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Abstract

Neutral surfaces, on which the neutral density variable is constant, are widely
used for understanding oceanic flow patterns and analysing hydrographic
observations. The locally referenced normal vectors of a neutral surface are
the so called diapycnal vectors. A neutral density variable for a given domain
can be found through the diapycnal vectors and then used to construct neutral
surfaces. Finding a realistic formulation of the neutral density variable and
computing it for general hydrographic data present significant challenges in
two key areas. Firstly, due to the non-zero helicity of the diapycnal vector field
it is not possible to find neutral surfaces whose normals exactly align with the
field. Secondly, evaluating neutral density is computationally heavy due to
the size of global oceanic data. Given the current limitations, investigating
alternative formulations of neutral density and developing computational
methods for its evaluation remains an important area of ongoing research. This
thesis is concerned with the construction of neutral density via a minimization
problem that penalizes deviations from desirable properties of this variable.
A finite difference scheme for two dimensional domains is suggested as
an approach to solving the Euler-Lagrange equation corresponding to this
optimization problem. The method is then investigated for two dimensional
vector fields under varying rotational properties. The method’s performance
is investigated for conservative and non-conservative test fields as well as a
diapycnal vector field. In this analysis, convergence is shown in the L,-norm
with respect to step-size for all fields and root mean square measures are
analysed to evaluate consistency with theoretical results through numerical
experiments. The results of this study indicate that the method works well
when the vector field is aligned with the grid directions. As this is the case
for the diapycnal vector field, the method shows promise for application in
physical oceanography.

Keywords

Neutral density, Neutral surfaces, Optimization, Variational calculus, Euler-
Lagrange equation, Anisotropic diffusion equation, Finite difference method,
Hydrographic data, Ocean flow patterns
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Sammanfattning

Neutrala ytor, dir den neutrala densitetsvariabeln dr konstant, anvinds inom
fysisk oceanografi for att forstd flodesmonster och analysera observationer i
havet. Dessa ytor kan definieras av sina normalvektorer, som frin ett lokalt
perspektiv kallas de diapyknala vektorerna. Neutrala ytor kan konstrueras
utifran en neutral densitetsvariabel, men denna process dr inte okomplicerad.
For det forsta, pd grund av att heliciteten av det diapyknala vektorfiltet
inte dr noll, kommer man inte kunna hitta neutrala ytor vars normalvektorer
exakt sammanfaller med vektorfiltet. For det andra, pd grund av havets
storlek och dirmed &ven storleken av hydrografisk data uppstdr en stor
berdkningskostnad for att uppskatta variabeln. Denna studie formulerar och
undersoker en ny metod for att berdkna den neutrala densitetsvariabeln. Ett
minimeringsproblem konstrueras som viktar variabeln baserat pd onskvirda
egenskaper. En finita differensmetod anvinds direfter for att 16sa den Euler-
Lagrange ekvation som ir associerad med optimeringsproblemet. Metoden
testas sedan pd vektorfilt med olika egenskaper. I denna studie undersoks
metodens prestanda for konservativa och icke-konservativa vektorfilt samt
ett verkligt diapyknalt vektorfilt. Studien visar pd konvergens i L,-normen
med avseende pa steglingd for alla félt, och analyserar hur vil metoden foljer
teoretiska resultat genom numeriska experiment. Resultaten frén denna studie
indikerar att metoden fungerar vil nir berdkningsnitets koordinatriktningar
och riktningen hos vektorfiéltet dverensstimmer. Det diapyknala vektorfaltet
har denna egenskap, vilket gor metoden sarskilt lovande for tillimpningar
inom fysisk oceanografi.

Nyckelord

Neutral densitet, Neutrala ytor, Optimering, Variationskalkyl, Euler—Lagrange-
ekvation, Anisotropisk diffusionsekvation, Finita differensmetoden, Hydro-
grafisk data, Havsstromningsmonster
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Chapter 1

Introduction

Physical oceanography extends our understanding of the natural processes on
Earth and serves as an integral part of research on climate change. While
there are many topics worth discussing, a fundamental problem in physical
oceanography is finding accurate ways of tracing water masses across our
oceans to understand both spreading and mixing properties. Dating back to
the 1920s, different kinds of isopycnal surfaces, that is surfaces on which
some density variable is constant, have been frequently used to describe
flow patterns [1]. In these models water parcels are assumed to flow along
surfaces described by the chosen density variable. This thesis is concerned
with approximating the neutral density variable which is used to define neutral
surfaces on which water parcels are assumed to flow.

Density variables preceding neutral density have been proven insufficient
for various reasons. While in situ density, which is the measured density
of water, would seem like a natural choice, it proved to be unsuitable for
tracing water masses as it is strongly affected by water compressibility.
Surfaces of constant potential density, where a reference pressure is included,
were therefore suggested as a response to this limitation. However, fixing
a constant reference level induces approximations in the representation of
compressibility of seawater causing inaccuracies that grow the further away
from the chosen reference pressure we go. There are models using multiple
reference pressures that reduces the effects caused by this simplification but,
significant inaccuracies are still observed when working in the intermediate
layers of the ocean or below [2]. Because of these limitations, neutral surfaces,
on which the approximate neutral density variable is constant, is recommended
to use. One reason being that it does not depend on a specific reference
pressure [1].
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Neutral surfaces are surfaces on which a water parcel moves short distances
isentropically without experiencing buoyancy restoring forces [3]. This is a
logical assumption of oceanic flow patterns because, if friction is disregarded,
no force will be required to move the water parcel along such a surface.
Formally, the neutral surface can be defined locally by its normal, the
diapycnal vector A which can be computed from temperature and salinity
fields using the equation of state [4]. A scalar function 7y is a neutral density
variable if its gradient is everywhere collinear with the diapycnal vector, that
is if there exists a scalar function b(X) such as V7 (X) = b(R)A(R). Such a
variable 7y (X) and factor b(X) # 0 only exist if the helicity H of A(®) is zero,
see [5], [6] and Section 2.3.2 of this thesis. The helicity of a vector field Ais
defined through

H=A.(VxA). (1.1)

The main issue when looking to find neutral surfaces in the ocean is that the
helicity of A is non-zero and the neutral density variable -y will hence not be
a well defined variable for the world’s oceans [6]. Moreover, the factor b(%) is
not known a priori. The general problem, and the goal of this study, is to define
an approximate neutral density variable -y (X) that forms surfaces as neutral as
possible, essentially trying to find b(%) and (%) such that V-y(2) ~ b(®)A(Z)
over the entire domain. This study uses techniques in variational calculus to
accomplish this without explicitly knowing b(x). Before delving into more
details on the methods deployed in this study, let us summarize the history of
neutral surfaces.

Trevor J. McDougall was the first to give a systematic account of neutral
surfaces for the worlds oceans, see [3] as well as [6]. In a paper by McDougall
and Jackett [7], an algorithm is devised to arrive at a neutral density variable
for general hydrographic data such that its level surfaces form neutral surfaces.
Since then, there have been several attempts to both extend and redefine
the neutral density variable to improve its definition in areas where it falls
short. For example, Lang et al. (2020) [8] introduces a neutral density
variable independent of vertical heave to reduce artificial mixing while still
being practically comparable in its neutrality to the variable presented in [7].
Eden and Willebrand [9] noted that the neutral density variable in [7] was
mostly suitable for analysing and diagnosing hydrographic observations and
constructed a functional form of neutral density tuned for the North Atlantic or
similar environments to be useful in layer models. In [10], Stanley et al. made
significant improvements to reduce computational effort in the evaluation
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of the neutral density variable. Further, Klocker et al. [11] have reduced
the influence of artificial diapycnal diffusivity significantly which according
to [10] results in the currently most accurate approximately neutral surface.
Klocker et al. [11] do however emphasize that what constitutes as the best
neutral density variable is dependent on its application.

In this thesis, the neutral density variable -y(X) is modelled as the
solution to an optimization problem which penalizes deviations from desirable
properties of the neutral density variable, in particular the collinearity of A
and V7 (X). Using variational calculus, the corresponding Euler-Lagrange
equation is derived together with its natural Neumann boundary conditions.
The neutral density variable can then be computed by solving an elliptic
boundary value problem. A second order finite difference scheme is explored
as possible solution method for two dimensional rectangular domains. Our
method builds on the work of [9], who solved the simpler Helmholtz problem.
In contrast to most previous attempts, the method suggested in this study
would make it possible to compute the neutral density variable directly in 3D,
possibly improving computational efforts. This is important because limited
computational resources is one of the bigger bottlenecks in oceanographic
modelling due to the scale of the ocean and consequently the size of
hydrographic datasets.

While the possibility of reducing computational efforts by finding 7y (X)
everywhere simultaneously motivates the choice of method, this study is
predominantly concerned with formulating a model for the neutral density
variable so that neutral surfaces are physically accurate. Moreover, this study
explores how the suggested method reacts to different properties of the input
data, specifically characteristics of the diapycnal vector A(J_C)).

The thesis is organized as follows. Chapter 2 includes a detailed
explanation of neutral surfaces as well as information on other oceanographic
properties necessary to understand what constitutes a physically accurate
neutral density variable. This chapter also includes details on the importance
of helicity and what changes in this context when turning to the simpler
problem of 2D domains. Chapter 3 includes details on the model of neutral
density beginning with formulation of the optimization problem, then moving
on to derivation of the corresponding boundary value problem through
variations of the objective function. This chapter also gives an account of
some characteristics of the model including wellposedness and dependencies
of the solution. Chapter 4 is concerned with application of finite differences
to the boundary value problem stated in Chapter 3. Chapter 5 presents the
test environment that is used to evaluate the behaviour of the scheme. It also
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includes numerical examples, results and their implications. Finally, Chapter
6 includes a summary of the results as well as limitations of the study and
suggestions on the focus of future work.
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Chapter 2

Ocean properties and neutral
density

This chapter gives a formal account of neutral surfaces and describes
desirable properties of the neutral density variable. To this end, preliminary
oceanography is presented including some parts of the equation of state for
seawater. This chapter also includes discussions of the existence of a neutral
density variable 7y in relation to the helicity of A in 3D and the generalization
of this argument to 2D.

2.1 The equation of state for seawater

In this study, oceanographic quantities are needed to compute the diapycnal
vector A. Researchers in oceanography take great care in defining and refining
such quantities so that they are practical and accurate in application. The
equation of state for seawater is a relation that gives in situ density as a function
of temperature, salinity and pressure. Many definitions and standards are
available for temperature and salinity, making it a somewhat confusing topic.
The current standard for these quantities can be found in the International
Thermodynamic Equation of State 2010, TEOS-10, see [12].

The equation of state distributed by TEOS-10 is defined in [4] where in situ
density p (kgm_3 ) is defined as a function of absolute salinity S 4, conservative
temperature ® and pressure p [12] such that

p=p(Sa0,p). 2.1



6 | Ocean properties and neutral density

2.2 Oceanographic properties and stability

In this section, oceanographic quantities given by density, absolute salinity,
conservative temperature and pressure are defined. These are relevant in the
computation of the diapycnal vector A. Moreover, the notion of stability for
water masses is introduced as it is important in the discussion of the helicity
of the diapycnal vector A.

2.2.1 Potential density

Potential density is obtained by setting pressure to a reference pressure value,
Po = P(Sa, O,prer). Typical potential density variables are oY, which uses
the surface pressure p,.r = 0 dbar, and 02, which uses Prep = 2000 dbar.

2.2.2 Thermal expansion coefficient

The thermal expansion coefficient a (K_l) is derived through entropy by
differentiation with respect to in-situ temperature f at fixed absolute salinity
S 4 and sea pressure p, see appendix A.15 of [12]. It is defined as the partial
derivative of the density (2.1) with respect to conservative temperature ® such
that

1 dp

X = ——— . 2.2
p@@ Sap &2

2.2.3 Haline contraction coefficient

The haline contraction coefficient B (kg/g) is derived using differentiation
with respect to absolute salinity S, at fixed t and p, see appendix A.15 of
[12]. It is described in terms of the partial derivative of density (2.1) with
respect to absolute salinity S 4 such that

1 op

= - . 2.3
P 9S4 O,p (23)

p

2.2.4 Adiabatic compressibility

The adiabatic compressibility x (Pa_l) is equivalently described in terms of
the partial derivative of the density (2.1) with respect to sea pressure p such
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that
10
k=-2 2.4)
popls,e

2.2.5 The buoyancy frequency

The squared buoyancy frequency N2 (rad?s~2) is a measure of the stability of
a fluid to vertical displacements and is given in terms of the vertical gradients
of density and pressure, or in terms of vertical gradients of conservative
temperature and absolute salinity, see [12]. We have,

00 954  _,0p dp

—1N2 = 02 _p%24A o L F
N =y 'Baz =P R @5)

where ¢ ~ 9.81m/s? is the gravitational acceleration.

2.3 Neutral density

This section contains details on the definition of neutral surfaces and
introduces the issue of non-zero helicity. The section then concludes by
describing expected behaviour of the neutral density variable based on known
properties of a neutral surface.

2.3.1 Neutral surfaces and the diapycnal vector

Neutral surfaces are defined as the direction along which a water parcel
undergoing isentropic movement, that is with no exchange of heat or mass,
does not experience buoyancy restoring forces [3]. The normal vectors of
these surfaces will be the diapycnal vector A . Ttis defined through density,
absolute salinity and conservative temperature as well the haline contraction
and thermal expansion coefficients such that

A = p(BVS, —ave). (2.6)

Note that the diapycnal vector depends implicitly on location, see Section 2.1
or the TEOS-10 manual [12].

To understand why this is the local normal of the neutral surface it is
beneficial to consider the local stability of a water parcel. This will provide
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an explanation of what directions the water parcel can move isentropically
without being subjected to buoyancy forces that work to restore stability.
To this end consider density changes and how they relate to the buoyancy
frequency.

Density is explicitly dependent on absolute salinity, conservative temperature
and pressure as seen equation (2.1) but only implicitly dependent on location
X =[x, y,z]T. Consider the variation of the density p(S4,®,p) given as
follows:

dp dp dp
dp = =—=dO® + ——dS —dp. 2.7
© 00 + aSA AT ap P (2.7
Using the definition for the thermal expansion coefficient a, the haline
contraction coefficient f and adiabatic compressibility x we arrive at the
following expression for the variation:

dp = p(BdS, — ad®) + pxdp. (2.8)

Consider two points a and b which lie a small distance dx apart on the neutral
surface. Between these points a water parcel is moved isentropically. When
a water parcel is denser than its surrounding water it sinks and when it is less
dense than its surrounding water it rises, in both cases creating a current to
restore stable stratification. When N2 > 0, the fluid is stably stratified and
there exists a plane where a water parcel can be displaced small distances
isentropically without experiencing buoyancy restoring forces. If the density
of a water parcel is the same as its surroundings in the new position then there
is no buoyancy restoring force acting on the parcel [13]. This will be the case
if the density change is only due to pressure effects [3]. The neutral surface is
hence defined such that, if 2 and b lies on the surface,

lim p—(b) —p@) = lim pr—(b) _ p(a).

5x—0 ox 5x—0 dx 29

Consider the surface gradient operator V,,u = Vu — 7i(#i - Vu) where ii is the
unit normal of the surface. Essentially, the operator V,, finds the projection
of the gradient onto the surface defined by the unit normal vector 7i. Suppose
71 is the locally referenced unit normal vector to the neutral surface. Then an
equivalent definition to (2.9) can describe the density change under isentropic
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movement on the neutral surface, namely
V,p = pxV,p. (2.10)
Using equation (2.8), this is equivalently given as
V.0 —pxV,p=p(BV,Sp —aV,0) =0. (2.11)

From this expression it is clear why the diapycnal vector A defines the neutral
surface. Consider the definition of the surface gradient operator V,,. This is
applied to the second expression of equation (2.11) such that

p[B(VS, — (i1 - VSy)) —a(VO —ii(ii - VO®))] = 0
e p(BVSH —aVO) — (- pBVS ) — (- paVO)) =0
o p(BVS4 —aVO) —ii(ii- p(BVS4 —aVO)) =0
e A-i@{#H-A) =0

In other words, the projection of A onto the neutral surface is 0 and A is
therefore its locally referenced normal vector.

2.3.2 The question of helicity

Neutral surfaces are found by constructing iso-surfaces of a neutral density
variable 7y, that is surfaces on which this variable is constant. The variable
is constant on the surface if its gradient along the surface is zero which will
be true if V- and A are collinear. Let us consider two important conclusions
about the existence of such a 7 in three dimensional space.

1. If A is a conservative field, that is if V x A = 0, then there exists a
potential 7y such that Voy = A [14].

2. We are only interested in ensuring collinearity of V< and A. Therefore,
finding v and b(X) # O such that Voy = bA everywhere is sufficient.
Such a potential 7y and scalar function b(X) exists if the helicity of A, as
defined in (1.1), is zero. See [5] for discussions of existence within the
context of vector analysis or [7] which includes discussions of helicity
in physical oceanography specifically.

The main problem we face is that the helicity of the diapycnal vector field Ais
not zero in the world’s oceans and existence is not ensured. Another problem
is that even if the helicity were zero, the factor b(X) is not known making it
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harder to find 7.

Remark In this chapter and in subsequent chapters, the diapycnal vector
A = A(®) as well as the neutral density variable oy = 7 (X) are denoted without
reference to their positional dependence. This positional dependence should
be kept in mind however, especially when considering derivations. Sometimes
the proportionality factor b = b(X) is also referenced without explicitly stating
its positional dependence.

To understand the issue of helicity beyond its definition, it is compelling to
consider neutral surfaces in terms of their underlying building blocks, so called
neutral trajectories. A displacement dr is on the neutral trajectory if

Adr = 0. (2.12)

A path is a neutral trajectory if the above condition is satisfied everywhere
along the path. The set of small displacements dr from a single point satisfying
the above condition defines the infinitesimally small neutral surface element.
There is exactly one neutral surface element in each position and its normal
vector is everywhere orthogonal to all possible directions dr [6]. A neutral
surface can then be viewed as the envelope of locally defined neutral surface
elements.

2.3.3 Neutral density in 2D

Our oceans are of course three dimensional. Sometimes however, it can be
advantageous to model or investigate a slice of the ocean. In those cases, it is
important to define behaviour in 2D where the problem is essentially fixed in
one coordinate.

The idea of a surface does not exist in 2D, instead we are modelling neutral
trajectories and computing iso-lines of neutral density. More importantly,
helicity, as defined in equation (1.1), does not exist because the scalar product
between the curl of a vector and the vector itself is not defined in two
dimensions. However, it is possible to embed A into three dimensions and
then evaluate helicity to understand the characteristic of the field. Consider
the diapycnal vector in three dimensions, A = [Ax,Ay,AZ]T and the curl
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V x A defined as

- R . 0A, 0A,

i ]k 9y - aa_z

A —_ o AX AZ
VxA=|d 0, 9;|=|%x_ 2] (2.13)

Ay Ay A, % _ 94y

ox ady

Suppose A, = 0 and Ay as well as A, are independent of x, that is A =
[OrAy(yzZ);Az(]/,Z)]T. Then

0A, aAy

R L S B el
VxA= ax E)y az = 0 . (2.14)
0 A, A

0

Using this result the helicity of A when embedded into 3D is

0 dA, aAy
5 > oy oz
H=A-(VxA)= Ay(y,z) . 0 =0. (2.15)
A, (Y, 2) 0

To conclude, if the diapycnal vector field A = [Ay(y,z),AZ (y,z)]T is
embedded into three dimensions under the conditions above, then the helicity
of A is always 0. Consequently, a non-trivial potential y and factor b # 0
such that Vy = bA always exists in 2D. Because the factor b is unknown
it is compelling to wonder if it can be ignored, essentially assuming b = 1
globally. Unfortunately, such a potential only exists if A is conservative, that
is without rotation. In 3D, the rotation of a vector field is defined through the
cross product. To understand rotation in 2D consider the cross product when
the two dimensional vector field A is embedded into 3D by the same procedure
as above. Then there exists a potential y such that Voy = A only if

o4, aAy—o 2.16)
R @

If this is true then A is conservative otherwise the factor b must be considered
even in two dimensions.

Remark Position in our oceans can be characterized by zonal, meridional
and vertical directions. Zonal refers to directions along latitudinal lines, that is
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from east to west while meridional refers to directions along longitudinal lines,
that is from north to south. In this study, when considering neutral density in
2D, we fix the zonal direction, usually denoted by x and keep the meridional
and vertical directions free. Because of this, our study will consider a 2D
domain such that (y,z) € () where y denotes the meridional direction and z
the vertical direction.

2.3.4 The neutral density variable

In this study we consider desirable conditions for a realistic neutral density
variable, similar to those taken into account in C. Eden and J. Willebrand’s
paper from 1999 [9]. Suppose X = [x,y, z]T and let b(X) be a proportionality
factor. Let also V), = %f + a%f denote the horizontal gradient where 7 and |
are unit vectors in the x and y directions. Then, y should be constructed such
that

1. The neutral density variable has iso-surfaces/-lines that coincide with
the neutral surfaces/trajectories. To that end, its gradient should be
everywhere collinear with the diapycnal vector A, thatis Vy x A = 0.

2. The horizontal gradient of <y should be locally proportional to the
horizontal components of the diapycnal vector A; = [Ax,Ay]T with

proportionality factor b(%), that is V,y = b(®)A,,.

3. The vertical derivative of vy should be locally proportional to the vertical
component of the diapycnal vector with the same proportionality factor
b(X) as above, that is g—z = b(J_C))A)Z.

The goal of this study is to find a neutral density variable -y which satisfies the
above conditions as much as possible.

Remark In the 2D setting it is only the second condition that changes. In
that case the horizontal gradient is simply defined by V), = a—ay and A, = [Ay].

Remark If two of the above conditions are satisfied the third follows
automatically.
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Chapter 3

Mathematical model

In this chapter, an optimization problem is formulated to model appropriate
behaviour of the neutral density variable y. Moreover, the corresponding
boundary value problem, consisting of a Euler-Lagrange equation and the
natural Neumann boundary conditions, is derived. A proof of wellposedness
is then presented. Finally, some characteristics of the boundary value problem
is discussed including properties of the diffusion tensor D and the solution’s
dependence on a regularization parameter .

3.1 A new model for neutral density

This study suggests a method for the construction of neutral surfaces where an
optimization problem is formulated and rewritten as a boundary value problem
using variational calculus.

3.1.1 Neutral density as an optimization problem

The neutral density variable should aim to satisfy the conditions specified in
Section 2.3.4. To this end, an optimization problem is constructed. Firstly,
the neutral density variable should minimize angular deviations between
the gradient of 7y and the diapycnal vector A. We construct the following
minimization term:

. T2
min fQ IVy x Al=dQ).

The second and third condition in Section 2.3.4 aim to control the magnitude
of the solution gradient. In doing so, they also determine the direction of the
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solution gradient, constraining it to be parallel or antiparallel to A depending
on the proportionality factor b(X). While the proportionality factor b(X) is
unknown, it is generally close to 1. This study idealizes real ocean properties
by setting b(X) = 1 over the entire domain.

The following minimization term enforces the second and third condition in
Section 2.3.4 with the idealization b(X) = 1:

. —). _ )
min fQ(A Vy — 1A12)24Q.

Remark If a different distribution of b(¥) is desired it should be included as
a factor to A in this minimization term.

To regulate how important the two terms are in relation to each other, a
parameter # € (0, 1] is introduced in front of the second term. The parameter
u > 0 is chosen to be less than one because it is more important or equally
important to penalize deviations from collinearity compared to deviations
from magnitude equality. See Section 3.3 for a discussion of the influence
of this parameter on the solution. The two terms are collected and we arrive
at the optimization problem which we denote by (P),

; _1 212 A 21242
(P)  min Jv] —EIQ|V7xA| +u(A-Vy —1AP)2d0. 3.1

When finding the corresponding boundary value problem to this optimization
problem through variational calculus it is necessary to use either Dirichlet
boundary conditions or the natural Neumann boundary conditions coming out
of the derivation of the Euler-Lagrange equation.

Remark As we will see in Section 3.2, the second term in (P) is necessary to
ensure wellposedness. The number y can therefore be seen as a regularization
parameter.

3.1.2 Variational calculus

Mathematical concepts have historically been brought forth gradually from
many areas of science and when especially useful findings have been collected
and given a name. Variation calculus emerged within the natural sciences
by the philosophical argument that nature operates by means that are easiest
and fastest [15]. An example in optics is Fermat’s principle dating back to
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1662 which informally states that a ray travelling between two points takes the
path that can be travelled in the least time. In its early history, the argument
was criticized for assuming intent of natural processes, suggesting that nature
actively tries to find the most efficient path forward. The critique is valid but
falls short in its claim that the argument inherently assumes intent. Rather,
nature might do nothing, have no goal or purpose, but still be driven to do
what exerts the least amount of energy.

Before giving an account of what now is called Fermat’s principle, Fermat
had laid some theoretical groundwork in Methodus ad disquirendam maximam
et minimam [16] where he outlined fundamental principles of differential
calculus, characterizing algebraic expressions near extrema and in doing so
found strategies for the determination of such extrema. Variational calculus is
an extension of similar arguments to functionals, that is functions of functions,
and it includes extensive theoretical results that can be applied to many fields
in the natural sciences.

In many areas, both natural and artificial, it has been shown to be advantageous
to find quantities that obeys some minimization, maximization or saddle-point
law. This study is not an exception and utilizes variational calculus to find
the neutral density variable y which minimizes the optimization problem
(P) as defined in equation (3.1). Variational calculus is used to derive the
so called Euler-Lagrange Equation and natural Neumann boundary condition
corresponding to (3.1). To understand how this is done consider the general
case.

An integral functional over an open and bounded domain () C R and
u € X((); R), where X is some Banach space, is defined as

Jiu) = [ i, Vuds. (3.2)
Variational calculus, at its core, is results and tools of analysis related to this
integral functional under additional conditions such as boundary conditions

for u.

To find the Euler-Lagrange Equation, consider the formal definition of the first



16 | Mathematical model

variation (5J X((;R™ - R of] 1[17]

Jlu+ eyl — Jlul
€

5J[u,l/J] = él_r)r(l) , P e X R™M). (3.3)
where u € X(€); R) and € € R. Assuming this limit exists, and noting that
Tlu+ep] = fQ h(Zu+ e, V(u + e))dz, (3.4)

the first variation of J[u] is given by the chain rule. We have,

d
6 Jlul = %J[u +epll._o
—f ih(* + €, V(u + ep))dx
=)o 7e X,u+ ey, V(u+ ep))dx

e=0
_ f %d(u + €) oh - av(u + ey) i3
Q 8u de e=0 oVu de e=0
oh i3
o aul/’ v Vv

The second term of the first variation is rewritten using integration by parts in
multiple dimensions such that

oh n
fa Vi V‘de_—f v (aw)sb fﬂ(m'”)lﬁds (3.5)

where 7 is the outward normal of the boundary. This yields the following
expression for the first variation

oh oh S oh
ot = [ (5 =V G 0t + [, G T, G0

For all ¢, every minimizer u* of J[u] is such that the first variation is zero;
5J[u*] = (. We can therefore find the minimizer by solving the following
Euler-Lagrange equation with corresponding natural Neumann boundary
condition:

Bh
( )—0 xeQ,

—11=0, X € 0.
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3.1.3 Reformulation of the optimization problem

The procedure in Section 3.1.2 is now applied to our optimization problem
(P). In this study we build two boundary value problems; one for two
dimensional domains and one for three dimensional domains.

Remark While this study provide theoretical results that are valid for both
two and three dimensions, the numerical method and numerical experiments
are only constructed in the two dimensional setting (with the additional
assumption of a rectangular domain).

Comparing (P) with the general optimization problem in equation (3.2) we
see that (X, y, V7y) is defined through

N ]. -> -> -
hGz,7,97) = 5 (197 < AP + w(A - vy = 1AP)?),

Following the results in Section 3.1.2 a boundary value problem is derived by
finding the explicit expressions of % and % where u = <y. First we note

that the derivative with respect to 7y will be

o h(X,v,Vy) =0
=X, 7, =
EX VVY
for both two and three dimensional domains.
Conversely, the derivative with respect to V-y will differ slightly between two

and three dimensional domains. However, the structure will be similar and the
term can be simplified before considering a specific dimension. We have,

d d /1 5 5 R
—h(X R 2 . I R12y2
awh(x,%vfr) 8V7<2(IV7xAI + u(A-Vy — A1) ))

a ]. > ->
= 57 (377 - vy x )

I

JdJ /1 N
_ | = . _ 2\2
+ 7(2y<A vy — AR) )

1I
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The second term of this expression (II) can be simplified in the same way
regardless of the dimension of the domain. We have,

11 = (A -9y~ 142 (Dy, (A V) - uDg, (A - D))

-

= (A Vy —1AP) (A= 0) = u(A -y - 1AP)(4 - )
= yA)(A)Tny —1APR) = yA)A)TV'y — uAlAPR.
Now consider the first term (I) of the expression for %h()‘f, v, V7). Let the

cross product in the two dimensional setting be a 2D-curl so that the cross
product of the first term (I) becomes

\Y A= —A — — 3.7
T oy' ¢ o0z Y S
in two dimensions where
9y
, JA Z
=|"Y =| %
A=) o _}
0z

Then, in both two and three dimensions, the cross product can be rewritten
such that Voy xA =M 4 V7 for some matrix M 4 that depends on A (see Section
3.1.4). Using this expression, the first term (I) can be simplified further for
both two and three dimensional domains. Consider the part of (I) of which we
take the derivative with respect to V. For two and three dimensional domains
we have,

1 > -1
5V x A) - (Vy x A) = S(MaV) TM4Vy

1
= EVyTMIEMAny.
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The derivative with respect to V-y of this expression yields the first term (I).
Because MZM 4 is symmetric we have,

= 5o ( ©VyxA) - (VyxA))

)

1
- 2 (L)

= §<M£MA + (MIM)TVy = MM, Vy =: XViy.

What differs between the two and three dimensional models is M, and
therefore the matrix X. Before finding explicit expressions for X in two and

three dimensions respectively let us construct the boundary value problem
based on X and A.

Collecting (I) and (II) yields an expression for the derivative of the integrand
with respect to V< such that

a > > > o> ->
mh(a?, v, Vy) =1+ 11 = XVy + uAATVy — uA(A - A)
= (X + pAATWVy — yA(A - A) =: DVy — uA|APR.

From this expression and based on the procedure described in Section 3.1.2
we arrive at the following Euler-Lagrange equation and the natural Neumann
boundary condition:

oh oh N

5~V o) :O@V-<DV7) :v-(yA|A|2)>, ieq,
oh R IR R
Ny -1 =0 e DVy it = uAlAP? - i, X € o

where the diffusion tensor D is defined as
D =X+ uAAT. (3.8)

The diffusion tensor D will differ between two and three dimensional domains
because of the matrix X.
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3.1.4 Expressions for the diffusion tensor in 2D and
3D

Let us now find expression for X and hence the diffusion tensor D in terms of
A for two and three dimensional domains respectively.

2D In two dimensions the diapycnal vector is defined by one horizontal
component and one vertical component such that A = [Ay,AZ]T. By
the 2D-curl defined above M4 is My = [A,, —A, ]. This yields

XZD = MZ;MA = [AZI _Ay]T[Az/ _Ay]
~ l A2 —AA,

- — [JA? — AAT
2
-A,A, Ay ]

where [ is the identity matrix.

3D In three dimensions we have A = [Ax,Ay,AZ]T. Consider the
evaluation of the first term (I) in this three dimensional setting. Let
M 4 be the matrix representing a cross-product with A, so that

Iy 9y
VyxA=-AxVy=—|A2 A2 =MVy.  (39)

A % —_A 3_7

X dy Y ox

As seen from the above expression M 4 is
My=—-| A, —A, (3.10)

in the three dimensional setting. The explicit expression for X5 is

A=A -A, A,

X3D :M};MA = _Az Ax Az _Ax
A, —A, | —-A

AZ+ A7 —AA, —AAL]

=| -AA, A2+ A2 -AA, | =1AP - AAT
—AA,  —AA, Aj+ AZ]

where [ is the identity matrix.
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We conclude that in both two and three dimensions X is given by
X = IIAP? — AAT. (3.11)
Using this expression the diffusion tensor D, as defined in (3.8), is given by
D = 11A”2 — AAT + uAAT (3.12)

for both two and three dimensional domains.

3.1.5 Neutral density as a boundary value problem

Collecting the above expressions yields the Euler-Lagrange equation and
corresponding natural Neumann boundary condition in terms of A and
diffusion tensor D. The reformulation of the optimization problem (P) results
in a boundary value problem which we denote (BV P), given as follows

(BVP) V. (Dw) =V. (M|A’|2)), (3.13)
DVy - it = uAlAPR - 7t

where the explicit expressions of the diffusion tensor as defined in equation
(3.12) is

D =

i 2 2

|(—DAA,  Aj+ Az

A2+ A2+ pA2  (u-DAA, (- DAA,
D=| (u—1AA, AZ+A3+pA] (u—-DAA, |, in3D.
| (n—DAA, (n— 1)AyAz A; + A% + ]xlA%

Remark The eigenvalues of the diffusion tensor D is IA)I2 and ptlﬁl2 for both
two and three dimensions. We now provide a motivation for this statement.
Consider D as defined in equation (3.12). By assuming the first eigenvector
of D is A we can find the corresponding eigenvalue A, through

DA = M A & IARA — AATA + wAATA = 1, A
= ]/l14)|14)|2 = /\1A) = )Ll = ﬂ|z§|2

It is confirmed that A is an eigenvector of D with corresponding eigenvalue
,ulAlz for both two and three dimensional domains. We now want to find the
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remaining eigenvalues for two and three dimensions respectively.

2D In the two dimensional setting let At € R2 be perpendicular to A.
Since ATA+ = 0 we have,

DAL = VAL o IIARAL — AATAL + uAAT AL = 2,AL
o JARAL = ,AL = A, = |AR.

We have found that A~ is indeed an eigenvector of D with corresponding
eigenvalue A, = IA|2.

3D In the three dimensional setting the plane orthogonal to A is two-
dimensional, so there exist two linearly independent vectors spanning
it. Suppose v,,v5 € R3 are linearly independent column vectors both
perpendicular to A. Then,

Do; = IIA)lzvj - A)A)Tv]- + ‘uA)A)Tv]- = |A)|27J]- (3.14)
for j = 2,3. This shows that I/TI2 is an eigenvalue for both v, and v3.

To conclude, we have found that in both two and three dimensions the
eigenvalues of D are |A]? and ylAlz. In three dimensions, the eigenvalue |AJ?
has an algebraic multiplicity of 2.

Remark With these eigenvalues of the diffusion tensor D we have that D
is positive definite as long as |A| > 0 and # > 0. Moreover, the condition
number of D is ¥ = ﬁﬁ = % when u € (0,1]. Hence, the condition

number k¥ — oo as yu — 0.

While it is not trivial to find the exact relationship between the condition
number of D and the conditioning of the sparse matrix coming out of the
finite differencing it is clear that the two are connected. That means that as
y# — 0 and the condition number of D worsens, the system is harder to solve
numerically and it will affect the accuracy of the solution. As a result, even
though the solution might be independent of y analytically the choice of y will
affect the solution from a numerical perspective.

Remark If the outer unit normal vector 7 is either parallel or perpendicular
to A at the boundary then the natural Neumann boundary condition can be
simplified to # - Voy = #i - A. To understand this, consider the boundary
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condition of (BVP) and a reformulation of DA. Since the diffusion tensor
D has an eigenvector A with corresponding eigenvalue u|A|? we have that

DA = ulAPRA.

for both two and three dimensional domains. Using this equality as well as the
fact that D is symmetric the boundary condition can be rewritten as

DVy-#i = DA - #
& Dii-Vy = Dit - A.

Vectors parallel or perpendicular to A, as we assumed 7 to be, are eigenvectors
of the diffusion tensor D by the arguments of the first remark of this section.
The boundary condition can therefore be simplified using D#i = Aifi, with
A # 0, to arrive at

A -Vy=Ail-Aei-Vy=i-A (3.15)

In conclusion, we have shown that if A is either parallel or perpendicular to 7 at
the boundary then the natural Neumann boundary condition can be simplified
toit-Vy=1-A.

When looking at numerical examples we will use this simplified boundary
condition to analyse the method. When the test field is perpendicular and/or
parallel to the normal vector at the boundary, the two boundary conditions
should produce the same solution. The simpler boundary condition will be
used even for test fields without this property for comparative purposes.

3.2 Wellposedness

It is well enough to setup a boundary value problem and motivate its
representation of a physical system, but it is equally important to get some
grip on its solution(s), if one exists. To this end Jacques Hadamard introduced
the rational of wellposedness, emphasizing through example how existence,
uniqueness and stability with regards to small changes in data can break down.
This was done in Sur les problémes aux dérivées partielles et leur signification
physique [18] however, as comfort with the French language is required to
fully grasp the concepts in this text, we follow Evans [19] and present the now
formalized notion of Hadamard wellposedness.
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Definition (Hadamard wellposedness). A partial differential equation with
imposed boundary/initial conditions is well-posed if the following criteria are
satisfied:

1. Existence: There exists a solution to the problem.
2. Uniqueness: This solution is unique.

3. Stability: The solution depends continuously on the data given in the
problem.

Existence and uniqueness are important properties because they ensure that
the solution we might get from the problem is in fact relevant and not another,
equally valid solution, that do not enjoy any physical meaning. Moreover,
the stability requirement is important to ensure that small changes in data
put into the problem do not produce large changes in the solution. This
ensures that measurement errors and numerical inaccuracies due to floating-
point arithmetic do not lead to uncontrolled error amplification in the solution,
i.e instability. For the boundary value problem in this study, data refers to
boundary conditions, source term and diffusion tensor.

To ensure wellposedness of the boundary value problem, existence, unique-
ness and stability are confirmed by the Lax-Milgram lemma.

Theorem (Lax-Milgram lemma). Let } be a (real) Hilbert Space and /{* be
the dual space of H. Leta : HxJH — R be abilinear formand L : /{ — R be
a linear functional i.e L € H*. Assume there exists positive constants ky > 0,
ki > 0 and k, > 0 such that

1. a(w,v) is coercive; a(v,v) > k0||v||3{ forallv € H.

2. a(w, ) is bounded/continuous; la(w, v)| < kqllwl| vl for all w,v €

H.
3. L(v) is bounded/continuous; |L(v)| < k,||v]|); for all v € H

Then there exists a unique function # € H that is the solution to the variational
(weak) problem

findue H:a(u,v) =L{) VoveH (3.16)
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and the following stability measure holds

1
leallyp < —IILI g - (3.17)
0

3.2.1 Variational (weak) formulation

To investigate wellposedness for the boundary value problem of this study
a slight generalization of (BVP) is rewritten into a variational (weak)
formulation such that a(y,v) = L(v) where a(y,v) is bilinear, i.e linear in
each argument separately, and L(v) is linear. The generalization of (BVP),
denoted by (BVP'), is

(BVP') V. (K(J?)V’y —V.fR)
KX)Vy -1 = gX).

Compared to (BVP) we consider here a general diffusion tensor K, source
term f and boundary data g.

Coercivity and boundedness are argued, implying existence, uniqueness and
stability through the Lax-Milgram lemma. From this result, wellposedness is
guaranteed. Solutions and test functions will lie in the Hilbert space

H(Q) = {u € H/(Q)] fQ udV = 0}. (3.18)

As will become clear throughout the arguments below, the space H(Q) and the
enforcement of zero mean of the solution is necessary to ensure wellposedness.
Note also that the norm of this space is the same as the H L(O)-norm.

The boundary value problem (BVP’) is rewritten to variational (weak)
formulation by integrating over the volume and multiplying by the test function
v € H(Q) on each side such that

jQ (V- (KVy))vdV = jQ (V-F)odV . (3.19)
1 11
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This expression is rewritten using integration by parts in multiple dimensions,
that is the divergence theorem, such that

I= fQ (V- (KV9))odV = faﬂ (KV7y)v - iidS — fO Vo - (KVy)dV,

1T = fQ (V-FodV = jag fo-idS — jQ Vo - fdV,

=1 jao (KVy)v - ndS — fQ Vo - (KVy)dV = Jaﬂfv -1dS — IQ Vo - fdV,
o jﬂ Vo - (KVy)dV = — fm fo-iidS + fQ Vo fdV + jaQ (KV7y)o - 7idS.

Using the Neumann boundary condition KV7y - i = ¢(X) over 0Q) this
expression can be rewritten such that

jﬂ Vo - (KVy)dV = fQ Vo fdV + faﬂ qudS — jaQ fo - iidS.

The general problem (BV P’) have been successfully rewritten to variational
form where

a(y,v) = fQ Vo - (KVy)dV is bilinear

L(v) = fQVU-de+ jaQ v(g—f-n)dS is linear
The variational (weak) formulation of the general problem (BV P’) is therefore

findy € HQ) :a(y,v) = L(v), Yve HQ). (3.20)

3.2.2 Wellposedness by Lax-Milgram

Using the Lax-Milgram lemma we can now prove the following theorem:

Theorem 3.2.1 Suppose () C R" is an open and bounded domain with
Lipschitz boundary 9Q). Let f € HY(Q), and § € L2(0Q)). Moreover,
assume D € L= (Q)) is uniformly positive definite, that is

dc > 0st ETK@E)E> > VXeQ. (3.21)

Then (BVP") has a unique solution u € HQ).

This implies the following result regarding the non-generalized problem
(BVP).
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Corollary 3.2.1.1 If A € H' (Q) N L*(Q), u > 0 and |A| > ¢ > 0 for all
X € R" where n = 2,3 then (BVP) has a unique solution in H(Q))

Proof of Corollary 3.2.1.1

The diffusion tensor K = D, as defined in equation (3.12) has eigenvalues IAI2
and ylf_l)lz for both two and three dimensions. Therefore, the diffusion tensor
D satisfies (3.21) if IA)I > ¢ > 0forall X € Q) and if # > 0. Moreover, A€
L= (Q)) implies that D € L= (Q)). Finally, we have f = pAlA2 € HX(Q)
since A € HY(Q) N L=(Q) and therefore, g=f-ne L2(0Q)) by the trace
theorem (3.24).

Proof of Theorem 3.2.1 by Lax-Milgram

* Proving coercivity of a(w,v), that is Jkog > 0 such that a(v,v) >
kollvll3, for allv € M = H(QY)

A lower limit for the bilinear form can be found because K is uniformly
positive definite and ¢ TK¢ > c|Z1? implies [, {TKZAV > [ cl¢?dV.
Therefore,

a(v,v) = f Vo - (KVo)dV > ¢ f VoRdV = clVoll?, ¢,

Because fQ vdV = 0 for all v € H(QY), Poincaré’s inequality can be
applied which states that

AC >0 ||u||L2<Q) < C||Vu||L2<Q) Yu e H ().

The relationship between the squared E(Q) -norm of v and the L2(Q))-

norm is [v][2 + Vo2, o, & 172 o, = 011

HQ) “U”L2<Q> Q) Q) HOQ)

V|2 12 This expression can be used to rewrite Pointcare’s inequality
foru = v.
2
<
1012,y = V012 ) < CIVOIRZ,

2
Sl o) < (C+DIVolE, o,
Ty 2 Al
(C+1) "HW

—— 0|12

c
=a(v,v) > C“VU“LZ(Q) “(C+1) HW

It has been proven that for ky = then a(v,v) > kollvll2 for all

(C+1)
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v € H(Q), which means a(u, v) is coercive on H(Q)).

* Proving boundedness of a(w, v) , that is Jk; > 0 such that |a(w, v)| <
kllwll ol for all w, v € M = H(Q).

The Cauchy-Schwarz inequality gives for 1y, u, € L?
|<u1/ M2>L2(Q)| < ||M1||L2(Q)||M2||L2(Q). (322)

For w,v € H(Q) we have Vw,Vo € L2(Q). Because K € L™®(Q)
then KVo € L?(Q)). Cauchy-Schwarz inequality now can be used to
find a bound on the bilinear term.

a(w, v)| = |fQ Vo - (KV0)dV]| = (Vw, KVo) 2 |
< ||V?/U||L2(Q)||KVU||L2(Q)

< Kl IVWllp2 () IVOIlL2 (-

Again, consider the relationship between the squared H(Q)-norm on ¢

2 2 _ 2 2 .
and the L= (Q))-norm ||§‘||E(Q) = ||§‘||L2(Q) + IIVCIILZ(Q). Through this

the following inequality holds,
1S5y 2 1IVClIr2q)- (3.23)
The bound for the bilinear form can be written in terms of E(Q) -normes.

a(w, )] < K|~y Va0l 200 IVOll 2 )

< Kl (o llwll Il

HO"“HO)

= kyllwl| Il

HO)"MHO)"
It has been proven that la(w, v)| < kqllwl|yllvll); for all w,v € H =

H(Q) with k; = [IKll 3y > O.

* Proving boundedness of L(v), that is Jk, > 0 such that |[L(v)| <
kylloll ), forallv € H = H(Q)).
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‘We have,
|L<v>|=|j Vo-fdv + | v(g—f-?z)dS’
U Vo de‘ U o(g — f n)t:lS‘

The treatments of I and II differ a bit due to the later integral being
evaluated on the boundary. The first term is treated using Cauchy-
Schwarz inequality (3.22) with Vo, f € L?(Q)).

I = |f0 Vo - fdV] =KV, 2o
< IVollpz (o) I llr2 -

Through the relationship between H(Q)-norm and L2(Q)-norm
expressed in (3.23), this inequality can be rewritten in terms of the
H(Q))-norm of v.

Consider the second term II where g € L2(0Q) and f,v e E(Q).
The second term can be bounded above by Cauchy-Schwarz inequality
(3.22) such that

II= |faQU(8 —f-1)dS| = v,8 —f - fi)12500)]
< ||U||L2(aQ)||g _f : ﬁ“LZ(aQ) < IIUIILz(aQ)<|IgIIL2(aQ) + Hf”Lz(GQ))‘
The trace theorem states that there exists a ¢ such that

111200y < CElnqy  VE € HI(Q) (3.24)

if the boundary of () is Lipschitz. This theorem can be applied to
IIf1l; 2 (90D and ||v]| 12(a0y Lo arrive at an appropriate bound for the second

term. Recall that the norm of H is the same as the one on H! and we
have,

1 < I8l 000 + Wil @ |10l
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Using the bounds on the first and second term, I and IT we have,

L) =1+ 1I <|[fllp2q)lllg +E[“g”L2<am - M"Hl(m]nvnﬁ(m
= (A + DNl ) + 2l 10l -

It has been proven that 3k, > 0 such that |[L(v)| < ky||v||); for all v €

This concludes the proof.

3.3 Effect of » on the boundary value prob-
lem

In this section we discuss how the choice of the parameter # might affect the
boundary value problem (BV P) and its solution for two dimensional domains.
First we conclude that for conservative vector fields A in 2D the solution is
independent of p. Then we conclude that [|[V7y x ﬁlle(Q) - Oasu -0
in both 3D and 2D. Finally, we find that for y = 1, (BVP) is isotropic in
diffusion. This last statement will be true for both two and three dimensional
domains. In the discussion of how (BVP) behaves at # = 1, a connection
is also found between the Euler-Lagrange equation of (BVP) in 2D and the
Poisson equation.

1. For conservative vector fields A in 2D, the solution is independent of .
To understand this dependence we examine the optimization problem
(P). The integrand in (P) is designed to penalizes deviations of the
gradient to the direction and magnitude of the diapycnal vector A;
[=[VyxAPRand II = u(A - Voy — |A)?)2.

All solutions gradients can be written as a linear combination of two
linearly independent vectors. Consider the diapycnal vector A, the
vector perpendicular the diapycnal vector A+ = [A,,—A,]" where

I/pl = IAI. Consider the gradient of neutral density as a linear
combination of A+ and A such that

Vy = oA + ¢ (R)AL. (3.25)
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The second term [I can be simplified using this expression. We have,

IT= A -Vy —1A2)2 = u(A - (coR)A + ¢, (D) AL) — 1412)2
= 1(coDIAR + ¢1(X)0 — |A?)2
= p(co(®) — 1)2A!A

Using the 2D-curl for the cross product as defined in equation (3.7) and
the explicit expression for A+ we have,

Vy x A = (@A, + 01 DANA, — (DA, — o1 DAYA,
= 01 () (A2 + A2) = ¢ (R)IAP
=1=|Vyx AP = ¢;(®)2A]*

To summarize, we have found that the first term [ is given as [ =
c1 (%)2|A1* and the second term II is given as II = u(co (%) — 1)2|A[.
If A is conservative then a solution y exists such that Voy = A. For this
solution we have that cy(¥) = 1 and ¢q(X¥) = 0 which means both I
and IT will be zero. Consequently, this 7y is the minimizer of (P) for
all y since we have a well-posed problem, see Section 3.2. This means
the solution is independent of p. If A is not conservative then such a
solution does not exist. Deviations from either magnitude or direction
will be present in the solution and independence to  is not guaranteed.

IV x AIILZ(Q) — 0 as y — 0in 2D and in 3D when the helicity H is
zero. To understand this, let us consider a candidate y* for (P) chosen
such that [Vy* x A)I = 0. This candidate exists when H = 0. We define
C,- by,

* 212 A * _ 1A12V2 —
fnlv'y x Al dQ+ny(A Vy* — 1AP)24Q = uC,..

A solution 7y, which exists uniquely as proven in Section 3.2, gives an
objective value smaller or equals to that of the candidate y*. Because
(A-Vy* — IA1%)2 > 0 we have,

-> 2 -> ) _ > 2.2
jQ Vy x ARdQ + fQ<A Vy —1AP)2d0 < uC,.
= jﬂ Vy x APdQ < pC.-

s ||[Vy XAH%Z(Q) < yC,y*.
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From this upper bound on the squared-norm we can conclude that
||V’)/ X A”LZ(Q) — 0 as ]/l -0

Conjecture When the helicity H, as defined in 1.1, is zero in 3D or 2D,
we have Voy — bA for b # 0. However, when H # 0in 3D, then y — 0.

3. If u = 1, then (BVP) is isotropic in diffusion. The diffusion tensor D
of (BVP) as given by equation (3.12) and holds for both two and three
dimensional domains. For = 1 we get,

D = NAR — AAT + uAAT = A2 — AAT + AAT = |APL.
Putting this into (BVP) using p = 1 yields
V. (|A|2v7> =V. <A|A|2>)
which is an isotropic diffusion equation.

Let us consider the details of this expression in the two dimensional
setting where A = [Ay,AZ]T. The diapycnal vector A depends on
quantities such as absolute salinity and conservative temperature. These
in turn depend on location. Therefore, evaluation of the divergence in
the analytic setting must be done using the product rule.

R IIARSL)  9(AR(ZL)
V'(|A|2V7>= ay —+ 0z -
QAR Yy -,y AR Iy 4,02
_ 90 |)_7+A|2 v, 9 |)_7+|A|2_7
dy dy dy? dz 0z 0z2
dA, 9 A,
— [AR2Y2 oy 94z 97
AFVTY + 24, oy dy T %z
94,
= JAPV2y +2(Ao | % 1) Vy (3.26)
X3

where V? is the Laplace operator.

From this expression, we note that if the variation of the components
of A in the two grid directions respectively is sufficiently small then the
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Euler Lagrange equation reduces approximately to the Poisson equation
at = 1. Only if A is constant in space does the problem reduce to the
Poisson equation exactly at = 1. The second term of (3.26) is zero in
that case.

Even though the problem does not exactly reduce to the well known
Poisson equation when p = 1, choosing ¢ = 1 still has its advantages
since the problem becomes isotropic, rather than anisotropic, in
diffusion. In isotropic diffusion, the partial differential equation does
not include mixed derivatives as can be seen in the simplified expression
of V(IA)IZV’)/) at y = 1, see equation (3.26). An equation without
mixed partials is simpler to handle because the stencil can be smaller.
In this study a 9-point stencil is used however, if we were to only
consider isotropic diffusion a 5 point stencil would suffice. This would
ease implementation as well as handling of boundary contributions. A
second advantage of choosing y# = 1 is that having mixed derivatives
results in diffusion directions that are rotated relative to the grid. Such
behaviour is harder to capture numerically if extra care is not taken as
discussed in [20].
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Chapter 4

Finite differences

In this study, the neutral density variable is found in 2D on a regular rectangular
domain such that (y,z) € (2 C R2 by solving (BV P) using finite differences.
To formalize this method, consider the generalized version (BVP') with ¢ =
f - 71 on a 2D domain such as

V. (K(y,z)V’)/) =V-f(y,z2),
K(y,z)Vy -it = f(y,2) - L.

In the discrete setting, the following notation is used to define cell centre points
and faces. Suppose the centre points in the domain is characterized by indices
i, € ny xd, =11,.., ny,1x[1,..,n.]C NZ2. Then cell centres and cell
faces in the discrete setting with step-sizes Ay and Az are given by

Cell centres ={(y;, z)l i€ ny,j e J,},
Cell edges :{(yi+1,z].+l)| ie{0yu Iy,]' e {0yu J,}
2 2

where
Yi,z)) = (Yo + (1 — DAY, zg + (j — DA2),
1 1
(yi+%,zj+%) = (]/0 + (l — E)Ay,ZO + (] — E)AZ)

In this thesis, discrete quantities g living on the centre points are denoted by

q;,;- Analogously, on faces they are denoted by g, 1 jOT G, The neutral
- 2 7, 7] = 2
density variable found in this study is an approximate variable living on cell
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centres. The neutral density variable y has the following discrete notation
YW z) =vij i€ J,j€ ..

When a quantity g (1, z) is to be considered without approximation at a specific
discrete point it will have the following notation:

q(yi,Z]‘) = ‘7i,j- (41)

The finite difference scheme for (BVP’) will result in a linear system of
equations such that A, F¢iqr = byj,s Where

A, € RUWFDX0HD 5 e R™W=H ], e R,

A,, is the system matrix, Zr)rhs is the right hand side vector containing source
and boundary data and ;))/flat contains the approximations {7y; ;} flattened into
a vector over the entire domain. This notation is used to eliminate confusion
with the diapycnal vector A, factor b(X) and scalar valued function -y when
working in the discrete setting.

Remark The linear system of equation coming out of the finite difference
discretization will be modified slightly, see Section 4.3. This is done so
that requirements for wellposedness are satisfied and it is the reason for the
dimensions of the linear system of equations given above.

4.1 Finite difference scheme

The building blocks of finite difference schemes are presented in this section.
We consider discretization in the interior, that is indices (i,j) such that
i zj) € (). For the interested reader, the complete derivation of the finite
difference discretization of Euler Lagrange equation can be found in Appendix
A.

Consider the generalized problem (BV P’) and suppose F := KV+ where

EW) KYy) kW2 3_7
= lP(z)]' = l[«zy) K(zz>], V=151
o0z
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There is not one unique way of handling the discretization of these terms. In
this study an asymmetric scheme described by van Es et al. [20] is used. This
article also includes other alternative schemes and discusses their effectiveness
to handle anisotropic diffusion.

In practice, hydrographic data, from which the diapycnal vector A and
therefore the diffusion tensor K(¥) and source f (X) are built, are only known
at cell centres. In the finite difference scheme however, these quantities are
needed at cell faces. Therefore, a second order interpolation method is utilized
to get data on cell faces when the original data is given at cell centres. For an
arbitrary quantity g we write

_ Ji+1,j T 4ij
q(yi+%’zf) Ml T Ty

3 2
7 ij+1 + 4ij
W21 2) =y = =5

Formulas for g, 1 j and q;,;_1 are analogous.

27 2
Furthermore, second order approximations of partial derivatives are used in an
asymmetric manner. The partial derivatives of the variable -y are approximated
on cell faces as follows:

oY Yi+1,j ~ Vijj
ay Vi)~ Wty = i
Y _ _ Tij+1 T Vi
3z WirZd) Rz = =
Y N Vi1 T Vivr; — Yie1,j41 — Viel
oy Vi) B gt = 47y ’
0% ~ Vi1 T Viger — Vi1~ Vielj-1
a7 Wirdr ) X A0 = 1Az '

Analogous formulas are applied to form dy’yl._ 1
2

dz’)/i_%’]..

L, dyy. . 1, d,y.. 1 and
7 024 Ay Vi g

The diffusion tensor at cell faces is applied to the gradient of -y approximated
by the above formulas to arrive at the flux F = K(y,z)Vy at cell faces. We
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have,

)
_ d Vi1 F 1 .
~Fo1 =K, dy tad | o | e
N R

Formulas for F, ;1 ., F.. 1 and F.. 1 are analogous.
=3 Ltz J=3

The divergence of the flux, V - F, drives the flux term onto cell centres and
is treated as follows:

i+3,] i—2j ij+% ij—%
V-F)(y,;,z;) ~ =X 2+ 2 2
( ) (YirZ) Ay Az

In Figure 4.1, the finite difference scheme of this study is illustrated by tracing
how discrete values of 7y are used to arrive at components of the flux term
and subsequently, how the components of the flux term are used to arrive at
an approximate expression for the full divergence term. To understand the
finite difference discretization better, compare Figure 4.1 with the derivations
in Appendix A.

Yi-1,+1 Tij+1 Tis1,j+1 Tic1,i41 Vij+1 Vir1,j+1
* .o /1 T
N e & | ’,’
) Wiy T -
. — - otz
4 Y ta- f._.
\ 1’,'*"\\ Fi 1
\ ) <
- I F - 1
\ - Tiy (G~ ../ |
-% 1B a1 (V- F)yz) =
- yp TEI Np o~ b \:
’}’f_],j 4———»)‘ kc» 8 Re-—— -'." Yiv1,f ’)‘5_14' o Yi+1,j
& ) A i 4 A <
H‘"..,\ F® 1 I‘rh,r',)( Fj‘.l 1 F‘“‘I
) ! o L £ 1 i+y.f
T ;
/; - Sl \ :
¥ AT 4Ty \ F
F i i e ij-
v - e g
" \ i
Vi Ay ~
Yi—1,-1 Ti-1 Tiv1,4-1 Fi-1,i-1 Yij-1 Yit1,-1

Figure 4.1: Illustration of the finite difference scheme utilized in this study
(adapted from [20]).



38 | Finite differences

4.2 Boundary conditions

In this section we consider discretization on the boundary, that is indices (i, j)
such that (y;,z;) € dQ). We use ghost points to approximate the boundary
conditions. These ghost points are grid points located just outside the domain
Q). The domain in consideration in this study has four straight edges aligning
with axis directions. Therefore, the outer unit normal vectors of each boundary
are trivial and the boundary condition can be simplified such that

dy
oz &

dy dy
(zy) I (z2) 21 _
K 3y + K 5 =8

d
left: # = [—1,0]7, right: 7 = [1,0]T = K<yy>a—; + K2
. T 20 11T
upper: 1 = [0,1]",lower: n = [0, —-1]" =

We can now discretize the boundary condition to get an expression for 7; ; at
ghost points in terms of -y; ; at grid points in Q.

4.2.1 Natural Neumann boundary conditions

To get expressions for ghost point values in the finite difference scheme we
consider the possible scenarios. Suppose (i + 1,j) for some i € ny and
j € J, does not exists in the domain, that is the ghost point to consider is
beyond one of the two boundaries in the y-axis. By using central differences
to approximate the boundary condition

oy dy
wn 2T w2l _
K 3y + K 5, =&

expressions for these ghost points can be found. We get

y Yij+1 — Vij-1

wy) Vi+1,j ~ Vi-1 =) i, Y
Kij oay TN oAz S
(yz)
_ ay Ky 2Ay
S Vit _EK%) Yij+1 = Vij-1) + Yi-1; + ng,j
i,] i,j
Ay K'(yZ) 2Ay
And 71'—1,]' AZ K(yy) (71]+1 ’Yz] 1) + ’)’H—l i Wg j

i,j ij

Ghost point values are thus expressed as a linear combination of interior points
and boundary values. These linear combinations are then entered into the finite
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difference scheme.

Analogously, suppose (i,j + 1) for some i € J,, and j € J, does not exist
in the domain, that is the ghost point to consider is beyond one of the two
boundaries in the z-axis. Expressions for these ghost points can be found by
approximating the boundary condition

@ | gV

K dy 9z ¢

with central differences,

K& Yiv1,; — Vi-1,j + K Yij+1 — Vij-1

27y Z oAz Si
Az K.(Zy) 2Az
1
S M T Ty e Tty T Vi) ¥ Vit s 8
1,] l’]
(
Az Kizy) 27z
S M1 = ay g i T Vi) F Vi e 8
l,] Z’]

Again, ghost point values can be expressed as a linear combination of interior
points and boundary values, which are entered into the finite difference
scheme.

4.2.2 Simple Neumann boundary condition

For comparative purposes, a simplified version of the Neumann boundary
conditions is considered as well. This simple Neumann boundary condition is
given by setting

K= lé (1’] g=A.-iovVy =A@
in the formulas above where

£ [8]
Remark Previously A= [Ay,AZ]T has been used to denote components of

the diapycnal vector for simplicity. During discretization of the equation this
notation is changes so that subscripts can be used to describe positioning in
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the domain.

The formulas for ghost points can then be simplified and we arrive at

Yit1,j = Yi-1,; + ZA]/AEZ),

2
Yi-1,j = Vi1, — ZAI/AZZ ’
Yij+1 = Yij-1 + 20zAT)

ij’

Yij-1 = Vij+1 — 2AZA§§)-

4.3 Solving the linear system of equations

To ensure wellposedness, zero mean of 9y must be ensured over the domain.
This is done by introducing Lagrange multipliers which means briefly
returning to the point of view of optimization.

The linear system of equations from the finite difference discretization can be
written as a quadratic minimization problem. Suppose we have the following
quadratic minimization problem

. > 1 -> > 7 >
min - 1 (¥iar) = 5VfiatAmVflat = UrisVflat (4.2)
Yeiar € RN (4.3)

A unique solution to this problem exists if A, is positive definite and that
solution is given by Vi (F¢iar) = Ay Yfiar — b, = 0. This is exactly the linear
system of equations to be solved. Therefore, to impose the additional condition
of zero mean on the original linear system of equations, Lagrange Multipliers
can be introduced to the quadratic minimization problem and its optimality
conditions will result in a slightly modified linear system of equations.

The condition of zero mean is such that

I= fﬂ 4dV = 0. (4.4)
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To achieve second order accurate numerical integration, the trapezoidal rule
in 2D can be utilized such that

n n,

<

Z ZAyAzwl]’yl] =0
i
e D, =0

where the weight w; ; is 1 on interior points, 1 on the edges and 7 in the
corners.

Using this numerical integration, the quadratic problem is minimized under
the additional condition that @T’?flat = (. The Lagrangian therefore becomes

> 1 > > 7 > >T>
L(’)/flat/)‘) = §7flatAm,)/flat - brhs’)/flat - /\wT’Yflat (4.5)
with corresponding optimality conditions

oL
V'_))’flatL =0, oA =0

A Am;))/flut —byps =AW =0
D Y f1qr = 0.

After finite difference discretization and when including the additional
constraint of zero mean the system of equation to be solved is

Am W ;))’flat _ -b)rhs
CH TN S
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Chapter 5

Results and analysis

In this chapter, we give details on the implementation of the method presented
in this thesis and an explanation of the test environment. Numerical examples
are formalized and their characteristics introduced. Moreover, results are
presented after each test case is introduced and include convergence behaviour
in the L,-norm as well as root mean square measures that quantify the accuracy
of the solutions.

5.1 Software implementation and data

The scheme was implemented in python to solve (BVP’). The program
was then used to solving the case-specific problem (BVP) with boundary
conditions

S
[l

DV -
or V-

f-ii ondQ) (Natural boundary conditions)
A-#i ondQ (Simple boundary conditions).

Iy
[l

The resulting linear system of equations (4.6) was solved using built in spsolve
from the Scipy library. Both the natural and simple boundary conditions
are possible choices in this implementation to modify the linear system of
equations and include boundary contributions.

Hydrographic datasets containing values of salinity and temperature are
necessary when testing the finite difference methods on the real diapycnal
vector field A as it is defined through oceanographic quantities. In this study,
a simulated hydrographic dataset that contains values of absolute salinity and
conservative temperature is used, see Figure 5.1. As this study does not



Results and analysis | 43

delve into the question of neutrality of the solutions or the realism of the
neutral trajectories, the similarity between these simulations and real oceanic
measurements will not be discussed. In this dataset, z decreases downwards
and is zero at the surface. Moreover, while the meridional direction is regular
in Ay it has varying steps sizes Az in the vertical direction.

Conservative Temperature
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-1000

S

Temperature [deg C]

-1500

-2000

«coordinate (T) [m]
&

-2500

5

-3000

Vertical

-3500

@

—4000

—60 —40 —20 o

Meridional coordinate (T)
[degrees_north]

20 40 60

Absolute Salinity

W
o
o

salinity [g/kg]

Figure 5.1: Absolute salinity and conservative temperature from a simulated
hydrographic dataset at 29.5 degrees east in zonal direction.

The finite difference discretization of this study assumes regularly spaced grid
points in both y— and z—direction when looking at trivial test cases and the
more realistic oceanic setting. Generally, hydrographic datasets containing
salinity, temperature and pressure values are not that simple. The simulated
dataset used to evaluate the method in this study is not an exception since Az
varies. Because this study does not consider the realism or neutrality of the
generated solutions but is more concerned with the behaviour of the method
when exposed to different scenarios, the simulated hydrographic dataset is
simply mapped to a regular domain as an idealization when looking at the real
oceanic setting and diapycnal vector A.

The Gibbs-SeaWater Oceanographic Toolbox (the gsw library in python)
is used to derive quantities such as the haline contraction coefficient and
the thermal expansion coefficients from the state variables in the simulated
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hydrographic dataset, see Figure 5.2. Finally, python libraries xarray and
xgem were used to organize data on cell centres and cell edges in a more
systematic and safe manner.

Haline Contraction Coefficient (B)
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Meridional coordinate (T)
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Figure 5.2: Thermal expansion and haline contraction coefficients from a
simulated hydrographic dataset at 29.5 degrees east in zonal direction.

5.2 Test cases and performance metrics

The finite difference method of this study is evaluated on simple rectangular
domains for conservative fields and non-conservative fields. The real
diapycnal vector field lives on a domain where the meridional direction is
much wider than the depth of the vertical direction, see Figure 5.1 and
5.2 and consider that one degree in meridional direction corresponds to
approximately 110 km. For conservative testcases, the factor b(X) is known to
be 1 everywhere. A test case which is non-conservative is also constructed so
that the behaviour of the method can be evaluated when the solution -y follows
V7o = bA for some unknown b # 1.

Remark For artificial test cases, A will denote the vector field in question.
However, this A is not to be confused with the real diapycnal vector field
defined through hydrographic data.
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To understand the behaviour of our method, we consider empirical conver-
gence in the L,-norm for all test cases. For conservative test cases, where a
potential -y such that A= V7 exists, the analytic solution is used to find the
empirical convergence through the discrete L,-norm defined as

n]/ ny
szact =y - ,),exact“2 — AyAZ Z Z(,.),i’]_ _ ,),Zg;gact)z 5.1
]

where Ay, Az ~ h.

In cases where there is no such analytical solution, the convergence is
evaluated using successive numerical solutions and E;, is instead computed
as

I
PP =ty — 7y "l (5.2)
2

sample
I

where y is the solution found on a twice as fine grid but sampled at the

2
coarser grid points.

The empirical convergence is found through iteratively refining the grid by
a factor of two in each direction and then looking at the rates

5.3 Conservative fields

In this section four conservative fields of A are investigated. These fields
are constructed from a given solution 7 as A= V7. They are chosen such
that IAI > 0 everywhere. The first two fields (5.4) and (5.5) gives isotropic
diffusion as one component of the vector field is zero everywhere. These fields
are also parallel or perpendicular to the normal 7 at the boundary. Conversely,
the second two fields (5.6) and (5.7) gives anisotropic diffusion and does not
enjoy the property of being parallel or perpendicular to 7 at the boundary.
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5.3.1 Test cases

The first test case is

0

Y(,z) =cos(nz) —4z—-C = ﬁ(%z) = l—nsin(nz) _4

] . (54
Remark The solver will find a solution with zero mean over the domain.
Suppose ¥ = 4 — C. By setting C as the mean of % over the domain we ensure
the real solution specified is the one being produced by the solver.

Remark The term —4z is included to ensure that the vector A has a non-zero
magnitude everywhere, |A| > 0.

Figure 5.3 illustrates the vector field (5.4) with principal diffusion directions
of the diffusion tensor D at 4 = 0.5. As y — 0, the strength of the principal
diffusion direction will grow. For y = 1 diffusion is uniform. To see this,
compare Figure 5.3 and Figure 5.4. In the latter figure, the vector field (5.4) is
shown together with diffusion directions at y = 1.

Scaled Diffusion Ellipses at Grid Points Centered Diffusion Ellipses

104

I
ol |

0.04

Figure 5.3: Vector field (5.4) and principal diffusion directions of the diffusion
tensor D at y = 0.5.

The second test case is

Y,z) =sin(nz) —4z—-C = A)(y,z) = l (5.5)

7rcos(mz) — 4]

where C is set as the mean of sin(z) — 4z.

Figure 5.5 illustrates the vector field (5.5) with principal diffusion directions
of the diffusion tensor D at u = 0.5.

Test cases (5.4) and (5.5) have the same principal diffusion direction over the
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Scaled Diffusion Ellipses at Grid Points Centered Diffusion Ellipses
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Figure 5.4: Vector field (5.4) and principal diffusion directions of the diffusion
tensor D at 1 = 1.
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Figure 5.5: Vector field (5.5) and principal diffusion directions of the diffusion
tensor D at y = 0.5.

entire domain. Moreover, the vector field (5.4) is zero in the direction of the
outer unit normal 71 over the boundary dQ) while (5.5) is not zero at the top
boundary in a direction parallel to 7.

The third test case is

YW, z) = cos(rt(y + 1))cos(m(y +1)) —4z - C

—rtsin(7t(y + 1))cos(t(y + 1))

= A(ylz) = _n'Sln(T[(y-I-l))COS(T[(y‘l‘l)) -4

(5.6)

where C is set as the mean of cos(7ty)cos(7rz) — 4z.

Figure 5.6 illustrates the vector field (5.6) with principal diffusion directions
of the diffusion tensor D at y = 0.5.
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Figure 5.6: Vector field (5.6) and principal diffusion directions of the diffusion
tensor D at u = 0.5.

The fourth conservative test case is
YW, z) =sin(m(y + 1))sin(m(z+ 1)) —6z—C

L i rreos(mt(y + 1))sin(mr(z + 1))

| meos(rt(z 4+ 1))sin(m(y +1)) — 6 .7)

where C is set as the mean of sin(7ty)sin(mwz) — 6z.

Figure 5.7 illustrates the vector field (5.7) with principal diffusion directions
of the diffusion tensor D at u = 0.5.
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Figure 5.7: Vector field (5.7) and principal diffusion directions of the diffusion
tensor D at u = 0.5.

Test cases (5.6) and (5.7) results in diffusion directions that are not the same
in each position for ¢ # 1. Moreover, vector field (5.6) is zero in the direction
parallell to the outer unit normal 7 over the left and right boundary but not at
the top and bottom. Conversely, vector field (5.7) is non-zero over the top and
bottom boundary in directions parallell to 7i.
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5.3.2 Convergence

Empirical convergence is found using the analytic solutions as described in
Section 5.2. The grid is refined five times starting at i = 0 such that Ay<0) =

% and Az(® = % where n, = n, = 10. Because n, = n, a general

step size for both directions can be denoted iy = Ay® = Az(®). This step
size decreases in each refinement i such that i; = hy2~". Figure 5.8 illustrates
second order convergence for the conservative vector fields (5.4), (5.4), (5.6)
and (5.7) for both natural and simple boundary conditions at = 0.5. Figure
5.8 also suggest there is no significant difference between natural and simple
boundary conditions however, for vector field (5.6) it is noticeable. These
observation can also be confirmed by looking at the convergence rates in Table
5.1.

i | BC [0 [ 1] 2|3 | 4|5 |
Natural | 2.51 [ 2.29 [ 2.16 [ 2.08 | 2.04 | 2.02
Simple | 2.51 | 2.29 | 2.16 | 2.08 | 2.04 | 2.02
Natural | 2.15 | 2.06 | 2.03 [ 2.02 | 2.01 | 2.00
Simple | 2.15 | 2.06 | 2.03 | 2.02 | 2.01 | 2.00
Natural | 2.01 | 2.00 | 2.00 | 2.00 | 2.00 | 2.00
Simple | 1.92 | 1.96 | 1.98 | 1.99 | 2.00 | 2.00
Natural | 2.27 | 2.15 [ 2.08 [ 2.04 | 2.02 | 2.01
Simple | 2.24 | 2.13 | 2.07 | 2.04 | 2.02 | 2.01

Vector field (5.4)

Vector field (5.5)

Vector field( 5.6)

Vector field (5.7)

Table 5.1: Empirical convergence rates fo.r conservative fields (5.4), (5.5),
(5.6) and (5.7) at u = 0.5 where h; = hy27".

Figure 5.9 shows A and solution gradient V+y for test cases (5.4), (5.4), (5.6)
and (5.7) as well as the norm of the difference between A and Vv which
quantifies both angular and magnitude deviations between the two. The
difference |[A — V7| is around 10=2 for all test cases. This difference is
noteworthy however, as indicated by the convergence rates the accuracy can
be improved by increasing resolution. This can be seen by comparing the
measured accuracy in the right most plots of subfigures in Figure 5.9 and 5.10.

Remark There is no noteworthy difference between the solutions produced
by the natural Neumann boundary condition and the simplified boundary
condition. We therefore refrain from illustrating the solutions given when
using simple boundary conditions in the same way as Figure 5.9 and 5.10
where natural Neumann boundary condition were used.
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Convergence rates, *= Natural BC, o= Simple BC
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Figure 5.8: Empirical convergence of conservative fields at y = 0.5.
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(d) Vector field (5.7).

Figure 5.9: Vector field A and solution gradient V<y using natural boundary
conditions with refined step size iy = hy2~1 at u = 0.5.
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5.3.3 Solution’s dependence on

Figure 5.11 and 5.12 illustrates solution’s dependence on ¥ & (0,1] by
looking at the angular deviation measured by the root mean square of |/_1) x V|
as well as a root mean square measure of the difference between A and
solution gradient V-y. This is done for four refinements of the grid to analyse
convergence behaviour. For each refinement we have h = Ay = Az where h
is based on the initial resolution /i as described and given above.

Figure 5.11 includes root mean square measures for vector fields (5.4) and
(5.5). The left most subplots of Figure 5.11 shows that the angular deviation
is almost zero for all y. Moreover, the right most subplots of Figure 5.11
shows that the difference measure for the same test fields stays constant with
decreasing p. This result suggests an independence of the solution to ¢ which
is consistent with the theoretical result given in Section 3.3. In Figure 5.11 we
also observe appropriate convergence behaviour for test fields (5.4) and (5.5)
as resolution increases.

Figure 5.12 illustrate’s the root mean square measures of angular and
magnitude deviations for vector fields (5.6) and (5.7). For both of these test
fields we observe a slight decrease in 1A — Volas u — 0.5. Conversely, test
field (5.7) results in a gradual increase in |Z —Vylas 4 < 0.5 = 0. Such an
increase in the difference measure is present for field (5.6) as well but appears
when p is closer to 0. Since change is gradual this is an indication of some
numerical artifact as 4 — 0. Both vector field (5.6) and (5.7) are initially
constant in angular deviation however, as y# — 0 the test field (5.7) results in
increased angular deviation. This is especially noticeable when the simplified
boundary conditions were used but we do observe convergence towards zero
as Ay and Az — 0.

To summarize, Figure 5.12 shows that the method becomes less accurate as
u — 0 for test field (5.7) especially. This is inconsistent with the theoretical
result given in Section 3.3. Two observations can be contributing factors to this
behaviour. Firstly, when p is zero, wellposedness is not guaranteed and while
Figure 5.12 shows stable convergence behaviour for all ¢ we are not guaranteed
to converge to a solution such that Voy = A when u — 0. Consequently, even
though we are sure that oy such that Vy = A exists since the field is conservative
we might not be finding that solution for y closer to 0. If we are not finding that
solution it is expected that the root mean square measures grow. Secondly, as



54| Results and analysis

y — 0 the condition number of the diffusion tensor will increase. This causes
an increased condition number of the matrix of the linear system of equations
which makes it harder to solve. Finally, the independence of the solution with
respect to ¢ should hold when Ay, Az — 0. While the discussion here concerns
finite Ay, Az > 0, this last statement is confirmed by looking at Figure 5.11
and 5.12 and noting that the root mean square measures decrease gradually as
the grid is refined.

In the last remark of Section 3.1.3 we concluded that if the vector field is
perpendicular or parallel to the normal at the boundary the simple boundary
condition is equivalent to the natural Neumann boundary condition. The root
means square measures of Figure 5.11 and 5.12 as well as the convergence
rates of Table 5.1 are confirmations of this. For test fields (5.4) and (5.5) the
two boundary conditions are equivalent and the rates and root mean square
measures are the same. The opposite is true for test fields (5.6) and (5.7) where
the two boundary conditions are not necessarily equivalent and measures differ
slightly.
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Figure 5.11: Angular and magnitude deviations between conservative vector
field A and solution gradient Vy as a function of p.
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5.4 Non-conservative fields

In this section a non-conservative field of A is investigated. This field is built
such that |[A| > 0 everywhere. Moreover, diffusion is anisotropic and the field
is parallel or perpendicular to the normal 7 at the boundary.

5.4.1 Test cases

>
A test case A is constructed such that its rotation can be tuned by a parameter
7. Using one conservative component and one non-conservative component
given as

-

Acon = Vector field( 5.5), Anon — l cos(7tz) ]

50y(1 —y)z(1 —z)

we arrive at an expression for the non-conservative field

-> > > 0
A=71A,, +(1-DA,, - M . (5.8)

To understand the relationship between rotation and T consider the rotation of
this vector field using the expression derived in Section 2.3.3. We get,

> (1 —71)cos(mz)
~ | treos(rtz) — (1 — )50y (1 — y)z(1 —z) — 4

S VxA=—(1-1)wsin(mz) +50(1 — 7)z(1 — z) — 100(1 — T)yz(1 — 2)
= (1—-1)[—msin(z) + (50 — 100y)z(1 —z) ] .

For T — 0 the rotation increases and for T = 1 the rotation is zero.

This field is tested for T = 0.4. Figure 5.13 illustrates the vector field (5.8)
at T = 0.4 with principal diffusion directions of the diffusion tensor D at
u =0.5,0.1 and 0.01.
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Figure 5.13: Vector field (5.8) and principal diffusion directions of the
diffusion tensor D at # = 0.5,0.1 and 0.01 for the non-conservative field with
T=04.

5.4.2 Convergence

Since an analytic solution is not available such that Vy = A for the
non-conservative test case empirical convergence is found using successive
numerical solutions as described in Section 5.2. As was done for the
conservative test cases, the grid is refined five times starting at i = 0 such

that Ay(® = nl—_l and Az(® = ﬁ where 1, = 1, = 10. Because 1, = 1,
y zZ

a general step size for both directions can be denoted iy = Ay = Az,
This step size decreases in each refinement i such that h; = hy2~". Figure
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5.14 illustrates second order convergence for the non-conservative vector
field (5.8) with T = 0.4 for both natural and simple boundary conditions at
u = 0.5,0.1,0.01. The observation of second order convergence can also be
confirmed by looking at the convergence rates of Table 5.2.

i | BC [ 0 |1 | 2|3 | 4]
Natural | 2.18 [ 2.10 [ 2.05 [ 2.03 | 2.01
Simple | 2.18 | 2.10 | 2.05 | 2.03 | 2.01
Natural | 2.22 [ 2.13 [ 2.05 [ 2.02 | 2.01
Simple | 2.22 | 2.13 | 2.05 | 2.02 | 2.01
Natural | 2.96 | 2.39 | 2.12 [ 2.01 | 1.99
Simple | 2.96 | 2.39 | 2.12 | 2.01 | 1.99

u=0.01

Table 5.2: Empirical convergence rates for non-cqnservative field (5.8) with
T =04atyu =0.5,0.1 and 0.01 where h; = hy27".
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Figure 5.14: Empirical convergence of the non-conservative field (5.8) with
T=04atyu =0.5,0.1and 0.01.
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5.4.3 Solution’s dependence on

The root mean square measure of |A x V7| and |[A — V7| are presented in
Figure 5.15 for u € (0,1]. This is done for four refinements of the grid to
analyse convergence behaviour. For each refinement we have h = Ay = Az
where / is based on the initial resolution iy which is given above. We can see
that the solution is changing with y significantly and the change persists when
Ay, Az - 0.

As p goes towards zero the root mean square of |[A — V| grows. This
is expected since we are not penalizing deviations from magnitude equality
between the solution gradient and A as much for smaller u. Note that since the
field is non-conservative we do not want to enforce such magnitude equality.
Instead we have that the solution 7y and some b exists such that Vy = bA.
Consequently, the increase as ¢ — 0 shown in the right subplot of Figure
5.15 is both anticipated and favourable. As u goes towards zero the root mean
square of |A x V-y| decreases as seen in the left subplot of Figure 5.15. This is
reasonable since collinearity should be satisfied when <y is such that Vy = bA
for some unknown b.

Root Mean Square of |A x V| over {1 Root Mean Square of | A — V| over ()

& simple, h = ho/
—#— Natural, b = fy/

2% 107

-5 Simple, h = B
—#- Natural, h = ky/8

14

10" 4

Gx 10"

1x 101

00 0.2 04 06 08 L0 00 02 04 06 08 10

Figure 5.15: Angular and magnitude deviations between the non-conservative
vector field (5.8) with 7 = 0.4 and solution gradient V-y as a function of .
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The behaviour seen in Figure 5.15 and discussed in the latest paragraph is
illustrated further by Figure 5.16, 5.17 and 5.18. These figures include vector
field A, solution gradient, angular deviation measure IA x V7| and the factor
b such that Voy = bA evaluated through

B ATvy

b=——.
ATA

(5.9)

By comparing the vector fields in each figure and by looking at 1A x V7| in the
bottom left subplot of each figure we see that IA) x V7| decreases with p. In
the bottom right subplots of Figure 5.16, 5.17 and 5.18 we look at measures
of b such that Voy = bA. We can see that b deviates from 1 by about +0.1 for
u = 0.5, about +0.3 for y = 0.1 and about —0.9 for % = 0.01. In conclusion,
for smaller # magnitude equality between A and V7 is not enforced as much,
which is expected, resulting in a b that deviates from 1 to a greater extent.

Returning briefly to Figure 5.15, we find that for y close to zero there is no
apparent convergence behaviour towards a solution 7y such that Voy = A as
resolution is increased. The measure seems to stabilize around 0.4. Because
the field is non-conservative a solution such that Vy = A does not exist and
as resolution increases we are moving towards some solution but not one that
enjoys magnitude equality between the solution gradient and A. For p closer to
zero, the root mean square of |A — Vy| stabilizes similar to when y was close
to one however, the angular deviation measure shows indications of stable
convergence as resolution increases.
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Figure 5.18: Vector field (5.8) with T = 0.4 and solution gradient V-y using
natural boundary conditions with step size kg at u = 0.01.

5.5 Real diapycnal vector field

The real diapycnal vector field A is defined through absolute salinity,
conservative temperature, density as well as the haline contraction coefficient
and thermal expansion coeflicient, see equation (2.6). Figure 5.19 illustrates
the vector field (2.6) with principal diffusion directions of the diffusion tensor
D at 4 =0.5,0.1 and 0.01.

5.5.1 Convergence

As was the case for the non-conservative test field (5.8), an analytic solution
is not available such that Vy = A. Empirical convergence is therefore found
using successive numerical solutions as described in Section 5.2. The grid
is refined five times by interpolation starting at i = 0 where that Ay®) =
111111 and Az® = 110.43. This step size decreases in each refinement i
such that h; = hy2~" in both directions: h; = Ay‘Y and h; = Az, Figure
5.20 illustrates second order convergence for the real diapycnal vector field
(2.6) for both natural and simple boundary conditions at # = 0.5,0.1 and
0.01. The observation of second order convergence can also be confirmed by
looking at the convergence rates of Table 5.1.
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Figure 5.19: The real diapycnal vector field (2.6) and principal diffusion
directions of the diffusion tensor D with refined step sizes Ay‘) = Ay(©2-1
and Az = Az(O2-1,

i | BC [0 | 1] 2|3 | 4|
Natural | 1.29 [ 1.82 [ 1.90 [ 1.95 | 1.98
Simple | 1.29 | 1.82 | 1.90 | 1.95 | 1.98
Natural | 1.29 | 1.82 [ 1.90 | 1.95 | 1.98
Simple | 1.29 | 1.82 | 1.90 | 1.95 | 1.98
Natural | 1.29 | 1.82 [ 1.90 | 1.95 | 1.98
Simple | 1.29 | 1.82 | 1.90 | 1.95 | 1.98

u=01

u=0.01

Table 5.3: Empirical convergence rates for the real diapycnal vector field (2.6)
at u = 0.5,0.1 and 0.01 where Ay® = Ay(@2~1 and Az = Az(®2,
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Convergence rates, *= Natural BC, o= Simple BC
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T
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Grid spacing, max(Ay, 4z)

Figure 5.20: Empirical convergence of the real diapycnal vector field (2.6) at
u =0.5,0.1 and 0.01.

In Figure 5.21, the solution gradient as well as the accuracy measure |[A — V|
can be found. We can see that the difference |[A — V7| is around 1073 —-10~4
for all test cases. This difference is noteworthy however, as indicated by the
convergence rates the accuracy can be improved by increasing resolution. This
can be seen by comparing the accuracy measure |A — V| between Figure 5.21
and 5.22.
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Figure 5.21: Vector field A and solution gradient V<y using natural boundary
conditions with refined step sizes Ay? = Ay(@2-1 and Az(D = Az(®2-1,
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Figure 5.22: Vector field A and solution gradient V<y using natural boundary
conditions with refined step sizes Ay® = Ay(®273 and Az = Az(02-3,
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5.5.2 Solutions dependence on

Figure 5.23 shows the root mean square measure of |/T x V7| and IA —V7lasa
function of y for successively finer grids. The grid is refined in both directions
by a factor of two. Therefore, /1 of Figure 5.23 represents changes in both Ay
and Az. We find that both measures decreases as ¢ — 0. In the leftmost
subplot of Figure 5.23, we find that 1A x V7| moves towards zero as y — 0.
However, the rightmost subplot of Figure 5.23 as well as Figure 5.22 indicates
that I/T — V7| stabilizes as ¢ — 0. Both measures moves towards zero when
the grid is refined; Ay, Az — 0. This convergence behaviour indicates that the
field is conservative. However, a conclusion regarding the characteristics of
the field should not be drawn without further investigation.

Root Mean Square of |A x V~| over Q Root Mean Square of |A — V| over 0

- Simple, h = ho/1

10-2 —# Natural, h = ho/1
- Simple, h = ho /2

—#— Natural, h = ho/2

Simple, h = ho /4

Natural, h = ho/4

-© Simple, h = hy/8

—#= Natural, h = ho/8

T T T T T T T T T T T T
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
3 u

Figure 5.23: Angular and magnitude deviations between the real diapycnal
vector field (2.6) and solution gradient Vy as a function of .
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Chapter 6

Conclusion

In this chapter, the results of Chapter 5 are first summarized and then
limitations of the method are discussed. In this discussion we give suggestions
on what would be good to focus on when continuing the development of this
method to find an approximate neutral density variable for the world’s oceans.

6.1 Summary

In this study the neutral density variable is modelled by an optimization
problem and then solved for through finite differences of the corresponding
Euler-Lagrange equation and boundary conditions.

The results in Chapter 5 begins with a discussion of four conservative fields.
The first two fields are grid aligned and hence result in an isotropic diffusion
equation. The latter two fields deviate from the grid causing anisotropic
diffusion for ¥ # 1. When the isotropic diffusion equations are solved the
solution gradient have no angular deviation to A for all u and the root mean
square of IA —V|is seemingly independent of 2. Conversely, for the latter two
conservative fields, where an anisotropic diffusion equation is solved, the root
mean square of |A — V| is increased as # — 0. This is especially prominent
for vector field (5.7). While the solution improves as Ay, Az — 0, this result
might point at some numerical instability as y — 0 for anisotropic diffusion.
Two observations could be possible causes of this behaviour. Firstly, when y
is zero, wellposedness is not guaranteed and while we have stable convergence
behaviour for all ¢ we are not guaranteed to converge to a solution such that
Vy = A when u — 0. Secondly, as p — 0 the condition number of the
diffusion tensor will increase causing an increased condition number of the
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matrix of the linear system of equations which makes it harder to solve.

A non-conservative test case was constructed to investigate how the method
would react when a solution y such that A= Vv does not exist. When looking
at the root mean square of the angular deviation as well as the difference
between A and the solution gradient we found that these measures changes
gradually with p. The measure on angular deviation decreases as y¢ — 0. This
result is in line with the upper bound presented in the second point of Section
3.3. Conversely, the general difference measure, which looks at magnitude
and angular deviation, increase with u — 0 as expected.

In a further effort to investigate the behaviour of the solver we also consider
the real diapycnal vector field (2.6). Since the scale of the horizontal direction
is much bigger than that of the vertical direction, the vector field A is
approximately aligned with the z-direction. When looking at the angular and
magnitude deviations between the solution gradient and the diapycnal vector
field A we find that the error decreases gradually as y — 0. This indicates
non-conservativeness of the vector field. However, convergence behaviour as
resolution increases is consistent for all y indicating a conservative field. A
conclusion regarding the characteristics of the field can not be drawn without
further investigation.

In this study, the simple and natural Neumann boundary conditions were used
in the numerical experiments. As pointed out in the last remark of Section
3.1.3 these will be equivalent if the vector field A is perpendicular and/or
parallel to the normal vector at the boundary. The solutions produced by the
method in our numerical experiments are consistent with this theoretical result.
Using the simple boundary condition is advantageous as it removes complexity
and some numerical instability in implementation. The real diapycnal vector
field is, for the domain considered in this study, perpendicular or parallel to
the normal vector at the boundaries. Hence, when this method is applied to
physical oceanography it might be sufficient to reduce the natural Neumann
boundary condition to its simpler form and use that in implementation.

While we have presented here a proof-of-concept, there are several ways the
method needs to be developed and improved to make it applicable to real
physical oceanography cases.
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6.2 Limitations and future work

We now give suggestions on what would be good to focus on when continuing
the development of this method to find an approximate neutral density variable
for the world’s oceans. One of the first things to look at is the generalization
of the finite difference method to three dimensional domains. A natural part
of this will be increased complexity in the finite differencing of the boundary
value problem.

The finite difference method of this study assumes regularity of the domain
which includes uniform steps in vertical direction Az. This is an idealization
of how most hydrographic datasets are constructed as Az often increases the
further away form the surface you go. Before looking at the neutrality of the
neutral density variable this idealization needs to be eliminated. Such an effort
requires modification of the finite difference discretization whose current form
can be found in Section 4.1 and appendix A.

Another idealization of the domain considered in this study when compared
to realistic ocean basins is that the boundary have simple outer unit normal
vectors; 71 = [+1,0]1T and # = [0,41]7. In reality the boundary values
in hydrographic datasets follows the bathymetry of the ocean basin. Figure
5.1 and 5.2 illustrates how such bathymetries might look but even this is a
simple example and the ocean basin can have more variation at the bottom and
sides. It is important to investigate the consequence of a complex bathymetry
for two reasons. Firstly, to understand the accuracy of the finite difference
approximations near the boundary when it varies drastically. Secondly, it is
important to understand to what extent increased complexity of the bathymetry
leads to increased complexity in implementation of the method.

Currently, there are still some questionmarks with regards to the optimization
problem and if these terms are sufficient in finding the most appropriate
neutral density variable. Issues include physical contribution to the solution
in areas where the magnitude of the diapycnal vector A is small. One possible
improvement is to include normalization of terms by the magnitude of A
however, it might also be advantageous to make terms non-linear in 7y or V7.
In the latter case, it is important to note that non-linearities in 7y or V-y results in
more involved derivation of the Euler Lagrange equation. It is also probable
that the boundary value problem becomes more difficult to discretise when
including non-linearities in 7y or V7. To get a more rigorous understanding of
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the method, future work could also focus on firstly, creating a solid theoretical
understanding of the solution in the limit # — 0 and secondly, formalizing
equivalence and other commonalities between the optimization problem and
the Euler-Lagrange equation.

After eliminating idealizations of the domain and improving the physical
accuracy of the optimization problem it is of high interest to evaluate the
neutrality of the neutral surfaces produced by this method. This will make
it possible to diagnose the method of this study and compare it to previous
approaches that constructs neutral surfaces.
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Appendix A

Finite difference discretization

The general form of the Euler-Lagrange equation with Neumann boundary
conditions of this study is specified in (BVP’). Suppose F = KV+ and

EW KWy) Kz
= lF(w]' = l]«zw K(zz)]'

The flux terms, FY) and F®, are given by
FW — 1<<yy>a_7 1 K<y2)a_7,
ay 0z

(@ — K(zy)al + K(ZZ)a_’Y_
ay 0z

The Euler Lagrange equation is discretized by finite difference schemes
beginning with the diffusion term and then moving onto the source term.

The divergence is evaluated on cell centres making the flux terms evaluated
on cell faces such that
Pfy) . Pfy) ' r®  _r@®@

1 .01 c.1
+ /] l_z,] n 1,]+§ l’]_i

1
~ T2
(V-F) (yi,Zj) ~ A]/ Az
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Forall (i,f) € ny x J, we have,

2 T
Pl = & ]dy’y o+ ot ]dz'yH y
_ E(Jyry) ’Yz+1,] ’Yi,] N K<z? it + Yij+1 — Vij-1 — Vi+1,j-1
i+24 Ay T3 47z
—yy) —(yZ)
i+1 i+ ,]
= A—;(’Yiﬂ,] Vi) + — (’Yz+1,]+1 + Yijr1 = Vij-1 — Vis1,j-1)
—(zy) —(zz)
()  _
Fz,j+% B K'J+‘dy7, +3 T Kijed d2711+-
_ _(zy) '7z+1,]+1 + ’)/1+1,] Yi-1 1,j+1 — ’)/z'—l,j + K(ZZ)l 7z',j+1 - ’)/i,j
= Nij+s 4Ay Uta Az
—(zy) —(zz)
/]+ | /]+
= A Y (’)’z+1,]+1 +Yir1; — Yi-1j+1 — Yi-1) + —(%J+1 Yij)-

To simplify matters, it is sufficient to derive the flux expressions on the face in
the positive direction as Fl@l and F FZ, ) , can be defined through the formulas

—3/ Lj=3
for FY )1 ~and F® | such that
H_E’] l,]+§
2 ()
Py = Fy 1.
2,] (i—1)+3,j
—(yy) —(yZ)
(y) i- 2'] K
F j = (’)/1,] Vi ,]) (’)’1,]+1 + Yi-1 1,j+1 — VYi-1,j-1 — 7i,j—1)/
2/
P(Z) 1 = FFZ). 1
ij—5 L,G-D+35
—(zy) —(z2)
B i YOV — Vi1 — )+~ (=)
-1 T TdAy Yi+1,j T Vit1,j-1 — Vi-1,; — Vi-1,j-1 Az Yij — Vij-1)-
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These four expressions for the flux components at cell faces are put into the
divergence term such that

Py ~FLy Ky,
27 27 27
A - (A (Yir1,j = 7ig)
Y YAy
—(y2)
ity

* 4AzAy (Yirrjen +Vije1 = Yij1 = ’Yz'+1,j—1))

=y
K

.01 .
1—5,]
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—(y2)
i—%,j

4AzNy (Vija1 + YVicrj41 = Yic1,j-1 — %,]-_1))

+
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' ( ~ MyAy  Dydy )%'f
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—(yz 2
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l+7/] 1—51]

— 2yt Yl
Baziy VLT Ry Vi
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and
F@  _r@ —(zy)
Lj+s lf]'—- ij+3
Az 4AyAZ (71+1 J+1 + 71-1—1] Yi- 1,j+1 — Yi- 1])
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To improve readability as well as ease implementation, consider the following
shift in notation for the coefficients:

KYy) o) K2

KWy .= , = ,
Ay? 4AyAz
(zy) )
k@) .= L k(z2) .= Kb
4AyAz’ Az2’
—(*) —(*) —(*) —("‘
v =kl ko :=ki_1forx € {yy,yz},

—(*)  —(%) —(*) (%)
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The full divergence term evaluated at (i,j) € ny x J,, defined through these
new coeflicients, is
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The source term used in (BV P’")is analogously evaluated on cell centres and
hence f is evaluated on cell faces such that for

£ Eg]

we have,
of ¥ of @
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