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Abstract
The Earth’s magnetic field is generated by multiple sources. It is used by humans for naviga-
tion and orientation purposes, and its sources provide information on the physical properties
and dynamics of Earth’s interior and its environment. Classically, sources of the geomagnetic
field are divided into internal and external components. When observing the field from Earth’s
surface the internal sources are a superposition of both the core field and the lithospheric field.
Due to the nature of the potential field representation it is not easy to separate the internal
sources from each other. For this reason, the core and lithospheric fields has up to now only
been crudely separated at a certain spherical harmonics degree.

This thesis began with the aim of inferring the core field probabilistically. In order to
accomplish this it was proved necessary to co-estimate both the core and lithospheric fields.
The probabilistic inference method applied in this thesis is a Hamiltonian Monte Carlo scheme
for sampling model space. By introducing an auxiliary momentum, this technique is able to
utilize gradient information to quickly converge toward the mode of the posterior probability
distribution even in high dimensional spaces. The sampling algorithm is implemented using the
Stan open-source software package which compiles the problem into a highly optimized C++
program. Additionally the No-U-Turn algorithm is implemented; this automatically tunes the
step-size and the amount of steps which can be amongst the largest drawbacks when using
Hamiltonian Monte Carlo. The prior information regarding the core field is a time series of
the spherical harmonic coefficients, truncated at degree 30, generated by a core dynamo simu-
lation. This allows the creation of a multivariate prior distribution for the spherical harmonic
coefficients representing the core field. The lithospheric prior probability distribution assumes
the spherical harmonic coefficients independent with amplitude set based on a single forward
realization of the lithospheric field based on geological information. This is assumed to be very
weak prior information. The information on the core and lithospheric fields in the prior prob-
ability distributions are updated using observations of the magnetic field made by the Swarm
satellite trio between August and November 2018. Applying this method it was found to be
possible to co-estimate the core and lithospheric fields up to a spherical harmonic truncation
degree of 22. When compared to a reference core field (CHAOS-6), between spherical harmonic
degree 1-13, the resulting predictions are found to be very similar. Additionally, it was possible
to reconstruct major lithospheric anomalies, despite using only 2000 observed data-points, and
the lithospheric prior contained no information concerning spatial structures. Comparisons of
the inferred lithospheric model with a reference lithospheric model (LCS-1), between spherical
harmonic degree 15 and 20, showed agreement over major lithospheric anomalies except for
Australia where the flux patches had opposite polarity. The inferred lithospheric model has a
weak zonal pattern that may be a consequence of the weak diagonal lithospheric prior employed.

Overall, the performance of the Hamiltonian Monte Carlo algorithm is found to be very
encouraging and a successful separation of the core and lithospheric fields was achieved. In
order to utilize its full potential more prior information concerning the lithospheric field and
a larger collection of core field prior realizations is needed. In the longer term it will also be
important to extend the model to include a time-dependent core field and to make use of longer
time series of satellite data.
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CHAPTER 1
Introduction

The Earth is surrounded by a magnetic field that extends far beyond its atmosphere. Interac-
tion between Earth’s magnetic field and the solar wind creates an abrupt transition between the
interplanetary magnetic field and Earth’s magnetic field, known as the magnetopause. The do-
main enclosed by the magnetopause contains all sources that contribute to the Earth’s magnetic
field. Classically, from the perspective of observations at Earth’s surface the magnetospheric
and ionospheric currents are seen as external sources. While the internal sources are the core
and lithospheric field, illustrated in figure 1.1. This necessarily changes with respect to the
point of reference.
Contributions from the magnetosphere and ionosphere differ quite distinctly from the core and
lithospheric field. They are powered by the solar wind and therefore change on a timescale of
minutes and hours (Olsen and Stolle 2012). This allows induction of currents in the mantle,
which creates its own secondary magnetic field and is an internal contribution.
The core field changes on a timescale of years and contribute ∼95 % of the field measured at
Earth’s surface while the lithospheric field only contribute a few percent, but it varies geograph-
ically (Olsen and Stolle 2012).

Figure 1.1: Illustration of the locations of the sources that contribute to Earth’s magnetic
field. Image taken from Olsen et al. 2010.
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1.1 Core and lithospheric field
When interested in isolating the core and/or lithospheric field, one typically considers a period
of time with low solar activity. In this way external sources and related induced currents are
minimized. Data selected in this manner is called geomagnetically quiet data. There are several
geomagnetic indices used to define whether or not conditions are geomagnetically quiet. Quiet
data is typically selected on Earth’s night side when certain thresholds of the geomagnetic
indices are not exceeded (Olsen and Stolle 2012).
Assuming this type of data selection is enough to remove the largest effects from the mag-
netosphere and ionosphere it still leaves a superposition of internal sources (Baratchart and
Gerhards 2017). In figure 1.2 the power spectrum of Earth’s internal field is shown as a func-
tion of spherical harmonic degree and wavelength, see sections 2.1 and 3.3.6 for definitions on
spherical harmonics and power spectrum. The core field is generated deep within the core of
the planet and therefore dominates the lower harmonics. As the wavelength decreases so does
the power. At approximately degree 15 the lithospheric field takes over as the dominating
source. The superpositioned field is often crudely separated at spherical harmonic degree 14.

Figure 1.2: Power spectrum of the Earth’s geomagnetic field as generated by the CHAOS-4
model at 350 km altitude (Olsen and Stolle 2012).

1.2 The problem: Source separation
Separating the core field by truncating the spherical harmonic expansion, equation 2.6, at de-
gree 14 as suggested above will not only contaminate it with contributions from the lithospheric
field, but also lose shorter wavelength information of the core field.
This method was suggested several decades ago (Lowes 1974) when the core field was said to
be dominant to at least degree 11. Later the core was said to dominate to degree 13 while the
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lithospheric field was dominant from degree 15 and above (Langel and Estes 1982, Cain et al.
1989). A newer study puts these boundaries at spherical harmonics degree 12 and 15 while the
degrees between are some intermediate zone (Voorhies et al. 2002).
Studies of Mars’ lithospheric field show that there is a contribution from lithospheric sources
at lower spherical harmonic degrees (Voorhies et al. 2002). It is therefore reasonable to think
that this behaviour is also present on Earth.

The question at hand is thus how to effectively separate the two sources. This thesis seeks
to contribute with a new method of modelling the core field. By introducing prior information
of the correlation between spherical harmonic coefficients, considering separately the core and
lithospheric sources it might be possible to constrain how much they fit the lithospheric field.
The ability to distinguish between sources of the geomagnetic field will ultimately allow the
study of the core’s small scale structure and the lithospheric field’s large scale structure. This
is interesting for further understanding on the Earth’s interior.

1.3 Approach of the thesis
Classically, the geomagnetic field is modelled using a regularized least squares approach (Blox-
ham et al. 1989, Olsen et al. 2006) minimizing prediction errors while finding a suitable trade-off
between model complexity and prediction errors.
The approach taken in this thesis will be Bayesian allowing for the consistent introduction of
prior information. Solving the problem probabilistically will also provide uncertainties on the
resulting field models which is crucial when evaluating any scientific result.
Although the probabilistic approach has been around for some time its uses has not yet be-
come common in the community. For example, its use has been suggested to analyse fluid
motion in the Earth’s core (Mosegaard and Rygaard-Hjalsted 1999). A probabilistic approach
for modelling the historical field between 1840-2010 was presented in Gillet et al. 2013. Newer
techniques include simultaneous modelling and separation of the geomagnetic field contribu-
tions (Holschneider et al. 2016). Only observatory data has been used so far and thus unable
to separate core and lithospheric sources. The paleomagnetic community has also begun to
move in the direction of probabilistic modelling due to the sparse nature of their observations
and uncertainties related to lock-in and age-depth in sediment records (Nilsson et al. 2018).
In the following chapters it will be revealed that the inverse problem solved is linear, the prior
and likelihood is Gaussian and the resulting posterior distribution is Gaussian as well. At this
point the reader might question the necessity of using a Bayesian approach. Here it should
be noted that this thesis tests a new platform that if successful can be extended to include
non-linear problems and non-Gaussian distributions in future studies.

1.4 Outline of the thesis
Here is a brief outline of how the thesis will proceed along with summaries of what can be
found in each chapter.

Chapter 2 gives the theoretical background of the geomagnetic field and how it is expressed
mathematically through spherical harmonics, including the necessary assumptions. Addition-
ally, the chapter gives a brief introduction to the Bayesian approach to inverse problems. Fol-
lowed by a more in-depth presentation of Hamiltonian Monte Carlo and the associated No-U-
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Turn algorithm.

Chapter 3 presents the software implementation of Hamiltonian Monte Carlo that is chosen
for this thesis, while discussing alternative options. The chapter continues with an example of
how Bayesian models are implemented, followed by a presentation of the models applied in this
thesis along with several hyperparameters. Finally, the chapter presents the diagnostic tools
that will be used.

Chapter 4 presents and illustrates the data that will be used. First the prior information
about the core and lithospheric fields is presented. Followed by an explanation of how synthetic
data used for benchmark tests is made. Finally, the real satellite data is presented along with
the data selection criteria that has been applied and the method used for data error estimation.

Chapter 5 contains the results. First of benchmark tests, with synthetic data, that are
used for justifying the selected hyperparameters are presented. This is followed by attempts
at estimating the core field using real satellite data. Finally, the chapter presents benchmark
tests of co-estimation with synthetic data followed by attempts using real satellite data.

Chapter 6 discusses and compares the final results of chapter 5 to well known models.
Additionally, limitations to the performance discovered throughout the thesis is presented. This
is followed by suggestions for future work and improvements. Chapter 7 concludes on the results
presented and the method applied and gives an outlook for future studies.



CHAPTER 2
Theory

In this section the immediate theory necessary to understand the methodology is presented. It
will contain a short section on how the Earth’s geomagnetic field can be expressed in terms
of spherical harmonics, along with a brief introduction to the Bayesian approach to inverse
problems. Finally, there will be a more in depth explanation of Hamiltonian Monte Carlo and
the self adjusting algorithms in NUTS.

2.1 The geomagnetic field and spherical
harmonics

A magnetic field can be expressed by Maxwell’s equations

∇ × B = µ0J + ε0µ0
∂E

∂t
(2.1)

Here B is the magnetic field, µ0 is the magnetic vacuum permability, J is the electric current
density, ε0 is the vacuum permability and E is the electric field.
Equation 2.1 can be reduced by applying the quasi-static approximation. Meaning that the
displacement current can be neglected if the changes are assumed sufficiently slow, resulting in
equation 2.2.

∇ × B = µ0J (2.2)
Sufficiently slow implies T >> L

c
. Where T and L are typical time and length scales, respec-

tively, c is the speed of light. In the context of Earth’s geomagnetic field L ≈ 40.000 km, thus
the approximation holds if T >> 1/8 s. Note that the typical timescale of secular variations is
much larger.
It can further be assumed that there are no free currents, J = 0, if data selection is done care-
fully. As a consequence the curl of B is zero which implies that it can be written as function
of a potential field, V , equation 2.3.

B = −∇V (2.3)
By utilizing that the divergence of a magnetic field is zero and the newly derived equation 2.3
Laplace’s equation can be derived as

∇ · B = 0
=> ∇ · (−∇V ) = 0

=> −∇2V = 0
(2.4)

Within the domain of the above assumptions the magnetic field B is fully described by the
potential field V . The solution to equation 2.4 can be found through separation of variables
and is the spherical harmonic (SH) expansion, equation 2.5.

V (r, θ, λ) = a
∞∑

n=1

n∑
m=0

(
[gm

n cos(mλ) + hm
n sin(mλ)]

(
a

r

)n+1
+

[qm
n cos(mλ) + sm

n sin(mλ)]
(

r

a

)n)
P m

n (cos(θ))
(2.5)
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Here a is the Earth’s radius 6371 km, r is radius, θ is latitude, λ is longitude, n is the SH-degree,
m is the SH-order, (gm

n , hm
n , qm

n , sm
n ) are the Gauss coefficients and P m

n (cos(θ)) is the Legendre
polynomial.
Equation 2.5 describes both the internal (gm

n , hm
n ) and external (qm

n , sm
n ) sources. The external

sources can be neglected when only the internal is of interest. Thus the solution reduces to

V (r, θ, λ) = a
∞∑

n=1

n∑
m=0

(
[gm

n cos(mλ) + hm
n sin(mλ)]

(
a

r

)n+1
)

P m
n (cos(θ)) (2.6)

The magnetic components, equations 2.7, can be derived by differentiating the potential, equa-
tion 2.6, with respect to r, θ and ϕ.

Br =
∞∑

n=1

n∑
m=0

[
−(n + 1) (gm

n cos(mϕ) + hm
n sin(mϕ))

(
a

r

)n+2
P m

n (cos(θ))
]

Bθ = a
∞∑

n=1

n∑
m=0

[
(gm

n cos(mϕ) + hm
n sin(mϕ))

(
a

r

)n+1 dP m
n (cos(θ))

dθ

]

Bϕ = a
∞∑

n=1

n∑
m=0

[
(−gm

n sin(mϕ) + hm
n cos(mϕ))

(
a

r

)n+1
P m

n (cos(θ))
] (2.7)

The forward problem is given by rewritting, equations 2.7, into matrix form, such that all
three components of the magnetic field are given as

Bi = Gim (2.8)

where i denotes the spherical coordinate components r, θ and ϕ. Thus the observations Bi

have size 1 × N , the Gauss coefficients m size 1 × M and the data kernel Gi size N × M .
For simplicity the three components are combined such that

d = Gm

d =

Br

Bθ

Bϕ

 , G =

Gr

Gθ

Gϕ

 (2.9)

making d and G size 1 × 3N and 3N × M , respectively.
Finally, the inverse problem being solved in this thesis, equation 2.10, is found by isolating m.

m = G−1d (2.10)

2.2 The Bayesian approach to inverse problems
With the inverse problem established, equation 2.10 it is time to define the method with which
it will be solved. In this section the very basics of the Bayesian approach to solving inverse
problems will be presented.
Consider two parameters d, m. They have a joint probability that can be expanded using the
product rule, equation 2.11.

p(d, m) = p(d|m)p(m) = p(m|d)p(d) (2.11)

In the scenario where d and m are data and model coefficients, respectively, it is the
probability of the model given the data, p(m|d), that is of interest. Isolate it and Bayes’
theorem is derived, equation 2.12.

p(m|d) = p(d|m)p(m)
p(d)

(2.12)
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p(m) is the prior probability defined by the prior information about the parameters in m.
p(d|m) defines the probability of the data given a model. This is typically determined by as-
signing some distribution to the observational errors. The product of p(d|m) and p(m) defines
the shape of the posterior probability, p(m|d).
p(d), commonly referred to as the evidence, serves to normalize the posterior distribution.
Whether or not p(d) is included relies heavily of the purpose. When it comes to parameter
estimation it can be neglected. When comparing two different sets of prior information under-
standing which results in the largest probability mass can be a significant help.
Applying the Bayesian approach does not result in a single answer, but a distribution. The
”best” solution is the one with the largest posterior probability and if the posterior is Gaussian,
or otherwise symmetric, it is the mode (Aster et al. 2013).

If the problem at hand only has a couple of dimensions, and p(d|m) and p(m) are rather
simple, then ensuring the entire posterior distribution is fully explored is trivial since all pos-
sible values of the model parameters could be tested. This is also called an exhaustive search.
When a model is more complex it is simply not an option to explore all possibilities due to
an unrealistic computational time. Instead a smarter approach is needed to explore areas of
interest such as the mode and the area around it.

The process of evaluating a subset of probability space in order to represent the full posterior
distribution is called sampling. One of the first techniques was a so called random walk, which
simply ”walks” around and chooses points to be evaluated pseudo randomly. One could then
stop sampling when the posterior distribution no longer changed, indicating that it might have
converged. For high dimensional cases or multimodal distributions this is very ineffective, but
has led to the development of some very powerful sampling tools.

2.3 Hamiltonian Monte Carlo
The inverse problem has now been established along with the fundamentals of the Bayesian ap-
proach. The question left unanswered in the previous section is what sampling algorithm is to
be used. The SH inverse problem presented quickly increases in dimensionality with increasing
SH-degree. The classical MCMC approaches can therefore not be used. Instead the Hamilto-
nian Monte Carlo (HMC) algorithm will be applied. The following section is a walkthrough of
the theory behind HMC and how it conceptually can be understood. This section will closely
follow Betancourt 2018.

HMC is a Bayesian inference tool and is therefore used to sample a posterior distribution.
The purpose of any sampling algorithm is to converge towards the mode while exploring the
area around it. The mode itself and the area closest to it has a high probability density, but
a small volume resulting in little information also referred to as probability mass. Oppositely,
the tail of the distribution has a large volume, but low probability density again resulting in
a small probability mass. Thus the area of interest is between the tail and mode, referred to
as the typical set, and is an area of large probability mass. The HMC algorithm combines two
techniques with the purpose of quickly converging toward the mode and exploring the typical
set. The relative size of the typical set, with respect to the surrounding area, decreases with
an increasing dimensionality. This effect is often referred to as the curse of dimensionality. In
low dimensional cases the typical set is fairly large making classical MCMC approaches likely
to work well, but in high dimensional cases an algorithm such as Metropolis-Hastings would
be inefficient. The sampler randomly suggests the next step which after evaluation is accepted
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or rejected. At any instance there will be more points leading away from the mode than to-
wards it. The sampler will eventually converge toward the mode, but with an extremely low
acceptance rate and not within the finite amount of time available in practical applications.
HMC circumvents this problem by exploiting the differential geometry of the posterior distri-
bution. Imagine the posterior distribution as a topographic map where contour lines define
areas of equal probability. With that information it is trivial to converge toward the mode
reducing time spent in the tail, but the mode is not of much interest. The question is thus how
to converge toward the mode while staying on and following the contour lines of the typical set.

A good analogy is orbital motion. Imagine a physical system as illustrated in figure 2.1. A
satellite placed at a distance from the Earth with no initial velocity will be pulled towards the
Earth and eventually crash, similar to the sampler getting stuck at the mode if only utilizing
gradient information. Applying a momentum will cause it not to fall straight toward the Earth.
If the momentum is insufficient or too large, figures B and C, the satellite will either crash or
leave orbit. With just the right amount of momentum the satellite will orbit the Earth perfectly,
figure D. If the Earth is replaced with the mode, satellite with sampler, gravity with gradient
and orbital path with the typical set then we are back to the original problem. Thus adding
an auxiliary momentum to the sampler will create a vector field which will lead the sampler
around the typical set, as shown in figure D.

Figure 2.1: Conceptual illustration of HMC. A: The sampler only follows gradient information
and propagates toward the mode. B: Momentum is added, but not enough, and the sampler
propagates toward the mode. C: Momentum is added, too much, and the sampler leaves the
typical set and propagates out into the tail. D: Momentum is added, just the right amount,
and the sampler stays in the typical set. Image taken from Betancourt 2018.

Consider a model m in model space M and data d in data space D. Prior to introducing an
auxiliary momentum every point in model space can be described by a vector m of dimension
N . After adding momentum, p ∈ P, the space has doubled in size. Thus all points are now
described by a 2N -dimensional vector. The 2N -dimensional space is referred to as phase space,
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equation 2.13 (Fichtner et al. 2019).
X = M × P (2.13)

In phase space the posterior distribution is a canonical distribution defining the probability of
the system given a certain energy. The joint probability of m and p can be expanded by the
product rule, equation 2.14.

p(m, p) = p(p|m)p(m) (2.14)
By defining p to be conditional on m the posterior distribution can be retrieved by marginal-
izing over p. The joint probability can also be expressed by an invariant Hamiltonian function,
equation 2.15.

p(m, p) = e−H(m,p) (2.15)
H(m, p) describes the probabilistic structure of phase space and thereby the typical set. Often
H is referred to as the energy. By inserting equation 2.14 into 2.15 and isolating for H it can
be rewritten using K and U , equation 2.16.

H(m, p) = − log [p(m, p)]
H(m, p) = − log [p(p|m)] − log [p(m)]
H(m, p) = K(m, p) + U(m)

(2.16)

K(m, p) and U(m) are often referred to as kinetic and potential energies, respectively. As
mentioned, H(m, p), captures the geometry of the typical set and can therefore be used to
determine a vector field, as shown in figure 2.1. This vector field can be generated from
Hamilton’s equations

dm

dt
= ∂H

∂p
= ∂K

∂p
dp

dt
= − ∂H

∂m
= − ∂K

∂m
− ∂U

∂m

(2.17)

Following the vector field for a time, t, generates a path Φt(m, p). The path projected back
from phase space to model space will describe a path within the typical set, given that the
initial m also was in the typical set. This concept gives rise to a simple sampling algorithm;
A random m, inside the typical set, is chosen as the starting point. Then a momentum is
determined by sampling p ∼ p(p|m). Integrate over Hamilton’s equation for a time t, leaving
a new joint probability p(m, p). Project from phase space into model space by marginalizing
over p, leaving a new sample of m. Repeat by using the new sample as starting point.
This gives rise to some questions such as what K and U are, and how long the integration time
t should be. U is the negative logarithm of the posterior distribution, which is the product of
the prior and likelihood.
K, on the other hand is more complicated, but by rethinking phase space it is made easier.
Previously the posterior distribution was suggested visualized as a contour map of probability
densities. A similar thought is now employed to the phase space, but here the concentric lines
represent an energy level E. Thus the inverse function of H will point to a 2N − 1-dimensional
plane of equal energy, equation 2.18.

H−1(E) = {m, p|H(m, p) = E} (2.18)

In this way all positions in phase space can be described by an energy, E, and a position, θE,
on that energy level. The canonical distribution can be reworked as equation 2.19.

p(m, p) = p(θE|E)p(E) (2.19)
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Consequently, exploring phase space divides into two parts. A deterministic exploration of an
energy level along the Hamiltonian path. And a stochastic transition between energy levels.
Seen in this way p(E|m) is a distribution of energies given a position. Instead of projecting to
and from model space a new energy level can be sampled from p(E|m).

Fast and effective exploration of an energy level depends a lot on how uniform and regular
the levels are. This strongly depends on the choice of the kinetic energy function, which along
with the posterior will shape the geometry of phase space and the energy levels within.
There are an infinite amount of possible kinetic energy functions that could be used, but
typically Euclidean-Gaussian Kinetic Energies (EGKE) are chosen. The Euclidean metric, g,
of a system can be used to determine quantities such as distances between parameters, equation
2.20.

∆ (m − m′) = (m − m′)T
g (m − m′) (2.20)

But it can also be used to rotate and scale the system, equation 2.21.

M = RSgST RT (2.21)

Here S and R scale and rotate, respectively. And M , commonly called the mass matrix,
can transform the entire model space. If the mass matrix is a good approximation of the true
posterior covariance matrix it can decorrelate the system and transform it into a Gaussian space.
When transforming model space it is important to remember that the Hamiltonian is invariant
and therefore the momentum rotates and scales equally and opposite to it, p′ =

√
M−1p. The

EGKE is given as in equation 2.22. Selecting a correct mass matrix will help create uniform
energy levels in phase space reducing integration time and increasing the general sample speed.

K(m, p) = 1
2

pT M−1p + log (|M |) + const (2.22)

Beside EGKE there are other kinetic energy families. Riemannian-Gaussian kinetic energies
depends on position allowing for local corrections. This is especially effective if the posterior
distribution is not Gaussian.

The integration time, t, determines how much of the Hamiltonian trajectory is traversed
and therefore how efficient it is. If t is too large then the sampler will complete the path and
return to an already explored area. Setting t too low will result in not exploring enough. A
single, well tuned, integration time does not exists since it is dependent on the energy level set.
Consequently the optimal integration time will increase as the sampler moves from the typical
set towards the tail. To optimize exploration it is therefore necessary to determine a unique t
for each level.

2.4 NUTS and automatic tuning
In the previous section HMC was explained and it was mentioned that the ideal integration
time depends on the individual energy level set. This is one of the biggest challenges when
using HMC. Fortunately an automatic system for determining it has been developed. It is
called the No-U-Turn Sampler (NUTS) (Hoffman and Gelman 2014).
The NUTS adaptation to HMC involves two simple boundary conditions that both needs to be
satisfied before the exploration of a trajectory is terminated.

p+(t)T (m+(t) − m−(t)) < 0
p−(t)T (m−(t) − m+(t)) < 0

(2.23)
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Here m−(t) can be viewed as the initial position when going from model to phase space at
t = 0. m+(t) is the position as it evolves with time. The criterion can be illustrated as a
line between m−(t) and m+(t) on the energy level set, figure 2.2a. When the momentum of
each point is anti-aligned and perpendicular to the line connecting them, then the termination
criterion is on the boundary of being satisfied. Note that p−(t) is shown as negative, meaning
that they have to be aligned in the illustration.

(a)

(b)

Figure 2.2: 2.2a: Illustration of the NUTS termination criterion for the dynamic integration
time t. Note that q = m. Image taken from Betancourt 2018. 2.2b: Illustration of the
integration scheme employed by the NUTS algorithm to preserve time reversibility. From the
initial point (black) there is integrated randomly forwards or backwards starting with one
leapfrog step which then doubles every time. Image taken from Hoffman and Gelman 2014.

The integration time, t, defines a continuous regime, while in practice it is discrete. It is
thus necessary to break the integration time up into a step-size, ε, and an amount of steps, L.
Any numerical integrator wont necessarily preserve the Hamiltonian, but can stray from the
energy level. Implementing a symplectic integrator can solve this problem since it will preserve
the Hamiltonian, although it can diverge if it experiences an area of high curvature. In NUTS
the leapfrog integrator is implemented (Hoffman and Gelman 2014).
The step-size chosen should be large enough to avoid unnecessary computations while small
enough such that the sampler does not stray from the trajectory. An optimal ε is chosen by
scaling it to fit a certain acceptance rate. The target acceptance rate should be between 0.6 to
0.9 (Monnahan et al. 2017).
The introduction of an acceptance rate is necessary because the chosen integrator cannot pre-



2.4 NUTS and automatic tuning 12

serve the Hamiltonian perfectly. A point is thus accepted with probability

min
[
1,

e−H(mt,pt)

e−H(m0,p0)

]
= min

[
1, e−H(mt,pt)+H(m0,p0)

]
(2.24)

where subscript 0 and t denotes the starting point and point of evaluation (Fichtner et al. 2019).

With the current method the point at which the trajectory is terminated will become the
next sample of m, regardless of it being optimal. This is caused by the integration only hap-
pening in one direction. By introducing an integration scheme that integrates both forwards
and backwards in time the next sample can be sampled from all points within the explored
trajectory.

NUTS uses a doubling scheme where the sign of the momentum changes randomly, illus-
trated in figure 2.2b. From the starting point (black) one leapfrog step is taken forwards or
backwards. Then two steps are taken either forwards or backwards. The doubling continues
until the termination criterion, equation 2.23, is satisfied. The amount of doublings are referred
to as the tree-depth due to the method sometimes being called a binary tree.
With time reversibility preserved a sample from the trajectory can be sampled with probability

e−H(m,p)∑L′
i=1 e−H(mi,pi)

(2.25)

where L′ is the amount of accepted points.



CHAPTER 3
Methods

This chapter presents what implementation of HMC has been chosen along with possible al-
ternatives. Additionally, an example of how models are implemented in the software is given
followed by a presentation of the different prior distributions utilized. Finally, the chapter lists
the diagnostics that will be used to evaluate the performance of a run.

3.1 Probabilistic inversion software: STAN
In section 2.3 and 2.4 the rather elegant idea behind HMC was presented. But implementing
ideas in practice are not always simple. Illustrated nicely by the problem of a dynamic integra-
tion time in section 2.4. The following will explain what software implementation of the theory
was chosen and what alternatives there exists.

3.1.1 Choosing the implementation
The chosen software used in this thesis is Stan (Carpenter et al. 2017), a free open-source C++
program for Bayesian inference named after Stanislaw Ulam.
Stan depends on the Stan math library (Carpenter et al. 2015) that contains everything from
matrix operations to automatic differentiation schemes and probability distributions. The li-
brary is optimized in several ways such as vectorization to minimize computations making it
highly efficient.

There exists several interfaces for Stan. CmdStan allows the user to call the program
through command line shell. Following the name pattern PyStan is for Python and RStan for
R. There also exists wrappers of CmdStan allowing it to be used in Matlab, Julia, Stata and
Mathematica.

The chosen interface is CmdStan v2.19.1. CmdStan, unlike its counterparts, has the possi-
bility to specify and retrieve the mass matrix. The ability to specify a mass matrix can speed
up convergence. Although it might not be very relevant for doing a single run it is highly cost
effective when doing multiple runs testing different parameters. Additionally, being able to ex-
amine the estimated mass matrices can prove very important in evaluating the success of a run.

Other Bayesian inference tools do exist, a natural question is therefore why choose Stan.
Well-known Bayesian inference packages such as BUGS (Lunn et al. 2009) or JAGS (Plummer
2009) do not have HMC. There does exist other programs with HMC implementations such
as Edward (Tran et al. 2017), LaplacesDemon (Statisticat 2016) and PyMC (Salvatier et al.
2016).
Edward is a Python library with a wide range of sampling algorithms including HMC, but it
does not include the NUTS adaptation.
LaplacesDemon is an R package and as the geomagnetic community is moving toward Python
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it would be preferred not to use another software.
PyMC does have HMC with the NUTS adaptation. PyMC uses Theano (Al-Rfou et al. 2016),
a Python library for mathematical optimization, as its backend making it very similar to Stan.
Both require the user to define a way to evaluate the log posterior. They use almost the same
statistical syntax and are compiled into C/C++ programs for optimization. PyMC prides itself
on being the only probabilistic programming software that allows the user to specify models
directly in Python (Salvatier et al. 2016), although this is also possible in PyStan. That said,
PyMC is slightly more advanced than PyStan in that through a minor circumvention it is pos-
sible to define initial mass matrices which is not yet possible in PyStan. Seeing that all Stan
interfaces are build on Stan, it is only a question of making the feature available since it is
supported.

All in all, Stan and PyMC are equal when it comes to functionality. In the end Stan was
chosen because it has far larger and more detailed documentation and examples along with a
large and active community where developers frequently help.

3.1.2 STAN model example
In Stan, defining models has to be done in the Stan modelling language. It is quite straight
forward and consists of well defined code blocks. For illustrational purposes an example is
given in figure 3.1, for a linear regression problem y = ax + b, or written in matrix form as in
equation 3.1. It is assumed both model parameters and data errors are Gaussian distributed.

y = Gm + res

a ∼ N (µa, σa)
b ∼ N (µb, σb)

res ∼ N (0, σdata)

(3.1)

When writing a model in Stan, there are seven possible code blocks, three of which are
mandatory, marked with green in the example.
The first mandatory block is data where all data necessary for the program to run has to be
specified. In this example that constitutes of observations y, data kernel G, length of data n,
mean and standard deviation of the prior distribution mu_prior and sigma_prior and finally
the measurement error sigma_data. The program will read these from a file supplied by the
user. It is therefore important that names in the data file and the model are identical.
The second block is parameters where model parameters are initialized. They have to be
initialized in this block and no calculations can take place. Here the m vector contains a and b.
Finally, the model block is where the log posterior is calculated. Here it is possible to define
variables such as the vector res that contain residuals of a single model realization. Next the
log prior of a and b and likelihood are calculated. The calculations are close to identical, but
in the example they are done in three different ways to illustrate the possibilities. Stan has
many built-in distributions, such as Gaussian, making it very intuitive since it uses a statistical
syntax. The prior probability of a, marked with a red 1, is written in the statistical syntax
and is the most compact format. The built-in functions can also take vector input making it
possible to assign a Gaussian distribution to all elements in a vector without using a loop. The
prior probability of b, marked by a red 2, is written how the compact format is interpreted.
It is simply a function that returns the log probability of the prior and adds it to the target
distribution. With that in mind it is very easy to create user-defined distributions. In this
example the likelihood, marked with a red 3, is given by a user-defined Gaussian distribution.
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The user can define functions in the functions block, not necessarily probability distribu-
tions. If creating a probability distribution it simply has to determine the log of the custom
distribution keeping in mind that it should be robust so to avoid underflow. Simply calculating
the prior and then taking the logarithm will in many cases yield fatal errors when the sampler
at some point evaluates log(∼ 0). Similarly, inversions of matrices has to be done robustly; the
covariance matrix when defining a multivariate Gaussian distribution.
Throughout a run the sampler evaluates the posterior probability many thousands of times. It
is therefore smart to define constants when possible to not waste computational resources. In
figure 3.1 three such constants arise and these should be defined in the transformed data
block and not in the model block. The same goes for all other derivatives of data from the
data block. With knowledge of the functions and transformed data blocks the function
likelihood_lpdf can be specified and applied in the model block to return the log likelihood.

Two optional code blocks are not represented in figure 3.1. In the transformed parame-
ters block new parameters can be defined from data, existing parameters and/or other variables.
Such a block can be useful when sampling in a transformed model space, i.e. eigenspace, and
having to project back into the original model space, when evaluating likelihood.
Finally, there is the generated quantities block allowing the calculation of variables that
depend on data and parameters. This will only be done at the end of an iteration not at every
leapfrog step. It could simply be the forward problem or statistics of interest.
A more in-depth explanation of all blocks and possibilities can be found in the Stan users guide
(Stan Development Team 2019c).

3.1.3 Hyperparameters
With the Stan model defined it is simply a question of compiling and calling it. It is called by
passing a data-file and specifying several optional hyperparameters. Since there is no conver-
gence criteria when using NUTS it is necessary to specify how many iterations it has to run.
Specifically how many iterations it is going to use on warm-up and how many are to be used
for actual sampling, post warm-up. The default is 1000 in either case.

The warm-up period itself is split into three phases, two of which are fast adaptations and
one is a slow adaptation. Fast and slow refer to whether local or global information is used.
In the fast adaptation phases only the step-size is changed using the dual averaging algorithm
presented in Hoffman and Gelman 2014. This algorithm has several tuneable parameters and
these will be kept at their default values.
In the slow adaptation phase both the step-size and the mass matrix are adapted. The mass
matrix is approximated using Welford’s algorithm (Stan Development Team 2019a), which al-
lows for the (co)variance to be estimated throughout several iterations without holding them
all in memory.

The first warm-up phase, figure 3.2, is a fast adaptation and is per default 75 iterations.
Here the step-size is altered while the sampler is supposed to converge toward the typical set.
The second warm-up phase is a slow adaptation and is separated into smaller sections of
increasing size. By default they start at 25 iterations and double for every new section. At
the end of every section the mass matrix is updated and the step-size is allowed to converge
throughout the following section. The mass matrix adaptation is memoryless so that only
samples from the latest slow adaptation section are used.
The third warm-up phase is again a fast adaptation. The newly adapted mass matrix is kept
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1 
2 

3 

functions { 
  real likelihood_lpdf(vector res, real n_log_two_pi, real log_det_data, 

 real inv_sigma_sqr) { 
    real log_likelihood; 
    log_likelihood = n*log_two_pi; 
    log_likelihood += -0.5*log_det_data; 
    log_likelihood += -0.5*pow(res'*res,2)*inv_sigma_sqr; 
  } 
} 
 
data { 
  int<lower=0> n;     // Length of data vectors 
  vector[n] y;     // Observed data 
  real sigma_data;     // Uncertainty of data 
  matrix[n, 2] G;     // Data kernel 
  vector[2] mu_prior;    // Mean a and b 
  vector[2] sigma_prior;    // Standard deviation of a and b 
} 
 
transformed data { 
  real n_log_two_pi = -n/2*log(2*pi());  // Log of initial Gaussian term 
  real log_det_data = n*log(sigma_data); // Log-determinant of the 
       // diagonal data covariance matrix 
  real inv_sigma_sqr = 1/pow(sigma_data,2); // Inverse of the data variance 
} 
 
parameters { 
  vector[2] m;     // Initialize model parameters a and b 
} 
 
transformed parameters { 
 
} 
 
model { 
  vector[n] res = G*m-y;    // Calculate residuals 
   
  // Prior 
  m[1]~normal(mu_prior[1], sigma_prior[1]); 
  target += normal_lpdf(m[2] | mu_prior[2], sigma_prior[2]); 
 
  // Likelihood 
  target += log_likelihood(res, log_two_pi, log_det_data, inv_sigma_sqr); 
} 
 
generated quantities { 
 
} 

Figure 3.1: Example of a Stan model for sampling a linear regression problem. There are
three mandatory blocks colored with green, and four optional blocks colored with either blue
or grey. The grey color is used for blocks that are not in use, but simply illustrates where they
naturally would occur in a model. Orange text are comments and the red numbers, 1, 2 and
3, mark the prior of a and b along with the likelihood. These specific lines are marked to show
three different methods of defining a Gaussian distribution in Stan.
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constant while the step-size is allowed to converge to its final value. Per default this phase lasts
50 iterations. For reasons explained in section 5.1 this will be increased to 400.

Figure 3.2: Illustration of the three phases in the warm-up scheme used in Stan’s imple-
mentation of HMC. The first and third phase are fast adaptations while the second is slow.
The second phase is split up into smaller sections that double in size. Image taken from Stan
Development Team 2019a.

The mass matrix is by default assumed diagonal, but can be changed to a dense matrix.
Using the dense mass matrix requires more warm-up because all off-diagonal elements of the
posterior covariance have to be estimated.
The kinetic energy function is assumed to be EGKE, see section 2.3 for definition. Riemannian-
Gaussian Kinetic Energies are not implemented in any of the mentioned software, but is in
development (Stan Development Team 2019a).

The purpose of the NUTS adaptation is to automatically determine the integration time
which is given by both step-size and the amount of steps. The amount of steps is by default
truncated at tree-depth 10, equivalent to 210 = 1024 leapfrog steps. This is done to prevent
stuck samplers to continue infinitely. The step-size can be initialized, but the default is one.
Several parameters control the NUTS adaptation such as the target acceptance rate which
influence the step-size. It is by default set to 80 % and will not be tested or changed.

Custom initial states can also be passed such as a starting point and a mass matrix. By
default a starting value for each parameter will be sampled uniformly between [−2, 2] while the
mass matrix will be initialized as the identity matrix.
In this thesis custom initializations will be made and the performance difference between these
and the default will be discussed in section 5.1. The starting point can be initialized as the
least squares solution to the inverse problem, equation 2.10, which is defined as

m =
(
GT G

)−1
GT d (3.2)

The mass matrix can be initialized as the prior covariance matrix as defined in section 4.1 and
4.2.

If the initial state is suitable the warm-up iterations can be reduced to zero resulting in
immediate post warm-up sampling. If the starting point is off but the step-size and the mass
matrix are correct then adaptation can be disengaged and the sampler can through a short
warm-up period propagate towards the typical set. Additionally, it is possible to only adapt
the step-size by eliminating phase two of the warm-up, but it is not possible to only adapt the
mass matrix.

Finally, multiple chains of the HMC sampler can be initialized at once. By default four
chains are used and it will not be altered. There are two benefits of using multiple chains; The
sampling process can be sped up by distributing the desired amount of post warm-up samples
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onto multiple chains. Unfortunately a Markov chain can not be parallelized and therefore each
chain can only run on one processor and each chain have to go through its own warm-up.
Additionally, using multiple chains can allow the user to determine if the posterior distribution
is multimodal or not. If a single chain is used it is likely to only sample one of the modes
and the diagnostics would report it as a success. If multiple chains are used and they sample
different modes the R̂ diagnostic, discussed in section 3.3.1, would detect that the chains did
not mix properly.

3.2 Prior probability distributions and likelihood
This section will present in detail how the inverse problem an associated prior and likelihood
distributions are implemented as a Stan model. First there will be an explanation of the
models basis-form, which is everything expect the prior distribution. Afterwards the three
priors applied in this thesis will be presented systematically.

3.2.1 The model basis-form
The Stan model applied in this thesis is very similar to the example shown in figure 3.1. The
structure of the basis-form, figure 3.3, will be explained in the following.

The size of the data and coefficients are passed to the model along with the observations
and the data kernel. Definitions of these can be found in section 2.1 along with the forward
problem, equation 2.9.
Similar to the example model the likelihood will be assumed Gaussian distributed, which in
the multivariate form is

p(x) = 1√
(2π)k |Σ|

e[− 1
2 (x−µ)T Σ−1(x−µ)] (3.3)

Here µ is the mean, Σ is the covariance matrix, equation 3.4, and k is the length of x. In
the case of the likelihood x is the residuals between observations and predictions and therefore
µ = 0. Additionally, the data errors are assumed independent and therefore Σ is diagonal.

cov(mi, mj) = 1
n2

n∑
i=1

n∑
j=1

[1
2

(mi − mj)2
]

(3.4)

When determining the log of equation 3.3 it can be split up into three convenient terms

log (p(x)) = −k

2
log(2π) − 1

2
log(|Σ|) − 1

2
(x − µ)T Σ−1(x − µ) (3.5)

Note that when x is assumed independent Gaussian it is most optimal to use the multivariate
expression with a diagonal covariance matrix instead of using a loop. The first two terms in
equation 3.5 are constants and are defined in the transformed data block, figure 3.3. While
the log likelihood evaluation occurs in the model section, similar to the example in figure 3.1.
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data { 
  // Observations and forward problem 
  int N;       // Length of data vectors 
  int M;       // Amount of model coefficients 
  vector[3*N] B;      // Observations 
  matrix[3*N, M] G;     // Data kernel 
 
  // Likelihood 
  vector[3*N] varLike;     // Error estimate on observations 
 
  // Prior 
   // Information about mean and spread of any of the three priors 

} 
 

transformed data { 
 
  // Likelihood constants 
  real kL1 = -(3*N)/2*log(2*pi());  // Log of initial Gaussian term 
  real kL2 = -0.5*sum(log(varLike));  // Log-determinant 
 
  // Prior constants 
   // Constants regarding the log prior 

} 
 

parameters { 
  vector[M] mCore;     // Initialize model coefficients 

} 
 

model { 
  vector[3*N] res = G*mCore-y;    // Calculate residuals 
   
  // Prior 
   // The prior distriobution 
 
  // Likelihood 
  target += kL1; 
  target += kL2; 
  target += -0.5*(res’*res./varLike); 

} 

Figure 3.3: The basis-form of all models applied in this thesis. The color scheme is identical
to the example in figure 3.1. In this basis-format no information about prior distributions is
given. Only data import, the forward problem and log likelihood calculation are defined.
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3.2.2 Independent Gaussian
The simplest prior belief, that is being tested, is viewing the SH-coefficients as independent and
Gaussian distributed. The Gaussian distribution is generally to be a good fit as seen in section
4.1, but the coefficients are definitely not independent, the affect of which is shown in section 5.

Implementing this prior is identical to the likelihood in the basis-form, equation 3.3. Vectors
of mean and variances are passed to the model though the data block, appendix 8.2. With the
prior information defined two constants are determined in the transformed data block and
the log probability of the prior is calculated in the model block.
The prior information used to determine the mean and variances required to implement such
a distribution is presented in section 4.1 and 4.2.

3.2.3 Multivariate Gaussian
When implementing the multivariate Gaussian prior, equation 3.3, a few more steps have to
be taken with regards to the covariance matrix. In the case of the likelihood and independent
prior the covariance has been diagonal making determination of the inverse trivial. But with
a non-diagonal covariance matrix calculating the inverse can numerically be difficult when el-
ements are close to zero. Therefore an LDLT-decomposition is used to provide a robust and
reliable inversion.

A requirement of the LDLT-decomposition is that the matrix, being decomposed, is positive
definite. This is assured when examining the core dynamo simulation used as prior information,
section 4.1.

Σ = LDLT (3.6)
L is a lower triangular matrix and D is a diagonal matrix. The inverse of Σ can now be defined
as

Σ−1 =
(
LT
)−1

D−1L−1 (3.7)
Also the log determinant can be determined from the decomposition as

log (|Σ|) =
M∑

i=1
log (Di,i) (3.8)

Both of these constants are determined outside the Stan model and passed to it, for which
reason they show up in the data block, appendix 8.3. In practice the decomposition is done
using the ldl() function in the Python library SciPy (Jones et al. 2001).

3.2.4 Co-estimation
The forward problem is as stated in equation 2.9. When attempting to co-estimate the core
and lithospheric field the SH coefficients are divided in two, into contributions belonging to
either source, equation 3.9.

m = mcore + mlitho (3.9)
The forward problem can be expanded to

d = G (mcore + mlitho) (3.10)

Here mcore and mlitho refer to the core and lithospheric contributions, respectively. Thus the
model space when co-estimating will be doubled in size.
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Another consequence is the need for two prior probabilities. The one associated with the core
field is a multivariate Gaussian distribution just as presented in section 3.2.3. The lithospheric
field prior on the other hand will assume the coefficients independent and Gaussian distributed,
similar to the approach in section 3.2.2. Reasoning for the lithospheric prior being independent
is explained in section 4.2. The implementation of the co-estimation model can be found in
appendix 8.4.

3.2.5 Independent GMM
The last prior is one based on a two component Gaussian Mixture Model (GMM). The dis-
tributions of the SH coefficients belonging to the lower SH-degree, as generated from the core
dynamo simulation presented in section 4.1, are found not to be represented well by a Gaussian
distribution. In order to justify the assumption of them being Gaussian a comparison will be
made with the more complex GMM prior.

A two component GMM is given as

p(x) = A1√
2πσ2

1

e

[
− (x−µ1)2

2σ2
1

]
+ A2√

2πσ2
2

e

[
− (x−µ2)2

2σ2
2

]
(3.11)

Where µi is the mean, σi is the standard and Ai is weight scaling the Gaussian distribution.
The subscript 1 and 2 refers to the two Gaussian distributions that are combined. It is required
that A1 + A2 = 1. The GMM fits that are shown in section 4.1 are made by applying the
Levenberg-Marquardt algorithm so to solve the optimization problem of fitting the given dis-
tribution. In practice this is done using the curve_fit() function in the Python library SciPy
(Jones et al. 2001).

Implementing a GMM prior in Stan still requires the user to define the logarithm of it.
Doing this directly as

log(p(x)) = log
(
c1e

[k1] + c2e
[k2]
)

(3.12)

can result in over- or underflow. Here ci = Ai√
2πσ2

i

and ki = − (x−µi)2

2σ2
i

. To ensure robustness
when determining the logarithm equation 3.12 can be rewritten as

log(p(x)) = k3 + log
(
c1e

[k1−k3] + c2e
[k2−k3]

)
(3.13)

where k3 = max(k1, k2). Opposite to the previous models this will not be implemented by
hand, but by using the log_sum_exp() function provided by Stan, appendix 8.5.

3.3 Diagnostics
After a Stan program is complete it is possible to retrieve diagnostics native to Stan. These
include E-BFMI, R̂, MCSE and neff which will be explained in the following, along with some
additional diagnostics related to the geomagnetic field modelling problem at hand.

3.3.1 R̂
The R̂ parameter, also called the potential scale reduction parameter (Gelman et al. 2013),
indicates whether or not the HMC chains have converged. Meaning whether or not the posterior
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distribution would change if more samples were taken. It is determined as the ratio between
the estimated posterior variance and the average variance within each chain, equation 3.14,
where i ∈ 1, .., M and M is the number of parameters in the model. Ideally R̂ should be one,
but empirically it has been shown that values above 1.1 are problematic (Betancourt 2017).

R̂ =
√

v̂ar(mi|d)
W

(3.14)

The estimated posterior variance, v̂ar(mi|d), is determined from both the variance within
each chain, W , and the variance between chains, B. The influence of B decreases with an
increasing amount of samples per chain, ns, equation 3.15.

v̂ar(mi|d) = ns − 1
ns

W + 1
ns

B (3.15)

The within-chain variance is the mean of the sample variance, s2
k, between all chains, equa-

tion 3.16, here nc is the amount of chains and subscript k runs over all chains. The between-
chain variance is the sample variance of the average in each chain, mi,.,k, compared with the
combined averaged of all samples, mi,.,., equation 3.16. Subscript j is the sample number and
. indicates a subscripts entire range.

W = 1
nc

nc∑
k=1

s2
k , B = ns

nc − 1

nc∑
k=1

(mi,.,k − mi,.,.)2

s2
k = 1

ns − 1

ns∑
j=1

(mi,j,k − mi,.,k)2 , mi,.,k = 1
ns

ns∑
j=1

mi,j,k , mi,.,. = 1
nc

nc∑
k=1

mi,.,k

(3.16)

In situations where R̂ is not well-behaved, below 1.1, results should not be used. Note that
the cause of bad performance is not explained by this diagnostic, but simply states that the
posterior has not converged.

3.3.2 E-BFMI
Other diagnostics such as the Energy Bayesian Fraction of Missing Information (E-BFMI)
(Betancourt 2018) can provide a deeper understanding of the performance of the HMC sampler.
If the posterior distribution has a heavy tail then the typical set will be stretched. As a result
the integration time will be significantly increased when exploring the typical set close to the
tail. Given a good kinetic energy function integration time could be decreased. If instead the
kinetic energy is poorly estimated resulting in a small step-size the sampler can continue on
that trajectory forever. Such behaviour can be described with E-BFMI, equation 3.17.

̂E-BFMI ≡
∑ns

i=1(Ei − Ei−1)2∑nt
i=0(Ei − E)2 (3.17)

Here E is the energy, also known as the Hamiltonian, as introduced in section 2.3. Note how
i begins from zero in the denominator, zero indicates the starting point and is not normally
counted as a sample.

Sample runs with a low E-BFMI values are problematic. Because it is a fairly new diagnos-
tic only empirical thresholds have been found. The threshold in Stan is set to 0.2 (Betancourt
2017) while newer documentations state values below 0.3 are problematic (Betancourt 2018).
Independent of the threshold the best suggestion for improving a low E-BFMI is reparameteri-
zation of the problem, discussed in Stan Development Team 2019c.
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3.3.3 Tree-depth
Unsuccessful runs do not always have complex problems behind them. If the problem being
solved is high dimensional or the kinetic energy function is poorly estimated then the maximum
tree-depth can be exceeded. This, in of itself, is not a fatal error. If the trajectory is terminated
prematurely during the warm-up period the sampler can still recover, but convergence through
sub-optimal choices can take longer. If the trajectory is terminated prematurely during the
post warm-up sampling it is more problematic. In that case the run should be remade with a
larger maximum tree-depth or a longer warm-up period.

3.3.4 Sample independence
When a run is completed and diagnostics and results are to be extracted it is important that
the samples are independent. In contrast to classical MCMC algorithms HMC has the potential
to provide an independent sample every iteration. Although possible, it is not always the case
and therefore the amount of independent samples has to be estimated, from now on referred to
as Effective Sample Size (ESS) following the Stan literature (Stan Development Team 2019b).
The ESS of a single chain is given as in equation 3.18. Here ρl is the autocorrelation of lag l.

ESS = ns

1 + 2∑∞
l=1 ρl

(3.18)

The real autocorrelation can not be calculated, but has to be estimated (Betancourt 2017).
For a single time series the autocorrelation if defined as

ρ̂l =
∑ns

i=l+1(ml − m)(mi−l − m)∑ns
i=1(mi − m)2 (3.19)

When working with multiple chains a combined autocorrelation can be computed as in
equation 3.20. Here ρ̂l,k is the estimated autocorrelation at lag l in chain k.

ρ̂l = 1 −
W − 1

nc

∑nc
k=1 ρ̂l,k

v̂ar(mi|d)
(3.20)

With an estimate of the autocorrelation the ESS for multiple chains can be defined, equation
3.21.

ESS = nt

τ̂
(3.21)

τ̂ is defined similarly to the denominator in 3.18, but truncated at a certain lag, lt, because noise
in the estimate, equation 3.20, increases with l (Betancourt 2017). Defining τ̂ as in equation
3.22 ensures a positive autocorrelation by summing pairs starting from l = 0 since negative
values only are encountered at odd lags. Here P̂l′ = ρ̂2l′ + ρ̂2l′+1. A suitable truncation, lt,
is defined as the largest lag such that P̂l′ > 0 meaning to sequential values of ρ̂l cannot be
negative.

τ̂ = 1 + 2
2lt+1∑
l=1

ρ̂l = −1 + 2
lt∑

l′=0
P̂l′ (3.22)

Under this definition ESS can be larger than the actual amount of samples, nt, which
typically happens if the marginal posterior is close to Gaussian and the specific model parameter
does not correlate much with other parameters (Stan Development Team 2019b).
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3.3.5 Mean model and error estimates
Until now the diagnostics that have been defined concern the sampler itself. It can occur that
these diagnostics point toward a neat and converged solution, but it is important to look at
the samples themselves.

One such diagnostic is the mean model. In this thesis the model parameters will tend toward
a Gaussian distribution given enough independent samples due to the prior and likelihood that
will be implemented. With that reasoning the mode of the distributions equals the mean.
In Stan the mean model is given as the mean of all samples across all chains, equation 3.23

µpost,i = 1
nt

nc∑
k=1

ns∑
j=1

mi,j,k (3.23)

Likewise the associated standard deviation is given over all samples, equation 3.24.

σpost,i = 1
nt − 1

nc∑
k=1

ns∑
j=1

(mi,j,k − µpost,i)2 (3.24)

In the event of a low amount of independent samples or correlated samples the calculated
mean is errorneous which is taking into account by the Monte Carlo Standard Error (MCSE)
(Brooks et al. 2011). MCSE is the error of the estimation, as defined in equation 3.25, and it
is a function of the posterior standard deviation and inversely proportional to ESS. Remember
that ESS depends on the within- and between-chain variance along with the correlation of the
samples essentially making it very large if the samples of the posterior are correlated. Thus an
MCSE value tending toward zero will tell you the samples are independent and the estimated
mean model lies on the mode of the posterior distribution.

MCSE = σpost,i√
ESS

(3.25)

3.3.6 Power spectrum
Although the necessary information is gathered within the mean model and the associated
MCSE and σpost they can be difficult to interpret and compare to other runs.
As a means of visualization the power spectrum, introduced in section 1.1, will be used. The
magnetic field of interest is the core which means it is easy to see if the power diverges from
its expected horizontal path, when evaluating it at the CMB. Its mathematical definition is
given in equation 3.26. Here n and m are the SH-degree and order, a is the reference radius
(6371 km), r is the radius of evaluation (3480 km) and gm

n and hm
n are the SH-coefficients. By

examining the expression it is evident that the constant in front of the sum rapidly increases
with SH-degree, if r < a, making the power spectrum increase drastically by small deviations
in the higher harmonics. It is therefore a very good indication of how physically likely the
sampled models are.

Wn(r) = (n + 1)
(

a

r

)2n+4 n∑
m=0

[
(gm

n )2 + (hm
n )2

]
(3.26)

In the following chapter the power spectra related to models used for synthetic data, prior
information and comparisons will be shown. When visualizing distributions with the power
spectrum it will be done so with a shaded area representing the entire distribution. Atop of
that 30 uniformly sampled realizations will be shown so to get a feeling of the spread. Finally,
the mean model, including error bars showing the influence of three MCSE’s will be displayed.
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3.3.7 Visualization on maps
With the current diagnostics it is not possible to see the physical characteristics of the mag-
netic field associated with the sampled models. Another very important diagnostic is therefore
projecting predictions, by solving the forward problem, onto a map of the Earth. The maps
are made using the Python library Basemap1. In order to keep the grid equal area a Hammer
projection is used.

The predictions are made on a uniform grid, which can be problematic due to it stretching
when representing a spherical surface in 2D. By using a step-size of 0.1 degrees, resulting in
6,500,000 predictions, it is assumed insignificant.

These projections are the basis for several diagnostics. Such as a map of the posterior mean
or random realizations. The mean can look quite good, while random realizations deviate
therefrom. If the realizations deviate too much while the sample statistics are well-behaved it
can suggest too little data constraint. If the realizations are similar to the mean the model
parameters can be considered well determined, which is easily summarized in a Root Mean
Square (RMS) map. The RMS maps refers to stacking the predictions from 300 random
realizations atop each other and calculating the RMS at each point. In cases of a large spread
the RMS-map will return either no pattern or what looks like a smoothed image of the mean.
If the spread is small the RMS map will emphasize well constrained features that can be found
in a majority of the random realizations.

3.4 Equidistant grid for synthetic data
One of the most important things when modelling is availability of sufficient data. Data con-
strains the model and it is therefore important to have good quality data and a sufficient
amount. Without enough the prior has to be very strong otherwise it can lead to unphysical
behaviour. Enough data does not only entail a large enough amount of data, but also requires
it to be evenly distributed.

Several ways of going about this are described in Saff and Kuijlaars 1997. The most com-
putationally simple projects a spiral down unto the spheres surface and selects points on that
path. An implementation, in Python, of the spiral points algorithm and plot command can
be found in appendix 8.1. An illustration of the result from this implementation is visualized
in figure 3.4. From a simple visual inspection it appears that the distribution is even in both
latitude and longitude. Thus the data will not constrain any region more than another.
The method described is quite simple and more precise methods do exist, but this method of
producing uniformly sampled data is considered sufficient. The real data will be generated as
described in (Hammer and Finlay 2019), which will be elaborated on in section 4.4.

1https://matplotlib.org/basemap/

https://matplotlib.org/basemap/
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Figure 3.4: 10,000 points selected using a spiral point method (Saff and Kuijlaars 1997)
visualized on a spherical surface.



CHAPTER 4
Data

This chapter is divided into four sections. The first two will present data from physics-based
simulations used when creating the core and lithospheric priors. The last two will present the
synthetic data used for testing and the real satellite data used to produce the primary results,
along with how it has been processed.

4.1 Prior information from core dynamo
simulations

In section 3.2 ways of practically implementing different prior distributions were explained. In
this section the prior information about the core field will be presented. The data used to
construct the core field priors comes from a core dynamo simulation designed to accurately
represent the asymptotic conditions physical expected in Earth’s core and a force balance be-
tween the Coriolis, pressure, buoyancy and Lorentz forces (Aubert et al. 2017). The simulation,
here considered only regarding the magnetic field at its outer boundary out to SH-degree 30,
was simulated for thousands of years and a realization extracted every 20-40 years, resulting
in a total of 687 realizations. These provide a time series of each SH-coefficient from which
information about their distributions can be extracted.

In the case of the independent and multivariate Gaussian priors the mean and covariance,
equation 3.4, has to be defined. Ideally these statistics need to be generated from a set of
independent samples, but due to the nature of how they are generated this is not the case.
Especially the large wavelength harmonics tend to have a slowly decreasing autocorrelation,
equation 3.19. Defining independence as when the autocorrelation function oscillates randomly
between ±5 % correlation then the axial dipole, figure 4.1a, only has a single independent
sample. The rate of decay in autocorrelation tends to increase with the SH-degree. The first
coefficient that, approximately, remains within the 5 % threshold for each sample is g6

7. That
said, coefficients belonging to a higher SH-degree, but with a low SH-order, tends to have a
more slow decreasing autocorrelation, as is the case for g0

1.

When determining a covariance matrix the time series have to be of equal length mean-
ing that the coefficient with the fewest independent samples is the determining factor. It was
therefore decided to assume that all samples were sufficiently uncorrelated to provide useful
information and to simply use all samples, in order to actually obtain a covariance matrix.

The result of having very dependent samples, as is the case in the lowest SH-degrees, can
be seen on their distributions. The axial dipole, g0

1, has a multimodal distribution, figure 4.1c.
Here a Gaussian distribution is superimposed revealing a quite bad fit. But as the SH-degree
increases the distributions tend toward Gaussian. Around g5

6, figure 4.1d, and thereafter the
distributions are all rather Gaussian. This is fortunate because the large wavelength harmonics
are typically well constrained by data and thus a poor quality prior information at low SH-
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degrees is not problematic. It is first when reaching the high degree harmonics that the prior
information is going to play a significant role.

(a) (b)

(c) (d)

Figure 4.1: Statistics on SH coefficient time series generated from a core dynamo simulation
to SH-degree 30. Left and right shows g0

1 and g5
6, respectively. Top row is autocorrelation

with two red dotted lines indicating ±5 % correlation. Bottom row is their distribution with
a Gaussian distribution superimposed. Around g5

6, and thereafter, the distributions tend to be
Gaussian.

The resulting covariance matrix, defined as in equation 3.4, is difficult to interpret due to
the difference in the SH coefficients’ magnitude. This manifests itself as a very high variance
in the first harmonics, due to them simply being larger. In order to illustrate this the log10
variance is shown in figure 4.2a. Here it is clear how the variance decreases with SH-degree and
quite significantly.

By instead calculating the correlation, defined as in equation 4.1, the structure can be ex-
amined independent of the variance size, figure 4.2b.

corr(mi, mj) = cov(mi, mj)√
cov(mi, mi)cov(mj, mj)

(4.1)

Two patterns emerge. There is a pattern of horizontal and vertical lines with virtually no cor-
relation meeting on the diagonal of the correlation matrix. This pattern propagates along the
diagonal with increasing distance between the lines. The pattern will be referred to as square
waves. They occur due to the newly added SH-order coefficients in every SH-degree correlate
very little with any coefficient prior to itself. This also means that they indicate the transition
from one SH-degree to another.

Additionally, there is a cone-like pattern running parallel to the diagonal and is made up of
five sequences of points. In the upper triangular region, figure 4.2b, they have been emphasized
with green dots that can be compared to the untouched lower triangular region. These five
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sequences will be referred to as lines, with the first line being closest to the diagonal and the
fifth furthest away.

(a) (b)

Figure 4.2: Illustration of covariance and correlation matrix, respectively. They are based on
687 realizations of a core dynamo simulation to SH-degree 30. Note that the covariance matrix
is given in log10 values. Since both positive and negative covariance can occur they have been
colored blue and red, respectively.

The first line reveals a strong positive correlation between the last coefficients in a SH-degree
and the last coefficients in the degree prior to it; g4

4 and h4
4 correlates strongly with g3

3 and h3
3,

respectively. This is an exception to the low correlation in the square waves mentioned above.
It is also an exception to the rest of the lines. These describe correlation between the begin-
ning of a SH-degree and another. More specifically the second line points two degrees back, an
example could be g1

4 and g1
3. The third, fourth and fifth points four, six and ten degrees back.

The length of the sequences of green dots grows with two for each degree which is similar to the
increase in coefficients in each SH-degree. It should be mentioned that the first and third line
are positive, while the fourth and fifth are negative. Finally, the second changes from positive
to negative, along a single sequence. There does appear to be an additional positive correlation
line between the fourth and fifth line. It is very vague and therefore not highlighted, but would
fit very well into the pattern.
The hope is that the correlation structure within the covariance will constrain the parameter
estimation, especially at higher SH-degrees where the data will have a hard time due to noise.

In figure 4.2 both matrices have an orange line indicating the boundary if truncating at
SH-degree 25. This is relevant because SH-degree 25 is the highest possible degree that has
less coefficients than the amount of samples available from the dynamo simulation. As men-
tioned in section 3.2 the covariance matrix has to be inverted when evaluating the prior and
the method of doing so has to be numerically accurate which is why LDLT-decomposition is
used. A requirement of this method is that the matrix, being decomposed, is positive definite.
Calculating the eigenvalues of the covariance matrix, figure 4.3a, clearly show a discontinuous
drop to zero after coefficient 686 illustrating the need for truncation. As a consequence the
prior information can only be used to SH-degree 25, unless more samples from the core dynamo
simulation are acquired.

It is also interesting to see how the realizations look from a geophysical perspective. A
power spectrum of the realizations at the CMB, figure 4.3b, shows how much the power changes
throughout the simulation. The spread might be large, but what is important is that it includes
the true model, be it synthetic or real satellite data, and that the intrinsic correlation structure
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(a) (b)

Figure 4.3: 4.3a: Eigenvalues of the covariance matrix, figure 4.2a. The discontinuous drop oc-
curs between 686 and 687 making it necessary to truncate at SH-degree 25. 4.3b: Mauersberger-
Lowes power spectrum of CHAOS-6 (green), IGRF-12 (red) and the core dynamo simulations
used to generate the covariance matrix. The faded area represents all realizations while the
grey lines are 58 realizations to illustrate the distribution. The blue line is the model used to
create synthetic data, section 4.3.

is a good representation of the truth. Additionally, the figure shows how the CHAOS-6 model,
diverges at the CMB after SH-degree 14. This shows how sensitive the models are when down-
ward continuing to the CMB and how important clean data is, so not to introduce too many
contaminants.

The fact that we need to truncate the dynamo simulations at SH-degree 25 puts an upper
limit on the detail that is possible to get from a sampled model. A map of a single realization,
figure 4.4a, at the CMB shows precisely this. From the map a strong dipolar pattern can be
seen with a significant amount of reversed flux patches in the southern hemisphere below Africa.
From the RMS map, figure 4.4b, it is clear that none of these patterns are present in all the
simulation realizations which makes sense given that the realizations represents the evolution
of the geomagnetic core field and thus have no reason to be similar in the small scale structure.

(a) (b)

Figure 4.4: 4.4a: The radial component of a random realization from the core dynamo
simulation used as prior information, truncated at SH-degree 25. 4.4b: An RMS map of the
radial component from all 687 realizations. There is no well constrained small scale structure
in all the realizations.

The means and covariance matrix needed to define the independent and multivariate Gaus-
sian priors can be determined from the core dynamo simulation presented above. Creating a
GMM prior, section 3.2, to better fit the coefficients distributions requires slightly more. A
GMM with two components is fitted to all distributions resulting in a better fit, figure 4.5.
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Note that a single Gaussian fit works quite well from g5
6 and upwards, as mentioned previously.

Thus the effect of the GMM should only be noticeable on the coefficients prior to g5
6.

Figure 4.5: Distribution of g0
1 from the core dynamo simulations used as prior information.

Here illustrated with a two component GMM superimposed. The GMM fits will be used to
define a prior that can be compared to that which assumes all distributions Gaussian.

4.2 Prior information on the lithospheric field
Although the primary objective is to model the geomagnetic core field attempts will also be
made at co-estimation of the core and lithospheric field. In doing so a prior has to be con-
structed to describe the lithospheric field. Unfortunately, there are no sequences of realizations
available from lithospheric simulations similar to what was used for the core field. Instead
the prior distribution will be constructed from the lithospheric model presented by Masterton
et al. 2013, from here on simply referred to as the Masterton model. The Masterton model
is made from assigning magnetic susceptibilities and crustal thickness to different locations
in the lithosphere based on laboratory magnetization and seismic measurements. By varying
these it might be possible to create a series of realizations that provide information about the
correlation of the model coefficients describing the lithospheric field. Unfortunately only one
realization is available and there is not enough time to create a new lithospheric simulation in
this project.

The Masterton model goes to SH-degree 256 allowing for extremely small scale structure
as clearly seen in the figure 4.6a in which the radial component of the model is plotted. When
later testing co-estimation on synthetic data, the full Masterton model will be used to create
the lithospheric contribution. Note that the highest possible SH truncation degree that can
be applied when sampling is 25 due to the cores prior. This limits the detail that can be
reconstructed, exemplified by truncating the Masterton model at SH-degree 25 in figure 4.6b.
The image seems smoothed resulting in a lower magnitude clear from the well known Bangui
anomaly beneath central Africa.

In order to create the lithospheric prior the coefficients are assumed Gaussian distributed.
Because the Masterton model is the only information it is assumed to be the mean while the
standard deviation is simply defined to be 40 % of the mean value. From this a diagonal co-
variance matrix can be created. Determining the prior in such a way is likely to encapsulated
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the true model due to the large spread, but unfortunately there is no information about the
correlation between coefficients which is likely to be important in the source separation problem.

Illustrating the core and lithospheric prior’s power spectrum alongside each other, at the
CMB, reveals a steady and horizontal core field intersected by the crustal field between degree
16-17, figure 4.6c. This is as expected although the intersect occurs later than expected, as
is backed up by the CHAOS-6 power being systematically larger, after degree 15. This is no
mystery, it is actually well-known that the Masterton model predictions are somewhat weak
despite the assigned susceptibility in the model being quite high (Masterton et al. 2013). This
is no problem in the synthetic case, but when moving on to real data it can prove problematic.
To circumvent this the standard deviation will be increased to 120 % of the mean value when
working with real data. The large standard deviation will ensure that observation-based models
such as CHAOS-6 will be encompassed by the prior, figure 4.6d.

(a) (b)

(c) (d)

Figure 4.6: Maps and power spectrum of the Masterton model used as lithospheric prior
information. 4.6a: Map of the radial component from the full Masterton model at Earth’s
surface. 4.6b: Map of the radial component from the Masterton model, truncated at SH-
degree 25, at Earth’s surface. 4.6c: Power spectrum of both core and lithospheric prior used
for testing co-estimation on synthetic data, at the CMB. 4.6d: Power spectrum of both core
and lithospheric prior used when co-estimating with real data. The lithospheric prior is wider
here than in 4.6c due to the lack of power in the Masterton model.

4.3 Synthetic data used for benchmark tests
The synthetic data used in section 5.1 to determine the hyperparameters and in section 5.2 for
benchmark tests is generated from a core dynamo simulation to SH-degree 60 similar to the
one described in section 4.1. The similarity is also apparent from the power spectra in figure
4.3b, where it is labelled Synthetic and will in the future be referred to as the synthetic model.
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The synthetic data is created at an altitude of 400 km above the Earth’s surface to mimic
real satellite data. It is created on a grid as mentioned in section 3.4 and typically 2000 data-
points are used for testing. The Br, Bθ and Bϕ components are generated at each location.

Solving the forward problem yields a field as shown in figure 4.7a, note that it is illustrated
at the CMB giving rise to more detail. The radial component clearly shows a dipolar pattern,
but the strength of the field varies a lot also evident from the magnitude. High intensity flux
patches are prone to follow a sectoral pattern. A decrease in field strength is also present
over the poles, corresponding to the placement of the tangent cylinder. The tangent cylinder
is a cylinder that surrounds the inner core and can be seen as a boundary between different
flow patterns (Hollerbach and Gubbins 2007). In general the field appears more intense in
the southern Atlantic hemisphere. This is explained by how the core dynamo simulation was
made; To account for the observed westward drift of magnetic flux patches across the Atlantic
hemisphere differential growth of the inner core was implemented (Aubert et al. 2013).

Note that the actual synthetic data will be infused with Gaussian noise, N (0, 10) (units in
nT). The noise will be applied to the magnitude which then will propagate out to the three
components dependent on their size. The radial component of a synthetic data set with 2000
data-points is shown in figure 4.7b.

(a)

(b)

Figure 4.7: 4.7a: The radial component of the core dynamo simulation, truncated at SH-
degree 60, used to generate the synthetic data illustrated at the CMB. 4.7b: The radial com-
ponent of a synthetic data set with 2000 data-points generated at an altitude of 400 km above
the Earth’s surface and including noise.
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4.4 Real satellite data
The real data used in this thesis is based on observations from the Swarm satellite trio. The
swarm satellites were launched in 2012. Two of them fly side by side and started at an altitude
of 450 km while the third started at an altitude of 530 km (Olsen and Stolle 2012). The orbital
height of the satellites will slowly decrease as time passes. The satellites and their orbital path
are illustrated in figure 4.8.

Figure 4.8: Illustration of the Swarm satellite trio over Earth. Image source.

A pre-processed data-set was very generously provided by Magnus D. Hammer. The data-set
contains vector magnetometer observations in spherical coordinates along with error estimates
of each component. The processing process is similar to that presented in Hammer and Finlay
2019, but will be summarized below.

The observations are given in a 15 seconds temporal resolution whereafter quiet time criteria
are applied. Quiet time refers to periods when solar activity is low and therefore contributions
by external sources are expected to be minimal.

In addition, only data from dark regions are used, meaning when the Sun is more than
10 degrees below the horizon. This criteria removes a large portion of all data, but it is
necessary when examining internal sources in order to avoid solar driven sources on the day
side. Regarding the quiet time criteria, it is required that Kp <2o and |dRC/dt| < 2 nT
hr−1. Kp is an index of planetary geomagnetic activity while RC more directly targets the
magnetospheric ring current. The disturbance due to solar activity is potentially largest under
certain configurations of the Interplanetary Magnetic Field (IMF) that can lead to magnetic
re-connection. All observations used here satisfy the criteria that BIMF,z < 0, |BIMF,y| < 6 nT
and that the merging electric field at the magnetopause Em ≤ 0.8 mVm−1 (Olsen et al. 2015).
Em is given by the coupling function 0.33v4/3B

2/3
t sin(|Φ| /2). Where v is solar wind speed,

Bt =
√

B2
IMF,y + B2

IMF,z and Φ = arctan (BIMF,y/BIMF,z).
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(a) (b)

Figure 4.9: Visualization of the distribution of observation with respect to latitude after
applying the quiet time criteria. 4.9a: Latitudinal distribution between May and July 2018.
4.9b: Latitudinal distribution between August and October 2018.

Selecting quiet time data can not completely remove contributions from external sources.
Magnetospheric field contributions are removed with the CHAOS-6 external model (Finlay
et al. 2016). Ionospheric field contributions are removed based on the CIY4 model (Sabaka
et al. 2018). Lithospheric contributions are removed using the LCS-1 model (Olsen et al. 2017).
When co-estimating the lithospheric field is not removed.

When working with satellite data the density of observations with respect to latitude will
be biased. It is therefore ill advised to use all data since regions of high data density will be
emphasized. This problem is overcome by using an equal area grid following Hammer and Fin-
lay 2019. The spherical surface is separated into N regions of approximately equal area. Each
region can contain several observations one of which will be randomly selected to populate that
area. Iterating over all regions the grid will be filled. The observations retain their original
coordinates making the grid only approximately equal area. It is possible that some regions
will not be populated, there are two reasons for this both having to do with grid density. First,
the satellites orbit inclinations of 87-88 degrees (Olsen and Stolle 2012) results in a void around
the poles. If the requested amount of data, N , is too large some regions will lie inside the void
where there are no observations. Secondly, the grid can simply be too fine compared to the
density observations.

Although there are several years of Swarm data only three months are used in this thesis,
to avoid secular variations and as a simple test of the new inversion methods explored here.
The three months period has to be selected carefully because Earth’s tilt will bias the quiet
time data toward one hemisphere depending on the time of year. It is therefore important to
chose a period that has global coverage. A bad example is May through July 2018, figure 4.9a.
There are almost no observations above ∼60 degrees latitude which will significantly affect
performance. Instead selecting August through October results in a suitable distribution over
all latitudes, figure 4.9b.

The longitudinal distribution is close to uniform, but it is important to check that all lon-
gitudes are present at all latitudes otherwise there will not be global coverage. Luckily this is
not a problem in the selected period.

The radial component of the real data is visualized in figure 4.10 using a grid with 10,000
points. The observations, including lithospheric contributions, have no small scale features
directly visible at these altitudes only the large dipolar pattern and a weakening of the field
over the southern Atlantic, figure 4.10a. It is as expected when observing the geomagnetic field
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at satellite altitude.

(a) (b)

(c)

Figure 4.10: Visualization of real data on maps: 4.10a, the radial component of the observa-
tions from the Swarm satellite trio after quiet time selection criteria are applied. 4.10b, radial
component of the LCS-1 model, at satellite altitude, which is removed from 4.10a when trying
to isolate the core field in some tests. 4.10c, data variance estimates used given on a logarithmic
scale to emphasize patterns.

The lithospheric field model, LCS-1, subtracted to approximate the core field, figure 4.10b,
is extremely weak when compared to the magnitude of the observations, figure 4.10a. It can
seem unnecessary to remove such a small contribution when the observed field is in the order
of 105 nT. When downward continuing to the CMB the signal is assumed to belong to the
core. The small scale structures will interfere with the short wavelength harmonics leading to
a significant and nonphysical power increase.

Beside observations of the three components the data-set also includes an error estimate.
The method of estimating these is identical to the one presented in Hammer and Finlay 2019.
Standard deviations of residuals between quiet time Swarm data, from 2013 to 2018, and
CHAOS-6 are calculated for all Quasi-Dipole (QD) latitudes with a step-size of 2 degrees. In
this way observations are assigned with error estimates solely based on their QD-latitude. Addi-
tionally, the errors are scaled with Huber weights. This ensures that observations that deviate
strongly from the CHAOS-6 model will get assigned a larger error estimate.

The standard deviations are largest over the polar regions. Figure 4.10c visualizes precisely
this, note that the values are logarithmic to emphasize the pattern, such as the two lines of
slightly higher variance at low and mid latitudes in the northern hemisphere. The lowest of
which lies on the equator in the QD reference frame.
The standard deviations assigned to the radial component are quite low, generally below 5 nT,
while the ones assigned the horizontal components are a few times larger.
The distribution of the error estimates are summarized in table 4.1. The top of the table is for
all error estimates while the bottom only include latitudes larger than ±60 degrees. It is clear
that errors on the horizontal components are very large at high latitudes with some extreme
values reaching 70 nT.
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Mean Min Max 25 % 50 % 75 % 95 %
r 2.584 1.671 18.714 1.939 2.172 2.647 5.654
θ 4.474 2.329 66.576 2.498 2.714 3.180 18.128
ϕ 4.661 1.972 71.376 2.153 2.231 2.649 19.276

r 5.349 3.135 18.714 4.293 5.158 6.311 7.053
θ 16.722 7.817 66.576 12.874 17.463 20.594 24.166
ϕ 21.482 6.704 71.376 16.618 18.964 24.875 35.277

Table 4.1: Summary of error estimates, in units of nT, assigned to the observed core field,
when using a grid with 10,000 points. The upper part refers to all data while the lower are
statistics for observations above ±60 degrees latitude.

Horizontal components will naturally have more noise, despite quiet time selection criteria,
due to how magnetic fields are generated in the ionosphere. This is especially true in the
polar regions where the ionosphere is directly connected to the magnetosphere and solar wind
through field aligned currents.

If an observation has a large residual in contrast to the assigned standard deviation it will
be assigned a Huber weight below one such that its error estimate is increased. The weights are
truncated at one such that a weight cannot result in a reduction of an error estimate. Contrary
to what one might think the radial component has the most weights smaller than one. Figures
4.11a to 4.11c show the weights, of each component, as a function of latitude along with a
color scheme indicating the size of the associated residual. All weights equal to one have been
discarded when making this plot and the percentage in the title indicates how many weights
are below one. In all distributions the majority of weights are found at low and mid latitudes.
These weights are generally smaller than those found at high latitudes. Following the orange
colored points it is seen that they make a half circle over the entire latitude range. The resid-
uals, associated with orange (3-10 nT), over low and mid latitudes are considered large and
therefore small Huber weights are assigned. At high latitude orange is not enough to trigger a
small Huber weight, because the error estimate already assigned is significantly larger than at
lower latitudes.

The weights belonging to the horizontal components are quite evenly spread over latitude
and longitude. Oppositely, the weights on the radial component are clustered in smaller groups,
figure 4.11d. When comparing the positions with lithosphere models LCS-1 and Masterton, fig-
ures 4.10b and 4.6a, some appear to overlap with larger anomalies, such as west of Australia
and the east coast of the USA.

When attempting co-estimation of the lithospheric field with real data LCS-1 will not be
removed, but the data points that are randomly selected to populate the grid are identical to
the ones used to estimate the core field. Similarly the error estimates will be reused such that
the only difference is whether or not the lithospheric field has been removed.

The pattern found in figure 4.11d was later discovered to be a mistake in the calculation of
the residuals. In reality the residuals were calculated as the difference between the observations
with the lithospheric field removed and the CHAOS-6 without truncating it. This was discov-
ered too late to be changed and the consequence of this is increased error estimates over areas
with large lithospheric anomalies. This is not optimal, but increased error estimates should
only weaken the data constraint.
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(a) (b)

(c) (d)

Figure 4.11: Visualisation of Huber weights assigned to observations that deviate from
CHAOS-6 predictions. 4.11a to 4.11c: Huber weights as function of latitude with color scheme
to view the residuals size. Only weights below one are illustrated and the percentage in the
title summarize how many that is. 4.11d: Huber weights of the radial component shown on a
map. They appear to be in clusters, some of which overlap with lithospheric anomalies. Huber
weights associated with horizontal components are more uniformly distributed.



CHAPTER 5
Results

In this chapter the main results of the thesis will be presented. Initially there will be a section
on the HMC setup and tests demonstrating how the choice of different hyperparameters affect
the outcome. Then follows a section reporting on tests using synthetic data where the truth is
known followed by a section with real satellite data. Finally, there is a section representing the
results from attempts to co-estimate the core and lithospheric fields, showing tests with both
synthetic and real satellite data.

5.1 Tests of the HMC setup
Although the role of all hyperparameters have been established, see section 2 and 3, the specific
values chosen in this thesis have not yet been presented and justified. These choices include
the choice of probability distribution used to represent the prior, how many warm-up and post
warm-up iterations are needed, what the maximum tree-depth should be etc.

All tests in the following subsections will be performed on synthetic data as presented in
section 4.3. One of the parameters the tests will be compared on is computational time. Table
5.1 summarizes the time spent on most tests in section 5.1.

GMM Ind Gauss Dense Diag No LSQ No M
W P T W P T W P T W P T W P T W P T

Chain 1 214 9 223 218 9 226 207 9 217 65 21 85 646 12 658 172 9 181
Chain 2 191 9 200 193 9 202 211 9 220 75 19 94 846 10 856 185 9 194
Chain 3 196 10 206 193 10 204 206 9 216 68 19 87 563 12 575 182 9 191
Chain 4 217 9 226 212 9 221 194 9 204 74 18 92 523 11 534 178 9 187
Average 205 9 214 204 9 213 205 9 214 70 19 89 644 11 655 179 9 188

Table 5.1: Summary of computational time spent on models in section 5.1. The time is given
in minutes and rounded to the nearest integer. W, P and T refer to warm-up, post warm-up
and total time, respectively. If nothing else is stated the runs are made with a SH truncation
degree of 20, 4000 warm-up iterations, 2000 post warm-up iterations, a maximum tree-depth of
10, a dense mass matrix, starting point set to the least squares solution and initialized with the
mass matrix equal the covariance matrix prior probability. GMM: Run using the independent
GMM prior. Ind Gauss: Run using an independent Gaussian prior. Dense: Run using a
multivariate Gaussian prior. Diag: Run using a multivariate Gaussian prior with a diagonal
mass matrix. No LSQ: Run using a multivariate Gaussian prior, without the LSQ starting
point. No M : Run using a multivariate Gaussian prior, without initializing the mass matrix.

5.1.1 Choice of prior distribution
The prior information is very important in HMC for achieving good results and reducing com-
putational time by guiding the sampler towards what is believed to be the correct path. The
model coefficients are assumed Gaussian distributed which is not entirely true when considering
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the core dynamo realizations, figure 4.1c. To justify the assumption its performance will be
compared to a prior based on a two component GMM, figure 4.5, from here on referred to as
the GMM prior.

(a) (b)

(c) (d)

Figure 5.1: Comparison between assuming the SH coefficients independent and Gaussian dis-
tributed and distributed according to a two component GMM. 5.1a and 5.1b: Power spectrum,
at the CMB, of the posterior; Left: Independent Gaussian. Right: Independent GMM. Note
how the mean model is very low in power. 5.1c: MCSE of both runs. The structure follows the
diagonal of the posterior covariance. Results using a GMM prior have a slightly higher MCSE.
5.1d: ESS of both runs. The GMM prior results in a lower ESS which is why its MCSE is
higher.

In the following two tests the SH coefficients will be assumed independent. The tests were
truncated at SH-degree 20, with 2000 synthetic data-points of the core field, 4000 warm-up
and 2000 post warm-up iterations, a maximum tree-depth of 10 and initialized with the least
squares (LSQ) solution, defined in section 3.1.3, along with a mass matrix equal to the covari-
ance matrix of the prior probability distribution, figure 4.2a. They were run with four chains
resulting in a total of 8000 post warm-up samples.

Both runs passed the diagnostics native to STAN, which means R̂ and E-BFMI, see section
3.3.1 and 3.3.2 for definitions, were within the thresholds and no post warm-up iterations were
terminated prematurely.

The resulting power spectra, figure 5.1, are very similar to each other. Both of the posterior
distributions are well constrained by the data until SH-degree 13 where after they widen and
follow the boundary of the prior. The power of the mean model decreases significantly after
SH-degree 14 suggesting that some marginal posterior distributions have mean zero, given that
the random realizations behave well. Note also that the MCSE appears larger at higher har-
monics, but that is only due to the logarithmic scale it is illustrated on. In fact the opposite is
true as seen from figure 5.1c illustrating the MCSE for both tests. As a result of the ESS, figure
5.1d, being fairly constant the MCSE follows the posterior covariance structure closely, recall
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equation 3.25. The MCSE belonging to the GMM prior is slightly higher which corresponds
nicely with it having a lower ESS. Note also that all coefficients except one has an ESS above
8000 making practically every sample independent.

The difference between the two runs appear to be caused by a difference in step-size and
therefore also the mass matrix. The ideal mass matrix, as discussed in section 2.3, will decorre-
late phase space resulting in uniform Hamiltonian trajectories that are easily traversed. Given
that the average step-size, between the four chains, approximately is 0.275 for the GMM prior
and 0.3 for the Gaussian prior emphasizes this.

(a) (b)

(c) (d)

Figure 5.2: Various maps of the radial component, at the CMB, from two models; Left:
Results of an independent Gaussian prior. Right: Results of an independent prior with distri-
bution given from a two component GMM. First row is the mean model of the posterior. The
second is RMS of the radial component revealing that the flux patches in 5.2a and 5.2b are
well constrained.

Visualizing the mean models at the CMB, figure 5.2, shows similar features on both maps.
The dipole pattern is clear with an intensity increase in the southern Atlantic hemisphere. A
few flux patches lie along the equator and if consulting RMS maps, defined in section 3.3.7, the
flux patches are well constrained.

With regards to computational time the two approaches are equal, table 5.1. This would
change if the amount of warm-up iterations were to be increased with respect to the GMM
prior to achieve a larger step-size, higher ESS and lower MCSE. But the main question needed
to be answered was whether or not a Gaussian prior was a good approximation of the posterior
distribution. When applying the GMM prior all marginal posterior distributions are fitted
nicely by a single Gaussian, exemplified in appendix figure 8.1. Based on these findings a
Gaussian prior is assumed a valid choice.
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5.1.2 Influence of multivariate prior
In the previous section it was shown that an independent Gaussian prior performs equally as
well as, or better than, to a more complex GMM prior. The question addressed in this section
is whether or not the coefficients should be assumed independent.

A run with a multivariate Gaussian prior, see section 3.2.3, is made with similar hyperpa-
rameters as applied in the previous two runs. Its power spectrum, figure 5.3a, is very similar
to the independent case. The spread is very low until SH-degree 13 where after it widens and
follows the prior, although it is slightly more constrained.

More important is the mean model which no longer is extremely low in energy due to the
inferred correlation between coefficients. This creates a correlation structure in the posterior
distribution, figure 5.4a. In both independent cases there was no off-diagonal structure in the
posterior correlation matrix. Note that it first begins after SH-degree 12 (168 coefficients)
suggesting that the data constraint is sufficient up to this degree, after which the prior kicks
in. Because of the reduced off-diagonal structure only three of the five correlation lines are
visible, see figure 4.2b for comparison. Additionally, the radial component of the mean model,
figure 5.3b, is more detailed. The higher harmonics now contribute to the small scale structure
because their distributions no longer are centered around zero. This is exemplified by marginal
posterior distributions in appendix figure 8.2.

The RMS map, figure 5.3c, is very similar to the mean model indicating that the random
realizations all contain the same flux patches.

Applying the multivariate Gaussian prior does not come with additional expenses to the
computational time, table 5.1.

Overall, one can conclude that the multivariate Gaussian prior is a significant improvement.
And should thus be preferred over the independent Gaussian prior.
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(a) (b)

(c)

Figure 5.3: Power spectrum and mean model of the test case using a multivariate Gaussian
prior, illustrated at the CMB. 5.3a: The power spectrum is slightly more constrained than
in the independent cases. Additionally, the posterior mean model’s power is higher because
the marginal distributions of the posterior no longer have mean zero. 5.3b: As a result of
the increased power the projection of the mean models radial component onto a map shows
greater detail. 5.3c: RMS of the radial component shows that the flux patches in 5.3b are well
constrained.
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(a) (b)

(c) (d)

Figure 5.4: Comparison of correlation and mass matrices when using a dense or diagonal mass
matrix. 5.4a: The posterior correlation matrix when using a dense mass matrix. Note how
the structure first begins around SH-degree 12. Before which the data appears to constrain it
well. 5.4b: The posterior correlation matrix when using a diagonal mass matrix. Note how the
off-diagonal elements before SH-degree 12 are less noisy than in 5.4a. 5.4c: The mass matrix
from the first chain when using a dense mass matrix. The structure is similar to the correlation
matrices, but the off-diagonal elements are even more noisy. 5.4d: Comparison of the diagonal
elements, in the mass matrices, when using dense or diagonal mass matrices. There is no
significant difference and thus the performance difference must be due to the noisy off-diagonal
elements when using the dense mass matrix.
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5.1.3 Use of mass matrix
Until now the mass matrix has been assumed dense. Having a well approximated dense mass
matrix can improve the sampling speed, but estimating it during the warm-up period takes
time. If the off-diagonal correlation structure within the posterior is minor it can be a waste of
time to compute the full matrix. In other words, if the model coefficients are close to indepen-
dent. The alternative is to approximate the diagonal letting all off-diagonal elements be zero.
In the following the trade-off between diagonal and dense mass matrices is examined. Results
using a dense mass matrix and a multivariate Gaussian prior were already shown in section 5.1.2.

The run using a diagonal mass matrix was given the same hyperparameters as all previous
runs, but in the initialization only the diagonal of the prior covariance matrix was passed. Again
the diagnostics native to Stan issued no warnings. In fact there appears to be no performance
difference between using a dense or diagonal mass matrix when comparing their power spectra,
mean model and RMS maps, figure 5.5 and 5.3. The power spectrum widens after SH-degree
13 and follows the prior. The mean model in both cases appear to have equal power. Identical
patterns are found in both the mean model and RMS. Neither does the assumption of the mass
matrix change the posterior correlation structure, which can be compared in figure 5.4a and
5.4b. A keen eye might notice that the noise is smaller when using a diagonal mass matrix.

(a) (b)

(c)

Figure 5.5: Power spectrum, mean model and RMS, at the CMB, of the test case using
a multivariate Gaussian prior and a diagonal mass matrix. The performance when using a
diagonal mass matrix appear to equal that of a dense mass matrix, figure 5.3. 5.5a: The power
spectrum is close to identical to the run with a dense mass matrix. 5.5b and 5.5c: The mean
model and RMS, of the radial component, have the exact same structure and detail as the run
with a dense mass matrix.

The mass matrix is approximated throughout the warm-up period. The variance of each co-
efficient is easier to approximate, as is clear from figure 5.4d comparing the diagonal of a dense
and diagonal mass matrix. The off-diagonal elements, on the other hand, are more difficult to
estimate. Without a sufficient amount of samples belonging to the typical set or enough data
constraint the approximation of off-diagonal elements can become noisy, figure 5.4c. Note the
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off-diagonal elements after SH-degree 12 generally are larger than the corresponding elements
in the posterior correlation matrices. Additionally, if the warm-up period is too short the mass
matrix might not have converged.

It is believed that, as a consequence of the noise introduced by the mass matrix the ESS
is reduced between SH-degree 1-15 (224 coefficients). The lowered ESS cause the MCSE to
increase, figure 5.6b.

(a) (b)

Figure 5.6: Comparison of the ESS and MCSE when using a dense or diagonal mass matrix.
5.6a: The ESS in both cases is above 8000, which means that all samples are independent.
Between SH-degree 1-15 the diagonal mass matrix results in a higher ESS. 5.6b: The MCSE
follows the shape of the posterior variance. In case of the dense mass matrix the MCSE is
slightly higher between SH-degree 1-15 due to the ESS difference, recall equation 3.25.

Before criticizing the use of the dense mass matrix too much it should be pointed out that
the correct off-diagonal correlation structure does significantly help by creating a uniform phase
space. The average step-size when using the dense mass matrix is 0.3 and only 0.18 with the
diagonal mass matrix. As a consequence twice as many leapfrog steps are taken in the post
warm-up period when using a diagonal mass matrix. If the complexity of the problem was
increased, the SH truncation degree, the dense mass matrix might prove very valuable to keep
the amount of computations down. Note also that the synthetic data is very well behaved and
that the real satellite data does not necessarily constrain the lower harmonics as much as the
synthetic data. Taking this into account as well as the time spend on the runs being equal,
table 5.1, the dense mass matrix is the preferred choice.

5.1.4 Length of (post) warm-up and tree-depth
In the previous section the trade-off between using a dense or diagonal mass matrix was exam-
ined. The dense mass matrix was chosen due to its potential performance improvements with
increased model complexity and less constraining data. Hyperparameters such as maximum
tree-depth, the amount of warm-up and post warm-up iterations has not been taken into ac-
count. Here the consequences of using suboptimal values of these parameters are examined.

The post warm-up samples are fundamental in the comparison of performance. It is there-
fore important that enough samples are taken. Ideally the amount of sampled used to estimate
the posterior should be infinite, but that is not possible. Instead the amount is chosen so that
the posterior distribution is believed to have converged. With an insufficient amount of samples
the posterior can be wrongfully estimated and the basis for comparison is gone. In all previous
runs 2000 post warm-up samples were taken and every time the diagnostics native to Stan were
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passed. The R̂ statistic, see section 3.3.1 for definition, specifically describes convergence of
the posterior distribution. Thus 2000 post warm-up samples are enough to assume that the
posterior distribution is stationary.

In the warm-up period the mass matrix and step-size are estimated and it can take time
before they converge. If the period is too short they will not converge. Similarly if the maximum
tree-depth is too low the sampler will continuously make suboptimal choices which can slow
down convergence. It is therefore well advised to examine the warm-up period so to avoid
counterproductive behaviour. By initially looking at the tree-depth throughout the warm-
up, for the two previous cases; dense or diagonal mass matrices, figures 5.7a and 5.7b. It is
apparent that using the diagonal mass matrix will make the sampler converge faster toward a
low tree-depth and that the maximum tree-depth is initially exceeded in both cases.

(a) (b)

(c) (d)

Figure 5.7: Comparison of tree-depth and step-size in the warm-up period when using a
dense (left) or diagonal (right) mass matrix. Note that all chains have similar behaviour. 5.7a
and 5.7b: Tree-depth in the warm-up period. The run using a diagonal mass matrix converges
quickly towards a tree-depth of five, but the time series continues to be noisy. The run with the
dense mass matrix converges slower, but ends up being more stable. 5.7c and 5.7d: Step-size
in the warm-up period. The step-size initially drops to a magnitude of 10−4, because the initial
mass matrix does not represent the posterior covariance well. It quickly bounces back as the
mass matrix becomes well estimated. Note that the third phase in the warm-up is too short
and the step-size does not converge. This affects the post warm-up acceptance rate, appendix
figure 8.5.

The quick convergence rate when using a diagonal mass matrix confirms the previous state-
ment that the diagonal of the posterior covariance is easily estimated, while the off-diagonal
elements are more tricky. While the dense mass matrix is more difficult to estimate it does
result in a more stable convergence of the tree-depth. This shows that the off-diagonal correla-
tion structure is important for the samplers performance given the problem presented in this
thesis.
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The fact that the tree-depth is exceeded in both cases indicate that the initial mass matrix
is not as good a representation of the posterior covariance. Given that it also occurs in the
diagonal case suggests that it is not specifically the off-diagonal structure, but rather the size
of the (co)variance that is the problem. This is only emphasized by time series of the step-size
throughout the warm-up, figures 5.7c and 5.7d. The default step-size of one is quickly corrected
to a magnitude of 10−4 to achieve the desired acceptance rate of 80 % given the initial mass
matrix. This is a very small step-size and many leapfrog steps are needed to meet the NUTS
termination criteria, see section 2.4 for definition. For this reason the initial iterations are
terminated prematurely.

Increasing the maximum tree-depth would be a natural reaction, but doing so would not
help, figure 5.8a. Here the maximum tree-depth has been increased to 12, allowing four times
the amount of leapfrog steps. The first ∼300 iterations still exceed the maximum tree-depth
and the warm-up time has increased by 75 %. It is possible to further increase the maximum
tree-depth, but at a greater cost to the computational time. Note that the outcome of both
warm-up periods are equivalent, there is no performance improvements. Additionally, a nat-
ural plateau is found at around 10 after the first few hundred iterations. For this reason the
maximum tree-depth will be kept at 10.

(a) (b)

Figure 5.8: Time series of the tree-depth during the warm-up period when increasing the
maximum tree-depth from 10 to 12, 5.8a, or increasing the amount of warm-up iterations from
4000 to 8000, 5.8b.

Instead the length of the warm-up period could be extended allowing the mass matrix and
step-size to be fine tuned. In figure 5.8b the maximum tree-depth is kept at 10, but the amount
of warm-up iterations has been doubled, 8000. By doing so an additional mass matrix adaption
is achieved in the second warm-up phase. Now the tree-depth is holding steady at five and
the computational time has only increased by 20 %. The extra warm-up does not help post
warm-up performance. The average post warm-up step-size is still 0.3 even though the final
mass matrix has a lower noise level, appendix figure 8.3. As a result the power spectrum is no
more constrained than before, appendix figure 8.4. Thus 4000 warm-up iterations is believed
to be suitable.

In section 3.1.3 it was mentioned that the first and third warm-up phases had lengths 75
and 50 by default, respectively. The first phase will be discussed further in the following section.
The third phase has the purpose of fine tuning the step-size after the last mass matrix adapta-
tion. It is clearly visible from figure 5.7c that every time a mass matrix adaptation takes place
the steps-size is very unstable in the first ∼100 iterations and after ∼400 iterations it seems to
have converged. Therefore the third warm-up phase is increased to 400 iterations. Recreating
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the run with a dense mass matrix and similar hyperparameters except for the increased length
of phase three yields an average step-size of 0.33 which causes the acceptance rate in the post
warm-up period to oscillate around 80 % instead of 85 %, appendix figure 8.5. This is a small
improvement and did not change the outcome of the particular run, but it does not cost any
additional computations and it is silly not to take full advantage of the decorrelated phase space.

The length of the second phase will not be altered as it has not been tested. It is possible
it should be increased to allow the step-size to converge more in the initial adaptations.
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5.1.5 Role of having a warm guess
Until now all models have been initialized with the LSQ solution as starting point and the
prior covariance as initial mass matrix. In this section the effects of using these initialization
arguments are tested by making three different test runs.

Test 1. Without initializing the mass matrix.

Test 2. Without initializing the starting point.

Test 3. Without any initialization.

The three runs are otherwise identical to the one presented in section 5.1.2, which will be re-
ferred to as test 0.

Test 1:
Without initializing the mass matrix it is immediately apparent that the warm-up period is dif-
ferent when comparing its tree-depth, figure 5.9a, to that of test 0, figure 5.7a. The tree-depth
is initially keeping fairly stable at 10, which can be explained by the corresponding step-size
being a factor 10 larger than that of test 0, appendix figure 8.6. From this quick inspection
the default mass matrix, the identity matrix, appears promising.

The first phase of the warm-up was mentioned in the previous section. By comparing the
absolute log posterior from the first 900 iterations, figure 5.9e, it is clear that test 0 does not
reach the typical set within the first warm-up phase. Instead it happens after the first mass
matrix adaptation. Oppositely, test 1 reaches it in the first eight iterations. Note that all
tests converge to an absolute log posterior value of 3×104 which is assumed to be the typical set.

It would be natural to think that using the default initialization, of the mass matrix, is the
better option. Although in the remaining warm-up period test 0 and test 1 are similar to
each other. Finally, looking at the post warm-up performance test 0 has the highest ESS and
lowest MCSE, figure 5.9c and 5.9d. Considering that they have identical posterior variance and
average step-size this can only be caused by differences in the estimated mass matrices. Within
the 4000 warm-up iterations a total of seven mass matrix adaptations occur. Comparing each
step in the mass matrix evolution, appendix figures 8.7 and 8.8, as well as the correlation struc-
ture within, appendix figure 8.9 and 8.10, gives great insight. It would appear that only the
prior correlation is a good representation, while the size of the covariance is far off. For that
reason test 0 appears to always be behind test 1. The final mass matrix of test 0 is more
noisy, but it can not be argued that the ESS and MCSE is in favor of test 0. The underlying
reasons for this has to be examined further, but as of now runs will continue to be initialized
using the prior covariance, so to encourage the use of custom mass matrices.

Initializing the mass matrix as the identity matrix appeared to be more successful based
on its performance during the first few hundred warm-up iterations, but when comparing ESS
and MCSE test 0 proved to be better. Additionally, it was revealed that test 0 did not reach
the typical set within the first warm-up phase. In light of that several possibilities presents
themselves.
First, increase the length of phase one allowing the sampler to reach the typical set. Because
of the low step-size this would not be practical due to a significantly increased computational
time.
Second, test 0 could be initialized with a better starting point, preferably within the typical
set. If the LSQ solution is to provide better initialization more data is required, but with in-
creasing model complexity the amount of data would also have to increase, likely beyond what
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is available. More robust methods such as regularization could be employed, but this was not
done.
Third, shorten phase one such that the step-size is allowed to converge toward the target ac-
ceptance rate. Additionally, accept that the first one or two sections of phase two are used to
reach the typical set.
Fourth and last, improve the initial mass matrix guess.
A mixture of the third and fourth proposal will be employed. It is accepted that the sampler
may not reach the typical set within the first warm-up phase, although it would be preferable.
Models with SH truncation degree larger than 20 can be initialized with a mixture of the prior
covariance and the posterior covariance matrix from a previous less complex run.

Test 2 and 3:
It is unclear why initializing the mass matrix as the prior covariance performs better, but it is
only confirmed when comparing test 2 and 3.
It is clear from the tree-depth time series of test 2, figure 5.9b, that not initializing the starting
point is a large setback to the warm-up. Despite it the ESS and MCSE are better than test
1, figure 5.9c and 5.9d. Keep in mind that the sampler in test 2 first reaches the typical set
after the fourth, out of a total of seven, mass matrix adaptations. As a result it is much slower
apparent from table 5.1.
Test 3 is not illustrated anywhere because it did not pass the native Stan diagnostics. Sug-
gesting that the prior covariance indeed does have a positive effect on the warm-up period.
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(a) (b)

(c) (d)

(e)

Figure 5.9: Comparison of the performance between test 0-2. 5.9a: The tree-depth of test
1 in its warm-up period. 5.9b: The tree-depth of test 2 in its warm-up period. 5.9c: A
comparison of ESS between test 0-2. To help the reader a five order polynomial has been
fitted to each time series. 5.9d: A comparison of MCSE between test 0-2. 5.9e: Visualization
of how fast the sampler, chain 1, reaches the typical set. The green and red shaded area marks
phase one and two of the warm-up, respectively. The grey horizontal lines indicate transitions
between phase two sections, a mass matrix adaptation.
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5.2 Tests with synthetic data
Synthetic data is typically used when the focus is entirely on understanding the sampling
method and on testing the accuracy with which the chosen method can recover the truth. In
that way the uncertainties and assumptions that comes with real data are eliminated. This
section will show the capabilities of the HMC sampler under good conditions and the results
will give an expectation of the performance with real data.

5.2.1 Data constraint
Although all runs until now, except one, have successfully sampled to SH-degree 20, it does
not mean that they can not be improved. Immediately after SH-degree 12 the power spectrum
widens and fills almost the entire prior. At this point the prior is the main constraint and
no stronger information is available. The only way to increase the constraint is through data,
simply by increasing the amount. This is illustrated very nicely in figure 5.10 where four power
spectra are shown. The first power spectrum, figure 5.10a is made using 5000 data-points
which is 2.5 times more than previously used. The power spectrum remains well constrained
until SH-degree 14 and then gradually widens. Increasing to 10,000 data-points results in a
constrained fit to SH-degree 15, figure 5.10b. Further increasing to 20,000 data-points is a
minor improvement, figure 5.10c. Going to 100,000 data-points constrains the fit to SH-degree
16-17, figure 5.10d, and the last part up to degree 20 is slightly improved. Note how the LSQ
solution improves with increasing amounts of data. This is also evident from the absolute log
posterior of the initial warm-up iterations, figure 5.11a, where the jump in power gets smaller
and smaller. Additionally, the magnitude of the posterior in the typical set increases with the
amount of data.

The amount of data could be increased even further at a continually increasing cost to the
computational time. Sampling with 5,000 data-points takes approximately 10 hours. Sampling
with 10,000 and 20,000 data-points takes 18 and 40 hours, respectively. At this rate sampling
with 100,000 data-points would take around 8 days, but as it was initialized with information
from the posterior of a previous run the amount of warm-up iterations were reduced from 4000
to 1000 resulting in it being complete in two days.
Future runs will be restricted to a maximum of 20,000 data-points.
Besides a more constrained power spectrum increasing the amount of data decreases uncertain-
ties, clear from the MCSE in figure 5.11b.

5.2.2 Increasing the SH truncation degree
SH-degree 20 was used as a reference point, but the prior information allows for models up to
SH-degree 25. Attempts at increasing the truncation degree beyond 20 have been successful,
but the computational time increases again due to higher model complexity resulting in a low
step-size and high tree-depth if the mass matrix is not well estimated.

When sampling to SH truncation degree 21, using 2000 data-points, it takes seven hours.
The time, approximately, doubles for every SH-degree. Continuing through to SH-degree 24
it takes ∼2.5 days. Thus more resources are spent sampling to SH-degree 24 with 2000 data-
points than SH-degree 20 with 20,000 data points.
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(a) (b)

(c) (d)

Figure 5.10: Power spectra at the CMB of four runs using a multivariate Gaussian prior and
varying amounts of data-points. 5.10a-5.10c: Power spectra when using 5000, 10,000 and 20,000
data-points, respectively. It is clear that the spectra is more constrained with an increasing
amount of data. 5.10d: This run was made with 100,000 data-points, but initialized with
random realizations and the posterior covariance matrix from 5.10a resulting in a significant
reduction in computational time.

(a) (b)

Figure 5.11: Comparisons of log posterior and MCSE given different amounts of data-points.
5.11a: Absolute log posterior in the first 150 warm-up iterations. The LSQ solution improves
significantly with the amount of data resulting in a smaller change in power when reaching the
typical set. 5.11b: MCSE comparison clearly shows a reduction in uncertainty when increasing
the amount of data used during sampling.

Figure 5.12 show the results of sampling to SH-degree 24. From the power spectrum, figure
5.12a, it is clear that the posterior is equally as wide as the prior distribution above Sh-degree
15. It is evident that more data is needed if a more constrained posterior is wanted.
From the radial component of the mean model, figure 5.12b, it is clear that the higher SH trun-
cation degree contributes to the small scale structure when compared to figure 5.3b where the
truncation degree is 20. Although the spread of the posterior is large the flux patches observed
are still well constrained as evident from the RMS of the radial component, figure 5.12c.
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In section 5.1.4 it was stated that the maximum tree-depth was set to 10. In light of the
large amount of prematurely terminated warm-up iterations, figure 5.12d, it is necessary to
increase the maximum tree-depth if there should be any hope of extending the SH truncation
degree beyond 24.
With the doubling of computational time when increasing the SH truncation degree it would
take approximately 5 days to sample to SH-degree 25. Additionally, increasing the tree-depth
to 12 would allow four times the amount of leapfrog steps per iteration which again would
increase the computational time. For this specifically reason a successful run has not yet been
made to SH-degree 25.

(a) (b)

(c) (d)

Figure 5.12: Results of sampling to SH truncation degree 24 using 2000 synthetic data-points.
5.12a: The power spectrum illustrated at the CMB. 5.12b: The radial component of the mean
model at the CMB. 5.12c: RMS of the radial component at the CMB. 5.12d: The tree-depth
during the warm-up. A majority of the warm-up iterations have been terminated prematurely
due to a too low maximum tree-depth.
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5.3 Satellite data
In the previous section it was possible to sample to SH truncation degree 24 using synthetic
data. Repeating the success using real satellite data, see section 4.10, should not be a problem.
Especially considering that 95% of the estimated noise, in the real data, is below 5 nT while
the white noise added to the synthetic data has a standard deviation of 10 nT.

By using the same hyperparameters applied in section 5.2 a run was successfully made to
SH-degree 20 with 2000 data-points. Its power spectrum is shown in figure 5.13a. The posterior
follows both IGRF-12 and CHAOS-6 well, until SH-degree 13. Afterwards the power makes a
small dip only to increase until it reaches the upper boundary of the prior. It is expected that
the power of the core field continues horizontally and it is therefore unexpected to see the upper
boundary of the prior constrain the spectrum after SH-degree 17. Although the spectrum itself
is well constrained the amount of data is increased to 20,000. The associated power spectrum,
figure 5.13b, is more constrained, but the peculiar behaviour has only worsened. Note how the
LSQ solution has a similar dip after the introduction of more data. It must therefore be the
data that force this behaviour.

This conclusion is only confirmed when rerunning the attempt with 2000 data-points, but
without removing the lithospheric field, figure 5.13c. The spectrum no longer drops in power,
but still tries to push beyond the priors upper boundary. It must thus be concluded that using a
lithospheric field model to correct for the lithospheric contributions leads to spurious behaviour
at SH-degree 14 and above that is not in accord with the prior information concerning the core
field. Clearly a better approach of dealing with the lithospheric field, in a more correct way, is
needed.

Despite the unsatisfactory results in figure 5.13b the posterior reveals a much larger spatial
correlation structure than previously seen, figure 5.14. The posterior correlation, figure 5.14a,
is very strong in the lower harmonics where in the synthetic case there had been no structure.
Additionally, unlike in the synthetic tests the structure is weak after SH-degree 17 (323 coeffi-
cients). It would suggest that the prior is playing a much bigger role in constraining the lower
harmonics, where in the case with synthetic data it did not. After SH-degree 17 the prior can
not explain the data and the correlation weakens.

The correlation structure in the lower harmonics is much clearer than in any previous case.
In section 4.1 five sequences described as lines in the off-diagonal elements were defined. The
first line can only be seen in the higher harmonics of the correlation matrix while the rest are
very clear. Additionally, two new sequences have emerged. From a close-up of the first six
SH-degrees it is clear that coefficients within a SH-degree correlate strongly with each other.
This propagates out into the before mentioned lines creating a new structure around them.
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(a) (b)

(c)

Figure 5.13: Power spectra at the CMB using real satellite data, with and without corrections
for the lithospheric field. 5.13a: Result of sampling to SH-degree 20 with satellite data of the
core field, 2000 data-points. 5.13b: Increasing the amount of data ten time, 20,000 data-points,
only emphasize the already strange behaviour. It is expected of the core field to continue
horizontally. 5.13c: Using satellite data without the lithospheric contribution removed, 2000
data-points, seems to have removed the initial dip in power.

(a) (b)

Figure 5.14: Posterior correlation matrix of figure 5.13b. 5.14a: The full correlation matrix
showing strong off-diagonal structure. 5.14b: A close-up of the first six SH-degrees in 5.14a.
New correlation structure not seen before has emerged.
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5.4 Towards co-estimation of core and
lithosphere models

It would appear that in order to move forward the core and lithospheric fields have to be co-
estimated. In doing so it is possible to separate the two contributions such that they can be
examined independently.
As a proof of concept the method will first be tested on a synthetic data set, a superposition
of the core field previously used and a lithospheric field generated from the Masterton model
as presented in section 4.2. Afterwards an attempt at co-estimating with real satellite data is
presented.

5.4.1 Test with synthetic data
The synthetic test presented here was carried out using synthetic data constructed by super-
position of internal sources with 2000 data-points. The model is as explained in section 3.2.4.
The core field is given as a multivariate Gaussian prior while the lithospheric field is given as
an independent Gaussian prior.

With regards to the hyperparameters they are as determined in section 5.1. The SH trun-
cation degree is 20, high enough such that the power spectrum, figure 5.15a, of each model
intersects. The core field behaves as has been observed previously, nicely constrained until
degree 14. The lithospheric posterior, on the other hand, fills the entire prior, but random
realizations are mostly located close to the Masterton model. The intersect of the two spec-
tra occurs between SH-degree 15 and 16. This is made more clear in a close-up, figure 5.15b.
The core field posterior has a similar spread as seen when fitting synthetic data without a
lithosphere contribution, figure 5.10a. At SH-degree 16 the spectra are of equal power. Note
how the MCSE continues to be low even as the mean models cross and none of the random
realizations exhibit spurious behaviour. It would appear that co-estimating is not a problem
for the sampler, but keep in mind that doing so will double the amount of model parameters.
Thus the size of model space when co-estimating to SH-degree 20 is equivalent to SH-degree
28-29 when not co-estimating. Despite the large model space the computational time was only
2.5 days. Because of this observation it must be concluded that the difficulties of extending
the SH truncation degree beyond 24, section 5.2.2, has more to do with the prior information
and less to do with the dimensionality of the problem.

Figures 5.15c and 5.15d shows the radial component of the core and lithospheric field at
the CMB and Earth’s surface, respectively. The core field has the classical dipolar pattern and
by consulting the RMS, figure 5.15e, all features seem well constrained. The lithospheric field
is weak as is expected and its features are quite large due to the low truncation degree, but
the flux patches are interesting. Recalling the Masterton model, figure 4.6a, there are strong
magnetic anomalies under central Africa, the West Coast of USA, eastern Europe, Australia
and east thereof. All these anomalies appear present and from the RMS, figure 5.15f, they are
well constrained. This retrieval of lithospheric structure is interesting since the lithospheric
prior was diagonal and contained no information on spatial correlation.

The correlation of the entire posterior, figure 5.15g, is a combination of the correlation
within the core and lithospheric models and between them, indicated by two green lines. The
squares drawn by the green lines will be referred to as quadrants similar to that of a Cartesian
plane. The correlation matrix of the core, second quadrant, is close to diagonal. This is in good
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agreement with what has already been observed. The data constrains the problem just fine and
thus there is no need for the prior until SH-degree 12. For similar reasons, and because its prior
is diagonal, the correlation matrix of the lithospheric posterior is diagonal, fourth quadrant. In
the first and second quadrant the inter-model correlation structure is found. It is diagonal and
has a strong negative correlation. This does make a lot of sense since the two models combine
to make the full model of the internal sources, equation 3.9.
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(a) (b)

(c) (d)

(e) (f)

(g)

Figure 5.15: Results from co-estimation to SH-degree 20 using 2000 synthetic data-points.
5.15a: Power spectrum, at the CMB, looks very good there is no unnatural behaviour when
the two models intersect as could be expected. 5.15b: Close-up of the intersection in the power
spectrum. 5.15c and 5.15e: Radial components of the sampled core model illustrated on the
CMB along with RMS. 5.15d and 5.15f: Radial components of the sampled lithospheric model
illustrated at Earth’s surface along with RMS. 5.15g: Correlation matrix of the full posterior.
Green lines represent the division between the two models.
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5.4.2 Attempt at co-estimation with real satellite data
In light of what appears to be a successful attempt at co-estimation using synthetic data the
natural next step is to use real satellite data.

Using a similar approach as with the synthetic data a successful run was made to SH-degree
22 using 2000 data-points. The power spectrum is very well behaved, figure 5.16a. When the
two spectra intersect at SH-degree 15, they remain parallel to each other until SH-degree 16
after which the lithospheric spectrum diverges to accommodate the necessary power increase
needed to fit the data. If the combined prior had too much power and did not contain the
true model then the lithospheric posterior would be expected to lie in the bottom of the prior.
Seeing that it does not reveal that the posterior to some extent are correct.

The spectrum of the core field continues to push against the upper boundary of the prior,
after SH-degree 16. This does make sense since the combined prior has no information about
the correlation between the core and lithospheric model. There is therefore no reason for it not
to maximize the power in the core field. Note also how the lithopsheric and total mean model
follows the CHAOS-6 model.

The radial core field, figure 5.16c, looks very nice with reversed flux patches in the southern
Atlantic hemisphere corresponding well with the weak field observed in the real observation,
figure 4.10a. From the RMS, figure 5.16e, all structures are well defined and thus likely true or
at least well constrained.

The mean lithopsheric model show strong anomalies at key locations, figure 5.16d, just as
observed in the synthetic case. Additionally, there is a vague zonal pattern. Notice how the
RMS map, figure 5.16f, shows the strong anomalies, but also a very weak small scale structure,
specifically noticeable over the Pacific ocean. This can only be made if the random realizations,
used to create the RMS maps, are not alike. In other words random realizations from the
lithospheric posterior all show the strong anomalies, but also a non constrained zonal pattern,
appendix figure 8.11. Note how this problem does not exist in the posterior of the core. This
could be a matter of too few data-points compared to the size of model space, and if the SH
truncation degree is reduced to 16 and the amount of data-points increased to 5000 the problem
persists, appendix figure 8.12. This problem did not exist in the synthetic case, the observa-
tions were generated from models and although the noise added was large no other sources
could contaminate it. Without a more informative, multivariate, lithospheric prior it will be
difficult to get rid of this behaviour.

Although the lithospheric prior assumes the model coefficients independent the posterior
correlation reveals some very nice structure, figure 5.17. The correlation between the coefficients
within the core model is very strong even in the lower harmonics as previously observed in
section 5.3. The off-diagonal correlation pattern has propagated into the fourth quadrant, the
lithospheric posterior. This first happens in the last few SH-degrees, at the same time the inter-
model correlation, quadrants one and three, show almost no correlation between coefficients
after SH-degree 17.
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(a) (b)

(c) (d)

(e) (f)

Figure 5.16: Results from co-estimation to SH-degree 20 using 2000 data-points from real
satellite observations. 5.16a: Power spectrum, at the CMB, looks very good there is no unnat-
ural behaviour when the two models intersect as could be expected. 5.16c and 5.16e: Radial
components of the sampled core model illustrated on the CMB along with the RMS. 5.16d
and 5.16f: Radial components of the sampled lithospheric model illustrated at Earth’s surface
along with the RMS.
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Figure 5.17: Correlation matrix of the posterior distribution



CHAPTER 6
Discussion

In the previous chapters the results of this thesis were presented along with the data and
methods used to create them. This chapter will start by discussing the validity of the results in
comparison with other known geomagnetic models. The chapter will continue with comments
on limiting factors that have been discovered. Finally, a series of suggestions for improvements
will be made in relation to both the sampling technique and the geomagnetic prior information
introduced into the system.

6.1 Comparison with previous models
The main result of this thesis is the co-estimation of the core and lithospheric fields with real
satellite data to SH truncation degree 22. It is possible to evaluate the sampled models and
determine if the power contained within them is unrealistic or if magnetic flux patches are
ill-constrained. But it is difficult to determine the correctness of the sampled models since the
truth is not known. The next best option is to make comparisons to other well known models.
Figures 6.1 and 6.2 compares the radial component of the sampled core and lithospheric fields
with the CHAOS-6 and LCS-1 models.
Figures 6.1c-6.1d are truncated versions of the mean models presented in figures 6.1a-6.1b.
The radial component of the core field, figure 6.1c, is illustrated on the CMB and truncated
at SH-degree 13. The radial component of the lithospheric field, figure 6.1d, is illustrated at
Earth’s surface and truncated between SH-degree 15-20. They are truncated at these levels to
make a fair comparison with the previous models. CHAOS-6 and LCS-1 are truncated similarly.

CHAOS-6 as presented in figure 6.1e is assumed to be a good representation of the core field
up to SH-degree 13 since the lithospheric contribution is quite low at this truncation degree.
By a visual comparison of the posterior mean model and CHAOS-6 they appear to be almost
identical. The flux patches have very similar size, shape and intensity. It is only when subtract-
ing the mean model from CHAOS-6 that the difference can be seen, figure 6.2a. Generally the
residuals are very low, but they are relatively stronger over landmasses where there are known
lithospheric anomalies. Calculating the RMS of the residuals from 300 random realizations,
figure 6.2c, reveals that the patterns in figure 6.2a are well constrained. With the specific loca-
tions of the more intense residuals it is hard not to assume that they are caused by CHAOS-6
containing both core and lithospheric contributions. Calculating the RMS of the residuals be-
tween CHAOS-6 and 300 realizations of the combined core and lithospheric posterior, figure
6.2e, while keeping the SH truncation degree of 13, shows flux patches of equal intensity and
the maximum RMS has decreased by approximately 50 %. This is a good indication that the
probabilistic approach indeed was able to separate the two sources.

The truncated lithospheric mean model shown in figure 6.1d should be compared with the
LCS-1 model in figure 6.1f. Immediately it is noticed that the mean posterior is weaker than
LCS-1 and that the flux patches do not match as neatly as in the case of the core field. This is
also apparent from figure 6.2b showing the difference between the two. In general the residuals
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are in the region of five nT except for the field over Australia where there is a clear disagreement
in that the flux patches are of opposite polarity, see figures 6.1d and 6.1f. This result is not
exclusive to the mean model as is clear from the RMS of the residuals between 300 realizations
of the lithospheric posterior and the LCS-1 model, figure 6.2d. This is possibly correlated
with the core field power spectrum, figure 5.16b, being pushed against the upper boundary
of the core field prior. The independent lithospheric prior is likely so weak that some of the
lithospheric field is being deposited in the core field and as the power of the lithospheric field
grows so does the misplaced contribution in the core field.

(a) (b)

(c) (d)

(e) (f)

Figure 6.1: Comparison of the radial component when co-estimating with real satellite data,
section 5.4.2, and known models. Left: The sampled core field and CHAOS-6 illustrated at the
CMB. Right: The sampled lithospheric field and LCS-1 at the Earth’s surface. 6.1a-6.1b: The
mean model of both the core and lithospheric fields, respectively. These are identical to figures
5.16c and 5.16d and are repeated here for easier comparison. 6.1c-6.1d: The mean model of
both the core and lithospheric fields, respectively. The core field is truncated at SH-degree
13 while the lithospheric field is truncated between SH-degree 15-20. 6.1e-6.1f: CHAOS-6 and
LCS-1 truncated at SH-degree 13 and between SH-degree 15 and 20, respectively.
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(a) (b)

(c) (d)

(e)

Figure 6.2: Continuation of the comparison in figure 6.1. 6.2a-6.2b: Difference between
6.1c-6.1d and 6.1e-6.1f. 6.2c-6.2d: RMS of the difference between 6.1e-6.1f and 300 random re-
alizations of the core and lithospheric posteriors. 6.2e: RMS of the difference between CHAOS-6
and the combined core and lithospheric posterior truncated at SH-degree 13 and shown on the
CMB.

6.2 Limitations
In this thesis it was shown to be possible to co-estimate the core and lithospheric magnetic
fields. In the process of doing so two limiting factors were noticed; these concern the core and
lithospheric prior information.

The core field prior was determined from a core dynamo simulation as presented in section
4.1. Here it was discovered that some of the coefficients in the 687 realizations had a very
high autocorrelation. Thus the covariance matrix defining the multivariate prior was not based
on completely independent samples. Additionally, the amount of realizations determines the
maximum SH truncation degree. In order to provide the logarithm of the prior probability it
is necessary for the covariance matrix to be positive definite so as to ensure a unique solution
to the LDLT decomposition. For that reason the amount of realizations needs to be equal to
or larger than the amount of model parameters described by the prior. The prior information
about the core field was taken from a core dynamo simulation (Aubert et al. 2017). Alterna-
tively a longer time series from Aubert et al. 2013 could be used since it is morphologically the



6.3 Future work 67

same core field. This time series is, to the authors knowledge, also truncated at SH-degree 30,
which then would be the next natural limitation. If it is proven possible to sample to degrees
higher than 30 additional prior information such as suggested in Jackson and Sambridge 2005
could be valuable.

The second limiting factor is the lithospheric prior. The one applied in this thesis is very
weak because it assumes the coefficients to be independent. In section 5.1.2 it was made clear
that assuming the SH coefficients of the core field independent instead of multivariate impaired
performance significantly. It was shown in figure 5.17 that some of the off-diagonal correlation
structure of the core field was repeated by the lithospheric field, which is perhaps concerning.
But it is also the belief that the lithospheric field has some off-diagonal correlation structure of
its own. And as discussed briefly in section 4.2 in the future it might be possible to generate
information about this structure by varying the crustal thickness and magnetic susceptibility
parameters used to create the model presented in Masterton et al. 2013.

6.3 Future work
In this section suggestions for future work are made. These include both improvements to the
current method, and also how the probabilistic approach could be extended to include time
dependence.

6.3.1 Improved initialization
In section 5.1 several hyperparameters were systematically tested in the attempt to tune them
for the specific problem presented in this thesis. It is the belief that by fine tuning the hyper-
parameters the performance during warm-up will be improved. Especially the initialization of
the starting point and mass matrix influence the performance of the sampler. It is therefore
recommended that the LSQ solution used as starting point, see section 3.1.3, be replaced with
a more robust solution such as a regularized LSQ approach that can provide a more realistic
fit to the higher harmonics when the amount of data is restricted.
Additionally, the mass matrix, which was initialized as the prior covariance matrix, was shown
to be a bad representation of the posterior covariance. This was clearly seen in section 5.1.5
where the use of the prior covariance as mass matrix lead the sampler to not converge in the
first warm-up phase, which is the intention.

It is possible that the information gathered on the size of the posterior covariance and its cor-
relation structure, from the prior information in section 4.1 and the posterior correlation matrix
in section 5.3, can be used to generate initial mass matrices to the SH truncation degree chosen.

It should also be emphasized that the maximum tree-depth was found to be dependent on
how well estimated the starting point and initial mass matrix were along with the dimensionality
of the sampled space. This was particularly clear when sampling the core field with synthetic
data to SH-degree 24, figure 5.12d. It is therefore suggested that a few hundred test warm-up
iterations are made and analyzed before committing to the entire run.
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6.3.2 Investigate correlation structure in the co-estimated
posterior

Part of the information gathered on the posterior correlation structures regards the co-estimated
model. Specifically, the inter-model structure and how the core field structure appears to
propagate to the lithospheric correlation matrix, see figure 5.17. It is unknown how the inter-
model structure should look and how well behaved co-estimated models should interact. It
is possible that the duplicate structures in the core and lithospheric field, quadrant two and
four of figure 5.17, could be a sign of incorrect source separation. If this is investigated further
and understood it could be a major help in the initialization of future co-estimated models,
an excellent diagnostic to evaluate the correctness of the output and generally further the
understanding of this techniques ability to separate sources of the geomagnetic field.

6.3.3 Riemannian-Gaussian kinetic energies
In the HMC implementation used for this thesis the kinetic energy is assumed to be of the
EGKE family. This means that the phase space is decorrelated globally. For this reason local
areas with very steep gradients can be problematic and cause the sampler to diverge or simply
increase the needed integration time. Riemannian-Gaussian kinetic energies can decorrelate
phase space locally decreasing the integration time by avoiding large gradients. This type of
kinetic energy is actually implemented in Stan, but not fully tested, and will be part of future
releases (Stan Development Team 2019a). This is especially interesting if custom distributions
are implemented, which may be necessary for the lithospheric field or with the introduction of
time dependence.

6.3.4 Time dependent field
For reasons made clear in sections 4.4 the real satellite data was restricted to a three months
period in order to avoid significant secular variations such that the assumption of a stationary
geomagnetic field would hold. A natural extension to the current approach would be to intro-
duce a time dependent core field. In doing so prior information about the core field evolution
would be needed to constrain and keep the evolution physically feasible. A probabilistic ap-
proach to model a time dependent core field was presented in Gillet et al. 2013 and it is possible
that similar prior information could be applied in the present context. This would significantly
increase the amount of model parameters and data. Preliminary tests to see how well Stan
handles such large models should be made. But from the fact that sampling the core field,
with synthetic data, is difficult beyond SH-degree 24 (624 coefficients). While co-estimating
to SH-degree 22 (1056 coefficients) is fairly easy, suggests that the high dimensionality is not
the problem, but rather the amount of constraint that can be applied to keep integration time
down.



CHAPTER 7
Conclusion

In this thesis the geomagnetic field has been modelled using a Bayesian approach called Hamil-
tonian Monte Carlo that utilizes a mixture between MCMC and gradient information. The
motivation for solving the inverse problem presented in this thesis using a probabilistic approach
comes form the possibility of obtaining uncertainties of model parameters in the form of a pos-
terior distribution. Typically, this problem would be solved with a regularized least squares
approach even though probabilistic methods for solving inverse problems have been around for
some time. The classical MCMC approaches do not work efficiently in high dimensional spaces.
But because Hamiltonian Monte Carlo uses gradient information, a high dimensionality is not
a problem. The downside is the need for suitable prior information on the field sources as well
as user-defined parameters that require experience to determine. With the most challenging of
these parameters determined by the No-U-Turn algorithm from Hoffman and Gelman 2014 the
probabilistic approach is closer to becoming a real alternative to the classical techniques.

From the offset, the goal was to model the core field. The prior probability of the core was
assumed multivariate Gaussian and the prior information came from 687 realizations of a core
dynamo simulation truncated at SH-degree 30 that stem from Aubert et al. 2017.
Benchmark tests using synthetic data generated from the midpath dynamo, truncated at SH-
degree 60, of Aubert et al. 2017 yielded promising results. When introducing real satellite data
similar to that of Hammer and Finlay 2019 spurious behaviour was observed at SH-degree 14
and above. It is believed to be caused by the attempted removal of the lithospheric contribution
using the LCS-1 model.
Without the ability to provide real data of the core magnetic field alone, co-estimation of both
the core and lithospheric fields was the natural next step. The lithospheric coefficients were
assumed independent and prior information taken from Masterton et al. 2013. The lithospheric
field superimposed on the synthetic data was generated from the same source.
Again benchmark tests were promising. It was possible to separate the core and lithospheric
fields leading to the recreation of lithospheric anomalies, despite the prior having no informa-
tion on the correlation structure thereof.
Attempts at co-estimating using real satellite data was successful at sampling to a SH trun-
cation degree of 22. The power spectra of the two sources intersect between SH-degree 14-15
and show no sign of unnatural behaviour that might be expected when the sources are of
equal strength. The generated radial core field is nearly identical to the CHAOS-6 model when
truncating them both at SH-degree 13. They both exhibit strong flux patches stretched in
the east/west direction over the equator in the Atlantic hemisphere. Increasing the truncation
degree of the sampled core field to 22 gives the flux patches a more sectoral pattern instead.
The sampled lithospheric field manages to recreate major lithospheric anomalies and when
comparing with random realizations of the posterior these patterns are well constrained. How-
ever there was generally a zonal pattern over areas of low field strength, such as the Pacific
ocean. Additionally, when comparing with LCS-1, truncating both between SH-degree 15-20,
the two flux patches that cover Australia have opposite polarity and LCS-1 is generally a few
nT stronger.
The power spectrum of the core field is found to push against the upper boundary of the core
prior distribution. It is possible that the core prior is too weak at higher SH-degrees causing



7 Conclusion 70

some the core field to be deposited in the lithospheric field. Likewise this could be caused by
using an independent lithospheric prior that is insufficient. Given a stronger lithospheric prior
this could be further tested.
In addition to co-estimating the core and lithospheric fields a prior distribution based on a two
component Gaussian mixture model was successfully implemented. This proves the possibil-
ity of using custom prior distributions which can be useful when implementing a multivariate
lithospheric prior that is not necessarily Gaussian.

The approach presented in this thesis can be extended and future work could include time
dependence of the core field. Although it was shown to be difficult to sample the core field with
a SH truncation degree above 24 (624 coefficients) the HMC sampler should have no trouble
handling the increased dimensionality that comes with time dependency, since co-estimating
to SH-degree 22 with 1056 model parameters presented no serious difficulties.
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CHAPTER 8
Appendix

8.1 Equidistant grid for synthetic data
#%% Import
import numpy as np
import matplotlib.pyplot as plt
from mpl_toolkits.basemap import Basemap

#%% Figure properties
font = {'family' : 'sans-serif',

'weight' : 'normal',
'size' : 22}

plt.rc('font', **font)
plt.ioff()

#%% Create grid
radius = 1
N=10000

grid = np.zeros((N,3))
s = 3.6/np.sqrt(N)
dz = 2.0/N
long = 0
z = 1-dz/2
for i in range(0,len(grid)):

r = np.sqrt(1-z*z)
grid[i, :] = [np.cos(long)*r, np.sin(long)*r, z]
z = z - dz
long = long + s/r

lat = np.arccos(grid[:,2]/ np.sqrt(grid[:, 0]**2 + grid[:, 1]**2 + grid[:, 2]**2))
lon = np.arctan2(grid[:,1],grid[:,0])
grid[:,0] = np.ones((N))*radius
grid[:,1] = -1*(lat*180/np.pi)+90
grid[:,2] = lon*180/np.pi

#%% Plot grid
fig = plt.figure(figsize=(12, 10))
ax = plt.gca()
map = Basemap(projection='hammer', resolution='l', area_thresh=1000.0,

lat_0=0, lon_0=0)
x,y = map(grid[:,2], grid[:,1])
map.plot(x,y, marker='.', color='tab:red', markersize = 1, linewidth=0)
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map.drawcoastlines(linewidth=0.25)
map.drawparallels(np.arange(-80, 81, 20), labels=[1, 0, 0, 0])
fig.savefig('/home/micmad/cmdstan/grid/grid.png', bbox_inches='tight')
plt.show()



data { 
  // Observations and forward problem 
  int N;       // Length of data vectors 
  int M;       // Amount of model coefficients 
  vector[3*N] B;      // Observations 
  matrix[3*N, M] G;     // Data kernel 
 
  // Likelihood 
  vector[3*N] varLike;     // Error estimate on observations 
 
  // Prior 
  vector[M] muCore;     // Mean of prior 
  vector[M] varCore;    // Variance of prior 

} 
 

transformed data { 
 
  // Likelihood constants 
  real kL1 = -(3*N)/2*log(2*pi());  // Log of initial Gaussian term 
  real kL2 = -0.5*sum(log(varLike));  // Log-determinant 
 
  // Prior constants 
  real kP1 = -(M)/2*log(2*pi()); 
  real kP2 = -0.5*sum(log(varCore)); 

} 
 

parameters { 
  vector[M] mCore;     // Initialize model coefficients 

} 
 

model { 
  vector[3*N] res = G*mCore-y;    // Calculate residuals 
   
  // Prior 
  target += kP1; 
  target += kP2; 
  target += -0.5*((mCore-muCore)’*(mCore-muCore)./varCore); 
 
  // Likelihood 
  target += kL1; 
  target += kL2; 
  target += -0.5*(res’*res./varLike); 

} 
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data { 
  // Observations and forward problem 
  int N;       // Length of data vectors 
  int M;       // Amount of model coefficients 
  vector[3*N] B;      // Observations 
  matrix[3*N, M] G;     // Data kernel 
 
  // Likelihood 
  vector[3*N] varLike;     // Error estimate on observations 
 
  // Prior 
  matrix[M, M] inv_cov;    // Inverse co-variance matrix 
  real log_det_cov;     // log of co-variance determinant 
  vector[M] muCore;     // Mean of prior 

} 
 

transformed data { 
 
  // Likelihood constants 
  real kL1 = -(3*N)/2*log(2*pi());  // Log of initial Gaussian term 
  real kL2 = -0.5*sum(log(varLike));  // Log-determinant 
 
  // Prior constants 
  real kP1 = -(M)/2*log(2*pi()); 
  real kP2 = -0.5*log_det_cov; 

} 
 

parameters { 
  vector[M] mCore;     // Initialize model coefficients 

} 
 

model { 
  vector[3*N] res = G*mCore-y;    // Calculate residuals 
   
  // Prior 
  target += kP1; 
  target += kP2; 
  target += -0.5*((mCore-muCore)’*inv_cov*(mCore-muCore)); 
 
  // Likelihood 
  target += kL1; 
  target += kL2; 
  target += -0.5*(res’*res./varLike); 

} 
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data { 
  // Observations and forward problem 
  int N;       // Length of data vectors 
  int M;       // Amount of model coefficients 
  vector[3*N] B;      // Observations 
  matrix[3*N, M] G;     // Data kernel 
 
  // Likelihood 
  vector[3*N] varLike;     // Error estimate on observations 
 
  // Prior - Core 
  matrix[M, M] inv_cov;    // Inverse co-variance matrix 
  real log_det_cov;     // log of co-variance determinant 
  vector[M] muCore;     // Mean of prior 
 
  // Prior - Lithosphere 
  vector[M] muLitho;     // Mean of prior 
  vector[M] varLitho;    // Variance of prior 

} 
 

transformed data { 
 
  // Likelihood constants 
  real kL1 = -(3*N)/2*log(2*pi());  // Log of initial Gaussian term 
  real kL2 = -0.5*sum(log(varLike));  // Log-determinant 
 
  // Prior constants - Core 
  real kP1 = -(M)/2*log(2*pi()); 
  real kP2 = -0.5*log_det_cov; 
 
  // Prior constants - Lithosphere 
  real kP3 = -0.5*sum(log(varLitho)); 

} 
 

parameters { 
  vector[M] mCore;     // Initialize model coefficients 
  vector[M] mLitho;     // Initialize model coefficients 

} 
 

model { 
  vector[3*N] res = G*(mCore+mLitho)-y;    // Calculate residuals 
   
  // Prior - Lithosphere 
  target += kP1; 
  target += kP3; 
  target += -0.5*((mLitho-muLitho)’*(mLitho-muLitho)./varLitho); 
 
  // Prior - Core 
  target += kP1; 
  target += kP2; 
  target += -0.5*((mCore-muCore)’*inv_cov*(mCore-muCore)); 
 
 
  // Likelihood 
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  target += kL1; 
  target += kL2; 
  target += -0.5*(res’*res./varLike); 

} 



data { 
  // Observations and forward problem 
  int N;       // Length of data vectors 
  int M;       // Amount of model coefficients 
  vector[3*N] B;      // Observations 
  matrix[3*N, M] G;     // Data kernel 
 
  // Likelihood 
  vector[3*N] varLike;     // Error estimate on observations 
 
  // Prior 
  vector[M] muCore;     // Mean of prior 
  vector[M] sigmaCore;    // Standard deviation of prior 
  vector[M] weightCore;    // weight of prior 

} 
 

transformed data { 
 
  // Likelihood constants 
  real kL1 = -(3*N)/2*log(2*pi());  // Log of initial Gaussian term 
  real kL2 = -0.5*sum(log(varLike));  // Log-determinant 

} 
 

parameters { 
  vector[M] mCore;     // Initialize model coefficients 

} 
 

model { 
  vector[3*N] res = G*mCore-y;    // Calculate residuals 
 
  // Prior 
  for (i in 1:mMax) { 
    target += log_sum_exp(log(weightCore[i,1]) + normal_lpdf(mCore[i] | muCore[i,1], 
sigma[i,1]), log(weightCore[i,2]) + normal_lpdf(mCore[i] | muCore[i,2], sigma[i,2])); 
  } 
 
  // Likelihood 
  target += kL1; 
  target += kL2; 
  target += -0.5*(res’*res./varLike); 

} 
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Figure 8.1: Marginal posterior distribution of the axial dipole component when applying a
GMM prior. Note that the distribution is fitted well be a single Gaussian, as illustrated by the
superimposed red line.
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(a) (b)

(c) (d)

(e) (f)

(g) (h)

Figure 8.2: Comparison of marginal posterior distributions between independent and multi-
variate Gaussian priors. Superimposed is a Gaussian fit. Left: Independent Gaussian prior.
Right: Multivariate Gaussian prior. Note how the multivariate prior cause the mean of the
distributions not to be zero by inferring a forcing a correlation between the SH coefficients.
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Figure 8.3: Mass matrix, chain 1, of test run to SH truncation degree 20 with 8000 warm-up
iterations, 2000 post warm-up iterations and a maximum tree-depth of 10. Initialized with the
least squares solution and a mass matrix equal the covariance of the core dynamo simulation.
The prior is a multivariate Gaussian. Is to be compared with figure 5.4c.

Figure 8.4: Power spectrum of test run to SH truncation degree 20 with 8000 warm-up
iterations, 2000 post warm-up iterations and a maximum tree-depth of 10. Initialized with the
least squares solution and a mass matrix equal the covariance of the core dynamo simulation.
The prior is a multivariate Gaussian. Is to be compared with figure 5.3a.
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(a) (b)

Figure 8.5: Comparison of the acceptance rate in the post warm-up period when varying the
length of the third warm-up phase. Left: 50 iterations (default). Right: 400 iterations. Note
that this a running average, window size 20, of the true acceptance rate.

Figure 8.6: Time series of step-size in the warm-up period from test 1.
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Figure 8.7: Comparison of the mass matrix as it evolves through the seven mass matrix
adaptations when using 4000 warm-up iterations. On the left is test 0 on the right test 1.
Each row represents a mass matrix adaptation. The comparison if continued in figure 8.8.
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Figure 8.8: Continuation of figure 8.7
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Figure 8.9: Comparison of the correlation structure in the mass matrix as it evolves through
the seven mass matrix adaptations when using 4000 warm-up iterations. On the left is test
0 on the right test 1. Each row represents a mass matrix adaptation. The comparison if
continued in figure 8.10.
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Figure 8.10: Continuation of figure 8.9
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Figure 8.11: Eight, random realizations from the posterior lithospheric distribution. These
come from co-estimating using 2000 data-points from a data set of real satellite data and
sampled to a SH truncation degree of 22.
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Figure 8.12: Eight, random realizations from the posterior lithospheric distribution. These
come from co-estimating using 5000 data-points from a data set of real satellite data and
sampled to a SH truncation degree of 16.
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