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Résumé

Dans le contexte de la gestion du trafic aérien (ATM), la demande croissante
d’espace aérien a exercé une pression considérable sur les systemes existants.
Cette demande croissante nécessite 1’élaboration et la mise en ceuvre urgentes
de mesures de sécurité renforcées et d’une efficacité optimisée de l'espace
aérien pour faire face a 'augmentation des volumes de trafic. La complexité
du trafic aérien est déterminée par le flux du trafic en temps réel dans un
espace aérien donné, y compris le nombre de vols et leurs positions relatives.
En raison des contraintes liées a la conception de l’espace aérien, les vols
doivent modifier leurs trajectoires pour s’adapter a ces limites, ce qui entraine
des changements continus dans la complexité du trafic. En conséquence,
mesurer avec précision la complexité dynamique du trafic aérien est une
tache difficile. Cette these vise a explorer les difficultés liées a la prédiction de
trajectoires de vol et a I'estimation de la complexité du trafic aérien en tirant
parti des méthodologies d’apprentissage automatique, du principe d’entropie
maximale et de la géométrie de 'information.

La prévision des trajectoires de vol est essentielle dans l'aviation, car
elle favorise une gestion efficace du trafic aérien et garantit des opérations
aériennes stires et fluides. Les méthodes de prévision traditionnelles ne parvi-
ennent souvent pas a saisir les dépendances spatio-temporelles complexes et
les incertitudes spécifiques au secteur de 'aviation. Nous proposons un nou-
veau modele nommé modele BayesCoordLSTM. Ce modele hybride integre la
transformation de coordonnées et le méthode Bayésien dans les modeles Con-
vLSTM. En combinant les caractéristiques spatiales extraites par le réseau
neuronal convolutif (CNN) avec les dépendances temporelles identifiées par la
mémoire a long terme (LSTM), le modele améliore considérablement la pré-
cision de la prédiction de trajectoire. L’incorporation du méthode bayésien
offre des prévisions de trajectoire probabilistes avec des niveaux de confi-
ance, tandis que la transformation des coordonnées améliore la conscience
spatiale et les performances prédictives. Nous utilisons un ensemble de don-
nées de vol réel pour la mise en ceuvre. Nos résultats démontrent la remar-
quable supériorité du modele BayesCoord LSTM sur les méthodes existantes.



Dans divers scénarios et conditions de vol, ce modele surpasse systématique-
ment les modeles de base en termes de précision de prédiction de trajectoire.
L’utilisation de I'optimisation bayésienne rationalise non seulement le réglage
des hyperparametres, mais donne également des résultats prometteurs en ter-
mes d’amélioration des performances prédictives.

De plus, dans 'estimation de la complexité du trafic aérien, la recon-
struction des fonctions de densité de probabilité angulaire est cruciale car
elle permet de modéliser et d’évaluer la répartition spatiale du flux de trafic
aérien. Cette approche permet d’évaluer la congestion de 'espace aérien et
de prévoir des schémas de trafic complexes, facilitant ainsi des stratégies
de gestion du trafic aérien plus efficaces. Dans cette these, nous proposons
d’utiliser le principe d’entropie maximale pour générer des cartes détaillées
de complexité du trafic a partir de données de trajectoires, en exploitant les
propriétés statistiques des coefficients de Fourier. La méthode est validée
par des simulations numériques, démontrant sa capacité a représenter avec
précision des distributions angulaires de scénarios simples a complexes.

A laide de données historiques sur les vols et le trafic aérien, la re-
construction des fonctions de densité de probabilité angulaire par maximum
d’entropie est proposée, puis utilisée pour construire des cartes de complexité
du trafic aérien. La géométrie de I'information est a la base de 1’évaluation de
la complexité locale. En discrétisant 1’espace aérien et en appliquant la du-
alité de Fenchelpour reconstruire les densités angulaires, nous obtenons une
densité locale dans la classe de densité de Von Mises Généralisées. L’indice de
complexité local est alors calculés sur la base des distances géodésiques entre
la distribution obtenue et la distribution uniforme (qui est bien siir associée
a la plus grande compliexité). L’utilisation de la divergence Kullback-Leibler
symétrisée garantit efficacité des calculs, permettant une application pra-
tique dans les systemes ATM. Ces cartes de complexité fournissent des in-
formations essentielles sur les modeles de trafic et les réponses systémiques,
soutenant la gestion stratégique.

En conclusion, cette thése propose des approches efficaces pour résoudre
certains problemes en ATM, notamment en matiere de prédiction de trajec-
toire de vol et d’évaluation de la complexité du trafic aérien.

Mots clés: Gestion du trafic aérien, Complexité du trafic aérien, Réseaux
de neuronnes, Prédiction des trajectoire, Géométrie de 'information, En-
tropie maximale.
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Abstract

In the context of air traffic management (ATM), the increasing demand for
airspace has exerted substantial pressure on existing systems. This grow-
ing demand necessitates the urgent development and implementation of en-
hanced safety measures and optimized airspace efficiency to accommodate
escalating traffic volumes. The complexity of air traffic is determined by
the real-time flow of traffic within a given airspace, including the number of
flight and their relative positions. Due to the constraints of airspace design,
flight must alter their trajectories to fit within these boundaries, resulting
in ongoing changes in traffic complexity. As a result, precisely measuring
the dynamic complexity of air traffic is a challenging task. This thesis aims
to explore the difficulties in flight trajectory prediction and air traffic com-
plexity estimation by leveraging machine learning methodologies, Maximum
Entropy principle and information geometry.

Predicting flight trajectories is essential in aviation, as it supports effi-
cient air traffic management and ensures safe and smooth flight operations.
Traditional prediction methods often fall short in capturing the complex
spatio-temporal dependencies and uncertainties specific to the aviation sec-
tor. We propose a novel model named BayesCoordLSTM model. This hybrid
model integrates coordinate transformation and Bayesian method into Con-
vLSTM models. By combining the spatial features extracted by the Con-
volutional Neural Network (CNN) with the temporal dependencies identi-
fied by Long Short-Term Memory (LSTM), the model significantly enhances
trajectory prediction accuracy. The incorporation of Bayesian method of-
fers probabilistic trajectory forecasts with confidence levels, while coordinate
transformation improves spatial awareness and predictive performance. We
use real flight dataset to implement, our results demonstrate the remarkable
superiority of the BayesCoordLSTM model over existing methods. Across
various flight scenarios and conditions, this model consistently outperforms
baseline models in terms of trajectory prediction accuracy. The utilization of
Bayesian optimization not only streamlines hyperparameter tuning but also
yields promising results in terms of predictive performance enhancement.

il



In addition, in air traffic complexity estimation, reconstructing angu-
lar probability density functions is crucial as it helps model and assess the
spatial distribution of air traffic flow. This approach helps assess airspace
congestion and predict complex traffic patterns, facilitating more effective
air traffic management strategies. In this dissertation, we propose to use the
Maximum Entropy principle generating detailed traffic complexity maps from
trajectory data, leveraging the statistical properties of Fourier coefficients.
The method is validated through numerical simulations, demonstrating its
ability to accurately represent angular distributions from simple to complex
scenarios.

Using historical flight and airspace traffic data, reconstructing angular
probability density functions improves predictions of congestion areas and
complexity levels. And then, we illustrate a novel methodology for con-
structing air traffic complexity maps is developed using information geom-
etry. By discretizing the airspace and applying the Generalized von Mises
distribution (GvM) alongside Fenchel duality, local traffic complexity indices
are calculated based on geodesic distances between distributions. The use of
symmetrized Kullback-Leibler divergence ensures computational efficiency,
enabling practical application in ATM systems. These complexity maps pro-
vide critical insights into traffic patterns and systemic responses, supporting
strategic management.

In conclusion, this dissertation propose efficient approaches to solve some
problems in ATM, especially in flight trajectory prediction, and air traffic
complexity assessment.

Keywords: Air traffic management, Air traffic complexity, Neural net-
works, Prediction of trajectories, Information geometry, Maximum Entropy.
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Chapter 1

Introduction

This chapter illustrates a comprehensive exploration of air traffic complexity,
delving into the intricate operational dynamics of air traffic management. It
includes a detailed analysis of the factors that contribute to the heightened
complexity of air traffic, as well as an intensive discussion of the metrics used
to assess this complexity. This discussion is the foundational motivation for
our study, which is presented together with the objectives and scope outlined
in the dissertation. The significance of our contributions is briefly addressed
here, with a more detailed examination to follow in subsequent chapters.
Additionally, we provide an overview of the thesis structure to clarify its
organization and progression.

1.1 Motivation

In the context of air traffic management (ATM), the growing demand for
airspace has placed unprecedented pressure on existing systems. This expo-
nential growth in airspace demands not only highlights the critical need for
enhanced safety measures but also requires efficient optimization of airspace
to accommodate increasing air traffic volumes.

Air traffic management faces numerous complex challenges that impact
operational efficiency and safety. The structure of current airspace configura-
tions, characterized by rigid layouts and fixed sector divisions, significantly
contributes to congestion and inefficiencies. This complexity encompasses
both physical aspects, such as airport layouts and airway structures, and
operational dynamics involving the intricate interactions of aircraft within
these frameworks [68].



Human factors further exacerbate these challenges, as air traffic con-
trollers (ATCOs) manage traffic within designated sectors while grappling
with cognitive limitations and the increasing complexity of traffic patterns [36].
The uneven distribution of traffic and the inflexible configuration of airspace
sectors create congestion hotspots, necessitating strategic management strate-
gies to optimize airspace usage and mitigate safety risks [63].

Within the broader context of air traffic complexity, accurate prediction
of aircraft trajectories is crucial. ATM systems must ensure precise trajec-
tory forecasts to maintain safe separation standards and prevent potential
collisions [98]. However, trajectory prediction is affected by inherent uncer-
tainties, particularly influenced by dynamic meteorological conditions such
as wind. These uncertainties arise from incomplete data and model inaccura-
cies in numerical weather prediction, which affect the velocity and precision
of trajectory forecasts [40].

The complexity of trajectory prediction is further compounded by the
nonlinear dynamics of atmospheric interactions, making it challenging to
reliably predict aircraft paths under varying conditions. Existing conflict
resolution methodologies often struggle to adequately account for these un-
certainties, risking violations of safety standards during real-time operations.

Addressing uncertainties in trajectory prediction is essential for enhanc-
ing conflict resolution methodologies and ensuring robust air traffic man-
agement. By developing methods that accurately estimate and incorporate
uncertainty into trajectory forecasts, more resilient and adaptive solutions
can be implemented to maintain safety and efficiency in increasingly con-
gested airspace environments.

The complexities of ATM systems demand innovative methodologies to
effectively address the challenges posed by escalating air traffic congestion.
Recognizing the critical role of accurate air traffic complexity analysis in
enhancing operational efficiency and safety, this thesis endeavors to introduce
novel approaches for analyzing and managing air traffic complexity.

Addressing the uncertainties inherent in ATM is imperative for devel-
oping robust and adaptive solutions that ensure safe and efficient air traffic
operations. By accurately assessing air traffic complexity, it becomes possible
to identify congestion hotspots, optimize airspace utilization, and mitigate
potential safety risks.



Through empirical analysis and theoretical inquiry, this study seeks to
provide insights into the complexities of ATM and inform the development
of strategies to address operational challenges in ATM systems. By offering
innovative methodologies for analyzing air traffic complexity, this thesis aims
to contribute to the advancement of ATM practices, ensuring the safety and
efficiency of air travel in increasingly congested airspace environments.

1.2 Background

Air traffic management (ATM) is a critical system that ensures the safety and
efficiency of air travel globally. ATM encompasses a wide range of services
including air traffic control, which manages the movement of aircraft on the
ground and in the air; air traffic flow management (ATFM), which regulates
the flow of aircraft to prevent congestion; and ATM, which involves the
strategic organization of airspace to optimize its use [40]. Together, these
components work to maintain safe separation between aircraft and manage
the complex dynamics of air traffic.

The growth in air traffic has led to increased congestion and complexity
within airspace systems. This is particularly evident in regions with dense
air traffic, such as Europe. The dense network of flight paths in these areas
highlights the challenges faced by modern ATM systems in managing high
volumes of traffic. Such congestion necessitates the implementation of ad-
vanced methodologies to ensure aircraft maintain safe separation distances
and to prevent conflicts.

Figure 1.1 illustrates the one-day traffic density of trajectories across Eu-
rope on two specific years: 2019 (see Figure 1.1a) and 2024 (see Figure 1.1b).
A comparative analysis of these images reveals a significant increase in traf-
fic density over the five-year period from 2019 to 2024, demonstrating the
increased complexity and congestion within European airspace.

Effective trajectory prediction is essential for managing air traffic and
preventing collisions. Predicting the future positions of aircraft allows air
traffic control to anticipate potential conflicts and take preemptive measures.
However, trajectory prediction is inherently complex due to various sources of
uncertainty, particularly those related to meteorological conditions. Winds
and other atmospheric factors can significantly affect aircraft velocity and
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Figure 1.1: One-day traffic density of trajectories across Europe [96].

direction, leading to deviations from planned paths [98]. Understanding and
mitigating these uncertainties are crucial for accurate trajectory prediction.
Meteorological conditions, especially winds, are a major source of uncertainty
in trajectory prediction. Numerical weather prediction models often suffer
from inaccuracies due to incomplete atmospheric data and model limitations.
These uncertainties are further amplified by the nonlinear and chaotic na-
ture of atmospheric dynamics, making simple statistical methods inadequate
for accurate representation [40]. This can lead to errors in predicting the
velocity and trajectory of aircraft, complicating the task of maintaining safe
separation.

Numerous methods have been developed to resolve potential conflicts
between aircraft. These approaches generally involve predictive modeling
to forecast aircraft positions and algorithms to suggest corrective actions.
However, many traditional methods do not fully account for the dynamic
uncertainties inherent in trajectory predictions, resulting in solutions that
may be sensitive to perturbations and increasing the risk of separation stan-
dard violations [98].

Air traffic complexity refers to the intricate interactions and dynamics
of aircraft within airspace. It includes factors such as the number and types
of aircraft, their velocities, trajectories, and the various environmental and
operational conditions that affect their movements. In contrast, airspace
complexity involves the structural aspects such as the number and location
of airports, airways, and air traffic control sectors [36]. Both forms of com-
plexity are interrelated and must be managed effectively to ensure efficient
and safe airspace operations. In this study, we focus how to estimate the air
traffic complexity.



Air traffic complexity is a multifaceted concept crucial for ATM, in-
volving various interdependent parameters. Despite extensive research, no
consensus on a single definition exists due to the numerous and highly cor-
related factors involved [89]. These parameters include airspace structure,
weather conditions, and technological factors. Complexity assessment tra-
ditionally relies on the subjective evaluations of air traffic controllers, but
there is a shift towards objective indicators based on various air traffic pa-
rameters [36, 89]. Key indicators include Aircraft Density, Dynamic Den-
sity, Interval Complexity, Fractal Dimension, Input/Output Approach, and
Lapunov Exponents, each with distinct strengths and limitations [68].

Traditional airspace structures are often rigid and lack the flexibility
to adapt to the dynamic demands of modern air traffic. This rigidity can
lead to inefficiencies and potential safety hazards, particularly in high-density
traffic areas. ATCOs manage traffic within these structures, but their ability
to handle large volumes of traffic is limited by cognitive constraints and
workload [68]. This highlights the need for more adaptable and responsive
ATM strategies.

Complexity maps have emerged as valuable tools for visualizing and
managing air traffic complexity. These maps provide detailed insights into
the operational dynamics within airspace, helping to identify areas of high
traffic density and potential conflicts [93]. By analyzing complexity maps,
ATCOs and other stakeholders can make more informed decisions about
aircraft routing and sector management, potentially reducing conflict risks
and improving operational efficiency.

Recent research has focused on developing advanced metrics and method-
ologies for evaluating air traffic complexity. For example, geodesic metrics
and other mathematical models have been used to quantify the level of dis-
order in aircraft trajectories. While various approaches are proposed to deal
with the air traffic complexity, only a few papers manage air traffic and re-
duce the risk of conflicts between aircraft. In 2009, Lee et al. [68] proposed
the strategy for optimizing the entry points of aircraft before reaching the
sector boundary based on a complexity map. They showed that complex-
ity map can provide a visual representation of how a system responds to
disturbances and can be used to identify key drivers of complexity and in-
form decision-making. In the context of ATM, complexity map can provide
valuable insights into the behavior of the system under different traffic con-



ditions (such as the entry point angle and heading of the entering aircraft)
and environmental factors (like convective weather), and help identify areas
where improvements can be made. By analyzing the complexity map, the
air traffic control system can identify areas of high traffic density or other
factors that may increase the risk of conflicts between aircraft [93]. In this re-
search, complexity maps are considered as an air traffic evaluation approach
which illustrate how to manage the sector’s conflicts based on the entering
aircraft. Unlike other approaches, Hong et al. proposed a new method called
Variance Quadtree-Based Map Building to manage the conflict by determin-
ing the best strategy when adding an aircraft into a sector. This can help
improve the safety and efficiency of air traffic control operations, as well as
reduce delays and improve overall airspace capacity [57]. In 2020, Juntama et
al. [63] used Kénig metric to build a complexity map to reduce and optimize
the air traffic for strategic 4D trajectory. Delahaye et al. [36] quantify air
traffic complexity of a set of aircraft trajectories by approximating a metric
based on linear dynamical system which can fit a vector field as closely as
possible to the observed aircraft positions and speeds. Therefore, this system
can evaluate the local disorder of a set of trajectories in the neighborhood of
a given aircraft at a given time based on the eigenvalues of the matrix A as-
sociated with organized traffic situations, including the vertical strip around
the imaginary axis. It provides a nuanced understanding of how aircraft
interact within congested airspace.

This background provides a comprehensive overview of the key chal-
lenges and considerations in ATM. The increasing demand for airspace, the
complexities of trajectory prediction, and the rigid structure of traditional
ATM systems underscore the need for innovative approaches. This research
aims to address the critical gaps in trajectory prediction, heading angle dis-
tribution reconstruction, and air traffic complexity management. By tack-
ling these issues, the primary objective of this research is to introduce novel
methodologies aimed at enhancing the understanding and management of
air traffic complexity in ATM systems. Specifically, the research seeks to
address the following objectives:

» Propose a novel approach to enhance the accuracy and robustness of
flight trajectory prediction.

o Investigate methodologies for reconstructing heading angle distribu-
tions accurately to improve ATM.



e Propose a new metric to build and evaluate air traffic complexity map,
thereby improving safety and efficiency in ATM.

e Develop a method to estimate instantaneous aircraft density at the pre-
strategic stage and adapt it for broader applications, including species
distribution modeling.

By achieving these objectives, this research aims to contribute to the
advancement of knowledge and practices in ATM, thereby promoting a safer,
more efficient, and more resilient airspace environments. Through empirical
analysis and theoretical inquiry, this study attempts to provide insights into
the complexity of air traffic and inform the development of strategies to
address operational challenges in ATM systems.

1.3 Air traffic complexity

Air traffic complexity refers to the intricacy and difficulty involved in man-
aging air traffic within a given airspace. This complexity arises from various
factors including the number of aircraft, their performance characteristics,
the structure of airspace, weather conditions, human factors, and technolog-
ical advancements. Complexity in air traffic can be spatial, temporal, and
influenced by dynamic interactions between different elements.

Understanding air traffic complexity is crucial for ensuring the safety
and efficiency of ATM. High complexity can lead to increased workload for
air traffic controllers, higher chances of conflicts, and potential delays. By
understanding and managing complexity, it is possible to optimize air traffic
flow, enhance safety, and improve overall operational efficiency.

Air traffic complexity is an objective and critical measure for deter-
mining the operational state of a given airspace. It is a concept used to
assess the difficulty of handling the air traffic situation. Air traffic com-
plexity is a multi-faceted subject that has received a great deal of attention
in the aviation industry. Many researchers have identified several factors
that contribute to airspace’s inherent complexity, such as the diversity of
aircraft types and capabilities, the various types of airspace classifications,
the presence of numerous air traffic control systems, unpredictable weather
patterns, and varying levels of air traffic volume. In addition, the frequency
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of aircraft travelling through a specific sector over a given time period is
referred to as air traffic density or congestion. Higher air traffic congestion
can make possible air traffic accidents, so that more stringent monitoring
becomes necessary. The increase in complexity might have a negative affect
on the controller’s decision-making ability, resulting in more errors. Thus,
so-called hot-spots of air traffic congestion necessitate controllers to deter-
mine whether conflict avoidance or modification is required for any planned
trajectories. The measuring of air traffic complexity is a significant issue in
this regard.

In recent years, there has been a growing interest in developing meth-
ods to assess the complexity of air traffic. This has led to a variety of ap-
proaches to evaluate air traffic complexity which can be broadly categorized
into three major groups, including geometry-based approaches, agent-based
models, and machine learning techniques listed in Figure 1.2.

Sector complexity index
Conflict detection rate
Trajectory density
Robust extension

Geometry-based:
Neural Networks

. Assess geometric
Decision tree

* Multi-agent systems

* Support Vector Machine features * Cellular automata
* Probabilities modeling * Game theory
i A * Behavioral models
. and inference Machine
learning:
e Agent-based:
Predict flows, )
EHELiil s, Model flight
identify ,
. behavior and
conflicts, . .
A interactions
optimize
control.

Figure 1.2: Some proposed approaches to evaluate the air traffic complexity.

Geometry-based approaches focus on quantifying the geometric features
of airspace, such as the number of sectors, conflicts, and aircraft trajecto-
ries. Typically, geometry-based approaches utilize the geometric properties
of airspace sectors, such as their size, shape, and orientation. Some common
geometry-based approaches include sector complexity index, conflict detec-
tion rate, and trajectory density. The specific number of metrics used in
geometry-based approaches such as proximity [37], convergence [37], Grass-
mannian metric [38], Koénig [63], fractal dimension [83], Robust extension
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[119]. While these metrics have proven effective in simple scenarios, they are
unsuitable for complex or large-scale applications. The approaches also fail
to account for spatial-temporal data [124]. The current work attempted to
overcome these challenges by implementing an air traffic complexity metric
based on linear dynamical systems. Numerous studies have examined traffic
structures and airspace geometries to demonstrate the efficacy of this ap-
proach to estimate metric for local disorder and interact the trajectory sets
in ATM. Its applicability derives from its efficiency, relative simplicity, and
mathematically predictable behavior. For example, topological entropy can
evaluate the air traffic complexity by capturing the connectivity and struc-
ture of the airspace [129, 39, 32]. Or Shannon entropy and Kullback-Leibler
divergence were proposed to capture the complexity of air traffic in both
spatial and temporal dimensions, and can be used to evaluate complexity at
different levels of air traffic control [132, 65].

Agent-based models use a simulation-based approach to model the be-
havior of individual aircraft and the interaction between them. This approach
considers various factors, such as weather, airspace structure, and traffic de-
mand, to assess the complexity of air traffic. Agent-based models have been
used to analyze ATFM and air traffic control procedures. Dynamic den-
sity [11, 67] only listed a few factors for dynamic density, and each one is
assigned a subjective weight. Aspects such as the quantity of aircraft, the
number of aircraft with heading changes greater than 15 degrees or speed
changes greater than 10 knots, the sector size, and others are taken into ac-
count. Some papers are related to the application of agent-based simulation
in various aspects of air traffic management such as simulating aircraft taxi-
ing operations [74], assessing unmanned aircraft systems integration in the
national airspace system [27, 127], evaluating and simulating air traffic flow
management strategies by [126, 128, 44, 46].

Machine learning techniques have become increasingly popular in the
field of air traffic complexity evaluation due to their ability to process large
amounts of data and extract patterns and relationships that may not be easily
identifiable through traditional analytical methods. These approaches have
been used in air traffic management to predict traffic flows, identify conflicts,
and optimize air traffic control procedures. For example, some researches de-
veloped machine learning techniques to evaluate air traffic complexity using
flight delay, cancellation, rerouting, and rescheduling [137], or using traffic
volume, density, and complexity level [69]. Other researches used machine



learning approach to predict and manage air traffic complexity by consid-
ering air traffic volume, flow, weather conditions, and airport capacity [21,
4, 28, 121, 137]. In 2023, Alharbi et al. (2023) [5] used CNN and LSTM
to predict the air traffic flow as well as compute the air traffic complexity.
The metrics used in the studies varied, including flight delay, cancellation,
rerouting, rescheduling, traffic volume, density, complexity level, air traffic
flow, weather conditions, and airport capacity. The papers highlighted the
potential of machine learning in accurately predicting and managing air traf-
fic complexity. However, limited data availability and potential biases in the
data were identified as potential limitations in some studies.

Hybrid approaches for air traffic complexity evaluation typically com-
bine two or more different techniques, such as geometric metrics, agent-based
models, or machine learning, in order to obtain a more comprehensive and
accurate understanding of the complexity of the airspace system. These ap-
proaches have become increasingly popular in recent years, as they allow for
a more nuanced evaluation of air traffic complexity that takes into account
both the geometric and dynamic aspects of the system. One notable ex-
ample is the hybrid approach proposed by Marwala and Nelwamondo, which
combines machine learning and agent-based methods for air traffic flow man-
agement. This method considers metrics such as delay, capacity, and safety,
providing a holistic view of air traffic complexity. However, it requires a
significant amount of data to train the machine learning models effectively,
highlighting the importance of robust data collection and management in air
traffic complexity assessment [81]. Another significant contribution is the
work of Arribas et al., they integrated geometric metrics (such as distance,
density, angle, and altitude difference) with machine learning techniques.
Their approach was validated using real air traffic data, demonstrating its
effectiveness in capturing the multifaceted nature of air traffic complexity.
By leveraging both geometric and data-driven insights, this hybrid method
enhances the accuracy and reliability of complexity evaluations, providing
valuable information for air traffic controllers and management systems [9].

Incorporating hybrid approaches into air traffic complexity assessment
offers several advantages. They enable the integration of multiple data
sources and methodologies, resulting in a more detailed and robust analysis.
This, in turn, supports the development of more adaptive and responsive air
traffic management strategies, crucial for handling the increasing demands
of modern airspace operations.
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1.3.1 Factors contributing to air traffic complexity

Air traffic complexity is influenced by various factors that affect the manage-
ment and coordination of aircraft movements. Understanding these factors
is essential for improving the efficiency and safety of air traffic operations.

The design and organization of air routes are critical in determining air
traffic complexity. Air routes are predetermined paths that aircraft follow,
and their configuration can significantly influence traffic flow, congestion,
and the potential for conflicts. Efficiently designed air routes help manage
complexity by reducing bottlenecks and distributing traffic more evenly. Ad-
ditionally, airspace is divided into control sectors, each managed by a specific
air traffic control unit. The size, shape, and traffic volume of these sectors
greatly impact complexity. Smaller sectors with high traffic volumes or com-
plex geometries can increase the difficulty for controllers to manage aircraft
movements safely and efficiently.

Traffic density refers to the number of aircraft within a specific volume
of airspace at a given time. High-density areas, such as those near major
airports or busy air corridors, significantly increase complexity. Managing
high-density traffic requires precise coordination and efficient use of available
airspace to minimize conflicts and delays. Controllers must be adept at
handling a large number of aircraft simultaneously, ensuring safe separation
and smooth flow.

Different aircraft types have varying performance characteristics, includ-
ing speed, maneuverability, and size. These differences contribute to air
traffic complexity as controllers must consider the performance limitations
and capabilities of each aircraft when planning and coordinating movements.
Mixed traffic, involving both fast and slow aircraft, adds to the challenge,
requiring careful sequencing and spacing to maintain safety and efficiency.

Weather conditions, such as storms, turbulence, and low visibility, have
a substantial impact on air traffic complexity. Adverse weather can force
changes in flight paths, increase separation requirements, and lead to delays.
Seasonal variations also play a role, with certain times of the year posing more
significant weather-related challenges than others. Controllers and pilots
must adapt quickly to changing conditions to maintain safe and efficient
operations.
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Human factors, including the workload, decision-making processes, and
communication between air traffic controllers and pilots, are critical ele-
ments of air traffic complexity. High complexity can lead to increased stress
and fatigue among controllers, potentially impacting their performance and
decision-making abilities. Effective training, communication protocols, and
support systems are essential for managing these human factors. Ensuring
that controllers are well-prepared and supported can mitigate the impact of
high complexity on human performance.

Technological advancements, such as Automatic Dependent Surveillance-
Broadcast (ADS-B), Next Generation Air Transportation System (NextGen),
and the Single European Sky ATM Research (SESAR) initiative, profoundly
impact managing air traffic complexity. These technologies enhance situa-
tional awareness, improve communication, and provide more accurate and
timely information, helping to reduce complexity and improve efficiency. By
leveraging these advancements, air traffic management can become more
proactive and adaptive, ensuring smoother and safer operations.

Given these factors, accurately determining the complexity of airspace
is crucial for effective air traffic management. Understanding complexity
helps in resource allocation, workload distribution, and strategic planning,
ensuring that both safety and efficiency are maintained. Among the factors
discussed, traffic density is often the most influential, as it directly impacts
the number of aircraft that must be managed simultaneously, thus driving
the need for precise coordination and effective use of airspace. Identifying
and addressing areas of high complexity allows for targeted improvements
and innovations in air traffic control strategies.

1.3.2 Air traffic complexity metrics

In a control sector, the control workload increases non-linearly with the num-
ber of aircraft. There exists a threshold beyond which controllers can no
longer accept additional aircraft, necessitating rerouting through less con-
gested neighboring sectors. This state, known as sector saturation, must be
avoided as it leads to cumulative overloading in preceding sectors, potentially
backing up to departure airports. Estimating the saturation threshold is com-
plex and depends on factors such as route geometry, sector layout, aircraft
distribution, and controller performance. A widely accepted threshold is 3
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conflicts and 15 aircraft per sector, with a maximum duration of 10 minutes
to avoid excessive controller stress, ensuring optimal safety conditions.

Control workload measurement is critical in many areas of ATM, as
it underpins optimization processes. Applications include airspace com-
parison (United States-US/Europe), validation of future concepts SESAR,
NEXTGEN, analysis of traffic control action modes, sectorization optimiza-
tion, and traffic assignment optimization. Additionally, it is essential for
determining congestion pricing zones, developing organic control assistance
tools, generating 4D trajectories, and predicting congested zones.

Currently, the operational capacity of a control sector is measured by
the maximum number of aircraft traversing the sector within a given time
frame. This metric does not account for traffic orientation, treating struc-
tured and disordered traffic equally. Thus, controllers may accept traffic
exceeding operational capacity in structured scenarios while rejecting traffic
in disordered scenarios even if capacity is not reached. Therefore, measuring
the number of aircraft per unit time is an insufficient metric for representing
the difficulty of a traffic situation.

Ideally, a metric should precisely measure the mental effort required to
manage a set of aircraft. While challenging, complexity metrics extending
beyond simple aircraft counts are possible. Two essential notions are:

o Control Workload: Measures the difficulty for the traffic control
system, whether human operators or automated processes, to manage
a situation. This workload is linked to cognitive processes such as
conflict prediction and resolution, and trajectory monitoring.

o Traffic Complexity: Intrinsically measures the complexity of a traf-
fic situation, independent of the managing system, based solely on
trajectory geometry. This complexity is linked to sensitivity to ini-
tial conditions and conflict interdependencies. Uncertainty in positions
and speeds complicates future trajectory predictions, sometimes expo-
nentially increasing, making reliable extrapolation difficult. Conflict
resolution can generate new conflicts, influenced by trajectory mixing
levels. As illustrated in Figure 1.3, traffic situations vary in difficulty
based on predictability and trajectory interdependency levels. For ex-
ample, in a context where radar imaging equipment fails, the situation
on the right would attract immediate attention due to its difficulty
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in conflict prediction and high trajectory interdependency. The mid-
dle situation, though presenting significant conflict risk, is manage-
able by giving a uniform direction to all aircraft to place them in safe
roundabout trajectories. The left situation, with its non-challenging
trajectories and stable relative distances, presents minimal immediate

difficulties.
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Figure 1.3: An example of three traffic scenarios classified in order of in-
creasing complexity [38].

Research into air traffic complexity metrics has gained considerable
attention in recent years, particularly in the US and Europe. The first
projects began in Germany in the 1970s, and the subject has since devel-
oped. Currently, National Aeronautics and Space Administration (NASA),
Massachusetts Institute of Technology, and Georgia Tech are working on
the NextGen project in the US, while in Europe, Direction des Services de
la Navigation (DSNA), Deutsches Zentrum fiir Luft- und Raumfahrt (Ger-
man Aerospace Center), and Nationaal Lucht- en Ruimtevaartlaboratorium

(Netherlands Aerospace Centre) are involved in similar activities related to
SESAR.

Thus, metrics are essential for measuring and managing air traffic com-
plexity. They provide quantitative data that can be analyzed to understand
the level of complexity in a given airspace and to develop strategies for man-
aging it. Different metrics focus on various aspects of complexity, offering a
comprehensive view when used together. In this chapter, we will present the
following three approaches to measure air traffic complexity:
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o Flow-based metrics.
o Geometry-based metrics.

¢ Dynamic-based metrics.

Flow-based metrics

The flow-based metrics measures complexity based on traffic flow and den-
sity. It focuses on the number of aircraft passing through a specific area over
a period and the interactions between these aircraft. Traffic density metrics
measure the number of aircraft within a defined airspace volume, while the
traffic flow rate assesses the rate at which aircraft enter and exit a specific
sector or route. Flow-based metrics are particularly useful in high-density
airspaces, such as those around major airports. Monitoring traffic density
can help identify potential bottlenecks and enable proactive management to
prevent congestion. Flow-based metrics are straightforward and easy to in-
terpret, making them useful for quick assessments. However, they may not
capture the full complexity of interactions between aircraft or account for
dynamic changes in traffic patterns.

Geometry-based metrics

The geometry-based metrics (based on the geometric distribution of speed
vectors in the airspace) focuses on the spatial aspects of air traffic complex-
ity. It considers the positions, trajectories, and separation distances between
aircraft. Proximity measures evaluate horizontal and vertical separation be-
tween aircraft, while conflict probability assesses the likelihood of potential
conflicts based on current trajectories. Geometrical metrics are particularly
useful in sectors with complex airspace structures. For example, evaluating
proximity measures can help ensure safe separation distances are maintained,
reducing the risk of conflicts. Geometrical metrics provide detailed insights
into spatial relationships between aircraft, offering a clear picture of poten-
tial conflicts. However, they can be complex to calculate and may require
advanced tools and software for accurate assessment.
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Dynamic-based metrics

The dynamic-based metrics using a dynamic system (linear or non-linear)
to model air traffic focuses on the temporal aspects and changes in traffic
patterns over time. It considers how traffic evolves and the stability of traffic
flows. Temporal stability assesses how stable traffic patterns are over time,
while the rate of change in traffic patterns measures the speed at which traffic
patterns change, indicating potential volatility. Dynamical metrics are useful
in managing air traffic during peak periods or unexpected disruptions. For
example, assessing temporal stability can help predict and manage traffic
surges, ensuring smoother operations. Dynamical metrics provide insights
into the temporal dynamics of air traffic, helping to anticipate and manage
fluctuations. However, they can be challenging to interpret without compre-
hensive data and may require sophisticated analytical tools.

Accurately measuring air traffic complexity is crucial for effective air
traffic management. Metrics enable air traffic controllers and planners to
allocate resources efficiently, distribute workloads effectively, and implement
strategic planning to maintain safety and efficiency. Among the various met-
rics, those related to traffic density often have the most significant impact,
as they directly influence the number of aircraft that need to be managed si-
multaneously. Understanding and utilizing these metrics allows for targeted
improvements in air traffic control strategies, helping to address areas of high
complexity and enhance overall ATM.

1.4 Contributions

Here, we contribute to resolve the following challenges: First and foremost,
in the context of flight trajectory prediction, ensuring high accuracy is piv-
otal for effective air traffic management. FExisting methods often struggle
to capture the intricate spatial and temporal dependencies inherent in flight
data, leading to sub-optimal prediction performance.

Additionally, reconstructing the heading angle distribution plays a cru-
cial role in understanding the directional dynamics of airspace traffic. How-
ever, traditional approaches fail to provide a comprehensive framework for re-
constructing these distributions accurately from observed or simulated data.
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Moreover, assessing spatial traffic complexity is essential for optimizing
ATM strategies. Current methodologies lack a systematic approach to quan-
tify the intricate spatial relationships within airspace, hindering efforts to
improve overall airspace efficiency and safety.

The four key contributions of the thesis are:

1. A method named BayesCoordLSTM for enhancing flight trajectory
prediction performance. In BayesCoordLSTM method, a coordinate
transformation step was proposed to convert the flight trajectory co-
ordinates into cylindrical coordinates. Then, we proposed to use a
hybrid Convolutional Neural Network (CNN) and Long Short-Term
Memory (LSTM) architectures to capture spatial features and tempo-
ral dependencies of flight data. Finally, Bayesian theorem that provides
a powerful framework for incorporating prior knowledge and updating
predictions based on new information was employed. Bayesian theorem
allows for a more nuanced and probabilistic approach to trajectory pre-
diction. Using Bayesian theorem can better estimate the uncertainties
inherent in trajectory predictions and develop more effective strategies
for managing air traffic in increasingly congested airspace. Experimen-
tal results on a real dataset confirm that the proposed model enhances
predictive capabilities, providing probabilistic trajectory forecasts with
increased reliability.

2. A method for constructing spatial traffic complexity maps grounded in
the Maximum Entropy principle: This contribution addresses the chal-
lenge of reconstructing heading angle distributions from observed or
simulated data. By employing the principle of Maximum Entropy, this
methodology incorporates statistical estimation of Fourier coefficients
to assess density and employs Mahalanobis distance to optimize den-
sity via partially finite convex programming. Our approach enables the
precise reconstruction of heading angle distributions, offering valuable
insights into the directional behavior and dynamics of air traffic flow.
The resulting probability distributions are then used to produce spatial
complexity maps, which provide a visual and analytical representation
of air traffic complexity. These maps can be instrumental in identi-
fying areas of potential congestion and in guiding traffic management
strategies to ensure the safe and efficient movement of air traffic. The
detailed information are to be exploited to produce complexity maps,
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as explained in the next point. The resulting probability distributions
are to be exploited to produce complexity maps, as explained in the
next point.

. A method for building a spatial complexity map: This contribution
presents a systematic framework for assessing spatial traffic complexity
within airspace. This methodology to assess local air traffic complex-
ity using the Maximum Entropy principle and information geometry
on generalized von Mises distributions. Utilizing information geom-
etry, it computes geodesic distances to the uniform distribution and
creates complexity maps by using Composite Complexity Index that
evaluate an index combining angular distribution and traffic intensity.
These maps offer a nuanced understanding of air traffic complexity, en-
abling more informed ATM strategies. Our approach demonstrates the
numerical efficiency and effectiveness of the strategy with real data.

. A method for reconstructing spatial density based once again on the
Maximum Entropy principle. This is a fairly general method, which
could be used in ATM for the reconstruction of instantaneous aircraft
density in airspace, at the pre-strategic stage. This method largely uti-
lizes the tools from the chapter on the reconstruction of angular den-
sities, but their use differs significantly. The developed approach not
only addresses the unique requirements of spatial density reconstruc-
tion in aviation but is also versatile and adaptable, making it suitable
for a broad range of other applications in statistics. For instance, it
could be effectively employed in environmental studies for the mod-
eling and prediction of species distributions across different habitats,
thereby highlighting its versatility beyond aviation.

1.5 Structure of the thesis

The thesis is organized as follows: Chapter 2 introduces an new method to
predict flight trajectories, named BayesCoordLSTM. It is a hybrid model that
transforms coordinate and applies Bayesian theorem into the ConvLSTM
models. The proposed model leverages the spatial features gleaned by the
CNN architecture and the temporal dependencies captured by LSTM to en-
hance the accuracy of trajectory predictions. By incorporating Bayesian the-
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orem, our model provides a probabilistic trajectory forecasts and associated
confidence levels while coordinate transformation enhances spatial awareness
and predictive capabilities. We test on the flight data collected from the
Hartsfield-Jackson Atlanta International Airport (ATL). Our experimental
results demonstrates the effectiveness of the proposed BayesCoord LSTM-
based approach in improving flight trajectory prediction accuracy, with a fo-
cus on Mean Absolute Error (MAE) and Root Mean Square Error (RMSE)
values. The integration of the Bayesian theorem and Coordinate transfor-
mation into ConvLSTM models represents a substantial advancement in the
field of flight trajectory prediction.

An important issue in air traffic management is the construction of traf-
fic complexity maps. Observed or simulated data provide a statistical sample
of trajectory angles. The underlying angular density is a crucial component
in assessing local complexity. In Chapter 3, we propose a Maximum Entropy
method for reconstructing the angular densities. These densities are con-
strained by the estimation of there Fourier coefficients. Accounting for the
statistical properties of moment estimation is achieved by using the square of
the Mahalanobis distance between statistical data and Fourier coefficients of
the sought density as the data fitting term. Partially finite convex program-
ming is then implemented to compute the optimal density. The cornerstone
of this approach, enabling a rigorous treatment of variational aspects of the
chosen method, is an infinite-dimensional version of Fenchel’s duality theo-
rem, coupled with results on the conjugacy of integral functionals. We also
discuss the numerical aspects of our approach and present some simulations
and reconstructions from simulated data.

In order to define and compute the air traffic complexity map, we use
information geometry. Chapter 4 focuses on the methodology for building
air traffic complexity maps by using the geodesic distance between the Max-
imum Entropy densities obtained in the previous chapter and the uniform
distribution, which corresponds for a given density of traffic to the maximal
complexity. We also test on real flight data, demonstrates robustness, with
alternative criteria possible by comparing heading distributions at grid cell
boundaries. Our strategy for building complexity maps is both numerically
efficient and effective in capturing air traffic complexity.

In Chapter 5, we develop a Maximum Entropy approach to the eval-
uation of spatial density. This methodology extends upon previous contri-

19



butions in the field, particularly those related to the modeling of species
distribution. However, it introduces significant refinements by avoiding the
discretization of the sample space, thus allowing for a more continuous and
precise representation of spatial density. This continuous approach provides
a more accurate framework for analyzing complex spatial patterns, which is
particularly valuable in various scientific and engineering applications. While
this chapter focuses primarily on the theoretical development and demonstra-
tion of the methodology, its potential use in ATM, particularly for optimizing
airspace utilization and enhancing safety, will be explored and expanded upon
in future work.

Finally, Chapter 6 provides a summary of the thesis, gives conclusions
and potential research directions based on the presented results and method-
ologies that were explored.
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Chapter 2

Applying the Bayesian method
to improve flight trajectory
prediction

Flight trajectory prediction is essential for aviation, playing a key role in effi-
cient air traffic management and ensuring safe flight operations. Traditional
methods often struggle to manage the complex spatio-temporal dependencies
and uncertainties inherent in aviation data. In this study, we propose a novel
approach, BayesCoordLSTM, for trajectory prediction. This hybrid model
combines Convolutional LSTM (ConvLSTM) with the Bayesian method and
coordinate transformation. ConvLSTM leverages CNN architecture to ex-
tract spatial features, while LSTM captures temporal dependencies. By in-
corporating the Bayesian method, our model offers probabilistic trajectory
forecasts with associated confidence levels. Additionally, coordinate trans-
formation enhances spatial awareness and predictive accuracy. Experimental
results show that the BayesCoordLSTM model significantly improves predic-
tion accuracy, as indicated by MAE and RMSE metrics. The integration of
the Bayesian method and coordinate transformation into ConvLSTM models
represents a significant advancement in flight trajectory prediction.

2.1 Introduction

Deep neural networks (DNNs) are extensively applied in various domains,
including safety-critical areas such as self-driving automobiles and security
systems that use face and image recognition. However, DNNs are consid-
ered as deterministic models because all unknown parameters, such as net-
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work weights, biases, and model predictions, are single point-estimates. This
determinism necessitates a large dataset for training, which makes convolu-
tional neural networks (CNNs) vulnerable to overfitting on small datasets.
Consequently, DNNs may perform well on training data but fail to general-
ize to new data, leading to overconfidence or uncertainty in their predictions.
This issue can be addressed using the Bayesian method.

The Bayesian method has become crucial for enhancing DNNs. In a Ba-
yesian model, the posterior distribution provides comprehensive information
about unknown parameters given the data. Various techniques, including
Markov Chain Monte Carlo (MCMC), Laplace approximation, expectation
propagation, and variational inference, have been employed to approximate
the posterior distribution. These methods make Bayesian models robust
to overfitting, capable of estimating uncertainty, and effective at learning
from smaller datasets. Variational inference, in particular, minimizes the
Kullback-Leibler divergence between a proposed approximate posterior and
the true unknown posterior distribution of the weights, addressing the in-
tractability of the exact Bayesian method.

In air traffic management (ATM), the increasing airspace demand puts
pressure on current systems to ensure aircraft maintain safe separation stan-
dards to avoid collisions [40]. This necessitates accurate predictions of air-
plane orbits in the near future [98]. However, this is challenging due to the un-
certainty inherent in predicting aircraft trajectories. Therefore, understand-
ing and managing this uncertainty is crucial in ATM, where meteorological
factors, especially winds, represent significant sources of uncertainty. Uncer-
tainty in weather forecasts arises from inadequate or inaccurate knowledge
of the atmosphere’s state at the time of prediction and the uncertainties of
the model [40]. These uncertainties propagate through nonlinear and chaotic
atmospheric dynamics, making simple statistical characterization inadequate
for depicting prediction uncertainty. Consequently, these factors can affect
aircraft velocity and the accuracy of trajectory predictions. Most methods
for flight conflict resolution do not account for this uncertainty. As a result,
they produce solutions like collision-free flight routes that are vulnerable to
disturbances and increase the risk of violating separation standards.

As air transport data volumes increase, novel analysis techniques and
operational strategies are crucial in ATM for more precise trajectory predic-
tion models. However, uncertainties, including weather and unknown vari-
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ables from un-modeled actors, remain significant challenges in predicting
flight trajectories [88]. Researchers have explored many approaches, from
physics-based methods relying on flight dynamics to data-driven methods
using machine learning algorithms to analyze historical data [70]. As de-
mands on ATM grow and the need for more accurate predictions intensifies,
there is a rising interest in data-driven approaches to overcome the limita-
tions of traditional methods. One significant challenge in predicting aircraft
trajectories is the uncertainty arising from factors such as changing weather
conditions. Many researchers utilize the Bayesian method to quantify uncer-
tainty in predicting time-series data, including flight trajectory prediction in

ATM.

Despite significant advancements in trajectory prediction, data-driven
approaches remain susceptible to overfitting and often struggle to generalize
well to new and unseen flight patterns. Furthermore, information about
an aircraft position, altitude, and heading is typically processed relative to
a reference point, making coordinate transformation essential for accurately
understanding and predicting aircraft trajectories. In this chapter, we aim to
improve flight trajectory prediction accuracy by integrating Bayesian theory
and coordinate transformation in a proposed model called BayesCoord LSTM.
The primary contributions of this study can be summarized as follows:

o Coordinate transformation. By adopting coordinate transforma-
tion, the model gains a significant advantage in spatial awareness and
predictive capabilities. This transformation enhances the model’s un-
derstanding of the spatial aspects of aviation trajectories, allowing it
to effectively relate positions and headings to a reference point. As a
result, the model is able to make more accurate predictions.

« Bayesian integration. We apply the Bayesian method to update
the weights of hyperparameters in a hybrid prediction method that
combines CNN and LSTM. The 1D convolutional layer of the CNN
extracts spatial features, while the LSTM captures the temporal fea-
tures of the flight dataset. By incorporating Bayesian principles, our
model effectively handles uncertainty in predictions, offering probabilis-
tic trajectory forecasts along with confidence levels. This comprehen-
sive approach not only enhances predictive accuracy but also optimizes
hyperparameters.
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o Empirical validation. We test our model on a real dataset and
compare its prediction performance with three models, including 3D-
CNN [95], CNN-Gated Recurrent Unit (GRU) [106], and a combination
of CNN-GRU with 3D Convolution (CG3D) [107]. The analysis high-
lights the superior accuracy and robustness of our proposed model in
flight trajectory prediction, demonstrating its practical utility in ATM.

The remainder of this chapter follows this structure: Section 2.2 presents
a brief literature review on flight trajectory prediction. Some basic informa-
tion of LSTM are presented in Section 2.3. Section 2.4 illustrates our model
and the experimental results of a real flight dataset are presented in Sec-
tion 2.5. Finally, Section 2.6 summarizes the conclusions and outlines future
works in this field.

2.2 Literature review

In recent years, the demand for air travel has significantly increased, leading
to congestion in the control sectors. With the rapid increase in global air
traffic, particularly in high-density airspace regions, ensuring the safety and
efficiency of air transportation has become a critical challenge. Air traffic
control is a service provided by ground-based controllers who direct aircraft
on the ground and through controlled airspace, and can provide advisory
services to aircraft in non-controlled airspace.

The primary purpose of air traffic control is to prevent collisions, orga-
nize and expedite the flow of air traffic, and provide information and other
support for pilots. This involves enforcing traffic separation rules to ensure
that each aircraft maintains a minimum amount of empty space around it
at all times. Despite advancements, tactical air traffic control decisions to
ensure safe separation between aircraft are still made by human controllers,
similar to practices from 50 years ago [113, 15, 33].

According to the Federal Aviation Administration (FAA) and Euro Con-
trol Action Plan 16 (AP16), a trajectory is defined in four dimensions: lati-
tude, longitude, altitude, and time. Due to factors such as airspace conges-
tion, weather conditions, temporary military activities, and airspace restric-
tions, the actual and planned flight paths often differ (see Figure 2.1).

24



Top of descent

Convective
e —
weather |

Departure
procedure

%/

~= —

I

|
I — I
| i— '
| ‘ .
| % / Merge poirkt
L e I
~ s -~

—_—

-

~—— e - —~— —_— -

Departure Airport Destination airport
— — — — Planned route -Actual flight route <} Waypoint

Figure 2.1: Different stages of a flight [135].

As part of ATM, ATFM provides services that complement air traffic
control. ATFM aims to ensure an optimal flow of air traffic through ar-
eas where demand exceeds capacity, thus protecting air traffic control from
overload situations that could compromise safety [3, 72]. Accurate flight tra-
jectory prediction is vital for preventing traffic jams and collisions, optimizing
airspace utilization, and mitigating congestion challenges [136].

Flight trajectory prediction involves estimating a flight’s future posi-
tion, altitude, heading, and speed based on historical data and current state.
There are two main types of trajectory prediction: strategic and tactical pre-
dictions. Strategic prediction forecasts possible future trajectories based on
flight plans, weather forecasts, and historical patterns, while tactical predic-
tion incorporates dynamic information like current flight status and airspace
congestion. Additionally, trajectory prediction can be categorized into short-
term and medium to long-term based on the time scale [125].

e Short-term prediction. This involves predicting the flight trajec-
tory over a period of a few minutes or less. Due to the brief forecast
period, detailed information about weather conditions and long-term
flight intentions is not required. However, assumptions such as fixed
aircraft control and constant rotational speed are necessary. These
assumptions are valid for a shorter propagation period, enhancing pre-
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diction accuracy while reducing the size of the prediction interval. This
type of prediction facilitates immediate conflict risk detection, allowing
for effective conflict resolution. Additionally, accurate trajectory pre-
dictions can support the generation of viable alternative trajectories,
accommodating existing constraints.

e Medium to long-term prediction. This involves predicting the
flight trajectory over a period of ten minutes or more. Due to the ex-
tended prediction horizon, it requires essential information such as long-
term flight intentions, environmental data, flight performance data, and
navigation data. The inherent uncertainties in these inputs can reduce
prediction accuracy and extend the prediction period. The primary
purpose of this type of prediction is to assess airspace flow and develop
flight plans by the aircraft operations center or flight control center.

Trajectory prediction methods can generally be categorized into two
primary approaches: physics-based methods and data-driven approaches.

Physics-based methods rely on classical mechanics and aerodynamics
principles to model flight motion. These methods use mathematical equa-
tions to describe the dynamics of a flight, taking into account forces like lift,
drag, thrust, and gravity. In this approach, the trajectory prediction is based
on the flight dynamics model, motion characteristics, and the Markov prop-
erty of its state [136]. This approach is highly solvable and performs well in
short-term predictions, especially for large flights with relatively stable mo-
tion parameters. The next moment’s state of the flight is closely linked to its
current state, following the principles of Markov theory [123]. For instance,
researchers frequently apply the Kalman Filter to estimate future trajecto-
ries based on noisy measurements [138]. These approaches provide valuable
insights into flight dynamics and are often employed for trajectory estimation
under controlled and predictable conditions. However, as the prediction time
span increases, the error in these state estimation models tends to escalate
rapidly [136].

In the context of air traffic control, short-term trajectory predictions
(typically up to 6 seconds on radar screens) rely on extrapolating speed
trends using simple state estimation models. Ongoing efforts aim to improve
accuracy in long-term trajectory predictions by addressing challenges related
to uncertainties and nonlinearities in flight dynamics over extended periods.
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Therefore, in recent years, data-driven approaches have gained popu-
larity, leveraging historical flight data and other relevant variables to learn
patterns and relationships. These patterns are used to create a data-driven
model, which is trained to represent the collective behavior of the trajec-
tories based on input features (e.g., past positions, velocities) and future
trajectory predictions using machine learning models. According to [35], al-
though machine learning is one of the most researched topics in computer
science, it has not yet been widely adopted by end-users in ATM domain.
This research demonstrates that the number of papers on machine learning
in ATM has significantly increased in the recent years, especially in predict-
ing and optimizing hotspots to avoid collisions and managing traffic flows
- one of the most consistent subjects of machine learning in ATM. Using
the machine learning model, it can extract the common traits by learning
from extensive historical trajectory data. These techniques can also incor-
porate additional inputs such as aircraft performance, air route structures,
and environmental factors (data-to-data). Machine learning models consis-
tently provide accurate predictions and benefit from a wide range of trainable
parameters. Supervised learning, in particular, is a well-known approach
used by many researchers for trajectory prediction. By learning from large
datasets of historical trajectory data, these models can generalize and predict
future trajectories effectively. Furthermore, these methods can utilize flight
performance metrics, flight path structures, and environmental parameters
as additional inputs for enhanced trajectory prediction.

Machine learning algorithms consistently provide accurate predictions
and profit from a wide range of trainable parameters [34]. These approaches
often use filter-based methods [94, 130] or deep learning-based methods [107]
to extract the properties of data changes through data analysis to forecast
the trajectory. Recently, significant advancements have been made in flight
trajectory prediction through the use of advanced machine learning tech-
niques, particularly CNN and Recurrent Neural Network (RNN). Among the
various types of RNNs, LSTM networks have proven particularly effective
for handling sequences and time series data. In 2021, Shi et al. proposed a
constrained LSTM model specifically for predicting flight trajectories [111].
In their research, they defined three types of constraints: climbing, cruis-
ing, and descending/approaching phases. Their constrained LSTM model
incorporates these phase-specific constraints to account for the dynamic na-
ture of flight, ensuring both long-term dependencies and realistic physical
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constraints. Compared to a standard LSTM, this model significantly en-
hances prediction accuracy by maintaining trajectory continuity and effec-
tively managing sparse way points in flight data. Other methods applied the
Bayesian method in machine learning models: Graph Convolutional Network
to forecast the traffic flow in the next 15, 30, 45, and 60 minutes (SZtaxi
and Los-loop) [45], a deep Gaussian process [29], LSTM and the LSTM’s
variants, including gated LSTM [31], convolutional LSTM [110, 87, 108],
CNN-LSTM [73, 76], deep LSTM [87, 131, 30, 1], and sequence-to-sequence
LSTM [114]. CNNs, RNNs, and LSTMs were used to extract spatial fea-
tures from local regions and long-range dependencies in images, respectively.
These studies provide valuable references for the model architecture used in
this work.

LSTM networks are designed to handle sequential data and capture
temporal dependencies effectively, making them well-suited for tasks involv-
ing time series data. However, these models are not inherently equipped
to capture spatial features unless they are modified or combined with other
methods. In applications such as flight trajectory prediction, where both
temporal and spatial features are crucial, a standard LSTM may fall short
in adequately addressing spatial aspects. This is why additional constraints
or hybrid models that incorporate spatial information are often necessary.
In this context, CNN is more suitable for extracting spatial features. Hence,
a hybrid CNN and LSTM [76, 71] or combined CNN and GRU [107, 116]
approaches have been widely used in classification and prediction tasks. For
example, Shafienya et al. (2022) [106] compared various CNN-GRU models
for predicting 4D flight trajectories using ADS-B data. CNNs extract spa-
tial features from flight data, while GRUs capture temporal dependencies.
Combining CNNs with GRUs enhances prediction accuracy by effectively
capturing both spatial and temporal patterns. They subsequently extended
their research by combining a CNN-GRU with a 3D-CNN, which effectively
extracts spatial-temporal features for prediction [107]. However, a potential
drawback of their models is their reliance on large datasets for training and
evaluation, as well as the complexity involved in parameter tuning for the
combined CNN-GRU and 3D-CNN architectures.

Additionally, these approaches often learn to predict only specific types
of flight trajectories. To handle different trajectory types or routes, re-
searchers must retrain the model or adjust its parameters. Although ma-
chine learning has achieved significant advancements in trajectory prediction,
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it still has limitations, such as learning only specific types of trajectories.
Therefore, if the model needs to predict different types of flights or routes,
it must be retrained by adding or adjusting hyperparameters. This process
increases both the cost and the time required for retraining.

Moreover, in flight trajectory prediction, uncertainty can arise from fac-
tors such as weather conditions or unpredictable aircraft behaviors, as well
as from the data itself or the optimal values of model parameters. Failure to
capture these uncertainties can result in models that do not provide prob-
abilistic predictions or associated confidence levels, ultimately diminishing
prediction accuracy. This can have significant implications for safety and
performance in the aviation industry.

To address this problem, the Bayesian framework offers several advan-
tages: it accommodates various prior ranges, avoids costly computations,
integrates well with LSTM models for continuous-time responses, and effec-
tively handles large datasets. Many researchers have applied the Bayesian
method to various models, including Graph Transformers [88] and CNN-GRU
architectures [59]. This approach not only estimates model uncertainties but
also optimizes predictions to enhance performance [10, 2|.

In a 3D space, as aircraft move, information about their position, alti-
tude, and heading is processed relative to a reference point. Without coordi-
nate transformation, the model may not effectively capture the real spatial
understanding or accurately depict the complex variations in flight trajecto-
ries [118]. This limitation diminishes the accuracy and reliability of aircraft
position predictions. Therefore, integrating the Bayesian method with coor-
dinate transformation into these models enhances their capability to handle
flight trajectory predictions. This combination improves the model’s ability
to manage uncertainty, benefiting ATM by enhancing safety and efficiency,
and optimizing model parameters for better and more stable performance.

By learning from historical data, data-driven approaches can adapt to
changing conditions and improve the accuracy and reliability of flight path es-
timation. However, challenges such as generalizing from sparse data, dealing
with unpredictable weather conditions, navigating dynamic airspace struc-
tures, and achieving real-time prediction remain. To address these challenges,
integrating physics-based knowledge with data-driven techniques presents a
promising solution. This hybrid approach leverages the strengths of both
methods, offering enhanced prediction accuracy and reliability in ATM [70].
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2.3 Long Short-Term Memory

2.3.1 LSTM architecture

Long Short-Term Memory (LSTM) is an advanced variant of RNN introduced
by Hochreiter and Schmidhuber in 1997 [56]. The main purpose of LSTM is
to overcome the limitations of traditional RNNs, such as difficulties in learn-
ing and remembering long-term dependencies due to the vanishing gradient
or exploding gradient problems. LSTM allows neural networks to retain in-
formation for longer periods and learn long-term dependencies, which are
important for tasks involving sequential data, such as natural language pro-
cessing, speech recognition, and time series prediction. Figure 2.2 illustrates
the LSTM architecture.
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Figure 2.2: LSTM architecture [56].

The architecture of LSTM consists of a series of cells connected sequen-
tially, where each cell C at time step t is responsible for storing and updating
information from the previous time step (¢ — 1). The key improvement of
LSTM over traditional RNNs lies in the structure of these cells, which include
three primary gates that manage and regulate the flow of information:

o Forget gate f: decides which information from the previous cell state
should be discarded.

o Input gate i: determines which new information should be added to
the cell state.

o Output gate o: controls which part of the cell state should be output
as the current hidden state.
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These gates consist of sigmoid layers, with output values between 0 and 1.
These values decide how much information to retain or discard, enabling
LSTMs to better control the flow of information over time.

2.3.2 LSTM operation

LSTM works through a series of operations to update the cell state and
compute the hidden state at each time step t. We denote by z;, C; and h; as
the input, the cell state and the hidden state at time ¢, respectively.

The operations in LSTM can be divided into the following steps:

First, the LSTM determines which information from the previous cell
state (C;_1) should be forgotten or retained. This decision is made through
the forget gate, which takes the previous hidden state h;_; and the current
input z; as inputs:

ft == O'(Wf . [h/t—lth] + bf) (21)

The output f; is a value between 0 and 1, representing the fraction of infor-
mation to retain from the previous cell state. If f; = 0, all the information
is discarded, and if f; = 1, all the information is retained.

Next, the LSTM decides which new information will be added to the
current cell state. This is done by the input gate, where two main operations
take place:

o A sigmoid layer determines which values should be updated:

iv = o (Wi - (b, @) + by). (2.2)

e Then, a tanh layer creates a vector of candidate values C,, representing
potential new information to be added to the cell state:

Cy = tanh(W, - [hy_1, 2] + be). (2.3)

The new cell state C} is updated by combining the filtered previous state
and the new candidate values. This update is performed as follows:

Ct = ft * Ct,1 + it * ét, (24)
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where £, helps in discarding or retaining the old information while 4, and C,
add new information to the cell state.

Finally, the LSTM decides what to output as the hidden state at the
current time step through the output gate. The output gate uses a sigmoid
layer to filter the cell state and determine which parts of it should be used
to compute the hidden state:

or = 0(Wy - [hi—1, 2] + by). (2.5)

The final hidden state h; is computed by multiplying o; by the tanh of the
updated cell state C;:
ht = Ot * tanh(Ct).

2.4 Proposed model

While LSTMs excel at capturing temporal dependencies, they may not ad-
equately capture spatial features. On the other hand, CNNs are well-suited
for extracting spatial information. Consequently, the combination of CNNs
and LSTMs has been widely adopted for various classification and prediction
tasks [109, 58].

Moreover, applying the Bayesian method to LSTM models has been
proposed by many researchers [82, 122, 133, 105]. The Bayesian frame-
work is flexible with various prior ranges, avoids expensive computations,
and integrates with LSTM models to develop continuous-time responses and
handle large datasets. This approach allows hyperparameters to be tailored
to the specific characteristics of the data. Therefore, it not only estimates
the model’s uncertainty but also optimizes predictions [8, 10, 2, 112].

To enhance the performance of flight trajectory prediction, we propose
a hybrid model named BayesCoordLSTM. This model combines coordinate
transformation and the Bayesian method within a CNN-LSTM framework.
As illustrated in Figure 2.3, the BayesCoordLSTM comprises two main com-
ponents: a Convolutional Neural Network (CNN) and a Bayesian LSTM
network.

The first component of the BayesCoordLSTM is a CNN, which extracts
spatial features from the input data, allowing the model to effectively capture
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and process intricate spatial patterns in flight trajectories. The second com-
ponent is a Bayesian LSTM network, designed to capture long-term temporal
dependencies. By incorporating the Bayesian method, the LSTM network
enhances its ability to manage uncertainties and provide more robust predic-
tions over extended time sequences. Together, these components enable the
BayesCoordLSTM to deliver superior performance in flight trajectory pre-
diction by integrating advanced spatial and temporal data processing with

probabilistic reasoning.
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Figure 2.3: The BayesCoordLSTM framework to predict flight trajectory.

In the context of this research, the inputs and outputs of our model for
flight trajectory prediction are defined as follows:

o Input: 2 X!, P!
Where:

— 2 = {X,} denotes the set of flight trajectories. Here i represents
the trajectory number ranging from 1 to N, where N is the total
number of flight trajectories. Each X; represents the flight path
of trajectory i.

— A trajectory includes a series of multidimensional trajectory points
ordered by time: X! = {Pf, P Pf+M} is a list of M points
of flight trajectory. P} denotes the point of the observed flight
trajectory ¢ at time t.

— Each trajectory point P! is represented as

P! = (long!, latl, altt, vt, 0%),

1) T e
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where each point has five components, corresponding to longi-
tude, latitude, altitude, speed, and heading of the flight at time ¢,
respectively.

e Output: (Pit+M+1, piME2 PZ-HQM) represents the predicted flight
trajectories.

For example, assume that we use 100 points to predict five points in
the future, so that M = 100. For flight ¢, starting at time ¢ = 1, we have
P! = (P} P?,..., P!). The output then becomes (P! p10% . plos)
corresponding to five points in the future.

2.4.1 Coordinate transformation

In the trajectory prediction framework, both the input and output trajec-
tories are converted into discretized vectors to ensure numerical stability in
deep learning models. Flight trajectories involve latitudes, longitudes, and
altitudes that span different value ranges. To achieve uniformity, these vari-
ables are normalized based on their specific minimum and maximum values
for a given airport. However, this normalization approach lacks generaliz-
ability across different airports due to varying latitude and longitude ranges.
To address this issue, trajectories are transformed into a cylindrical coor-
dinate system, aligning flight states relative to the airport’s position [24].
Given the flight position xs, = (longy,, lat sy, alts,) and the airport position
Xap = ((0NGap, lat ey, alt,,), we can transform coordinates as follows:

R— Hxﬁb—xap”, (2.6)
0 = arcsin (longfp — longap> (2.7)
%6 — Xap|| ’
lte, — alt,
= 190t — altu| P', (2.8)

Amax

where:

e D4 is the distance extending from the airport and encompassed by
the predictive scope of the framework;
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e A,az corresponds to the highest achievable altitude within the predic-
tive domain;

e R, h: are normalized distances to the airport and altitude difference;

o 0: is the angle (heading) with the north direction.

In this thesis, we choose D,,., = 328084 feet and A,,,, = 39370 feet to
predict aircraft trajectories, balancing computational efficiency and practi-
cality. These values provide sufficient coverage while conserving computa-
tional resources and align with typical aircraft operating ranges and altitudes,
ensuring relevance to real scenarios.

2.4.2 CNN layer

Using the ConvlD layer plays a crucial role in high-level feature extrac-
tion, enabling the network to effectively understand and process temporal
dependencies within the input data. In this layer, the input consists of 6
channels, representing different features (timestamp, longitude, latitude, al-
titude, speed, and heading). The layer utilizes 1-dimensional filters that slide
across the time dimension to capture relevant patterns within the data.

1. Convolution operation: Each filter performs a convolution operation,
which involves multiplying the filter weights with the input values and
summing the results to produce a single output for each position. This
process highlights important features by learning spatial hierarchies.

2. Activation function: After convolution, the ReLU (Rectified Linear
Unit) activation function is applied. The ReLU function introduces
non-linearity by retaining positive values while setting negative values
to zero, allowing the model to learn complex relationships within the
data.

3. Output: The output from the Conv1D layer consists of 32 feature maps,
each representing a learned pattern from the input data. This enriched
representation retains critical information for subsequent layers in the
model.
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2.4.3 Bayesian optimization

Bayesian optimization is a powerful technique for optimizing complex, high-
dimensional functions with costly evaluations, such as the hyperparameters
of deep learning models. Incorporating the Bayesian methods into LSTM
models, as proposed by several researchers [82, 99, 139, 88, 59], involves cre-
ating a probabilistic model to capture the uncertainty in the function being
optimized. This approach is advantageous because it enables a more efficient
and informed optimization process, leveraging prior knowledge to minimize
the number of evaluations required. The Bayesian framework’s flexibility
with various prior ranges, its avoidance of expensive computations, and its
compatibility with LSTM models for continuous-time responses make it well-
suited for handling large datasets. By utilizing Bayes’ theorem, the hyperpa-
rameters of the LSTM model can be tuned to specific characteristics of the
data, enhancing model performance and providing insights into uncertainty.

In the context of Bayesian LSTM modeling, where uncertainty is critical
for parameter estimation, we use a general formula for sampling weights W
and biases b at the t'* time step of the n'® layer. These are given by Equa-
tion (2.9) and Equation (2.10), respectively:

W =N(0,1) *log (1+ p{)) + il (2.9)
and
t t t
bl = N(0,1) xlog (1+ pip)) + iy, (2.10)

where N(0,1) represents sampling from a standard Gaussian distribution,
introducing randomness in weight and bias initialization, and p and p are
discussed hereafter. This randomness is vital for effectively exploring the
solution space during training.

The term log(1 + p) transforms the estimated standard deviation p of
the input feature into a non-negative space, ensuring the non-negativity of
sampled weights and biases, which is essential for numerical stability during
both training and inference.

Moreover, incorporating the mean value p derived from the training
data into the sampling process enables the model to utilize prior knowledge
about the distribution of weights and biases. This enhances parameter esti-
mation efficiency and improves the model’s performance to capture complex
temporal dependencies.
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In this phase, Bayesian optimization leverages the Bayesian methods
to compute the posterior distribution of the objective function, assisting in
the selection of hyperparameters for LSTM models. It iteratively refines
the model based on past evaluations to optimize performance. If the re-
sults are unsatisfactory, the hyperparameters and architecture are reassessed;
otherwise, successful outcomes guide future predictions using the optimized
weights. In our proposed model, Bayesian optimization plays a crucial role
in identifying key LSTM hyperparameter values (see Figure 2.4 and Algo-
rithm 1).
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Figure 2.4: Optimizing hyperparameters using the Bayesian method.
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Algorithm 1 Bayesian Optimization for LSTM Hyperparameters

1:

10:

11:
12:
13:

Input: Set of flight trajectories 2", Total number of iterations IV, Length
of trajectory points M, Objective function f, Acquisition function A.
Output: O (Set of observed pairs of hyperparameters and objective
function values).
Initialize © < 0; n + 0
Define 2" = {X;}
while n < N do
x* < argmax, A(z | ©)
y < f(z¥)
O 0 Uu{(z",y)}
Train the LSTM model using the updated ©
Compute the weights W and biases b based on Equation (2.9) and
Equation (2.10).
n<n+1
end while
Return ©

The selection function is the criteria by which the next set of hyperpa-

rameters are chosen from the surrogate function. The most common choice
of criteria is Expected Improvement (EI) [62]:

El@) = [~ max(y =y, 0)p(y | ) dy, (2.11)

where:

y* is a threshold value of the objective function.

x is the proposed set of hyperparameters.

y is the actual value of the objective function using hyperparameters x.

p(y | x) is the surrogate probability model expressing the probability
of y given .

If p(y | x) is zero for all y < y*, it indicates that the hyperparameters x

are unlikely to produce improvements. Conversely, if the integral is positive,
it suggests that the hyperparameters x are expected to perform better than
the threshold value.
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2.5 Experimental results

2.5.1 Data preparation

Dataset

Automatic Dependent Surveillance-Broadcast (ADS-B) system is one of the
most popular tools used to collect the flight data. It utilizes satellite nav-
igation to determine and broadcast a flight position to air traffic control
and other nearby aircraft. This capability enhances situational awareness
by making flights visible to each other, thereby facilitating self-separation.
Each trajectory includes essential information such as timestamp, flight 1D,
position (longitude, latitude, altitude), speed, heading, hour, etc.

In this thesis, our analysis uses the flight data collected from the Harts-
field-Jackson Atlanta International Airport (ATL) [107], with a sample row
of 4D trajectory data provided in Table 2.2.

Table 2.1: 4D Trajectory data features

Feature Unit Description

Timestamp | Unix Unix timestamp indicating the time when data was
recorded.

Flight 1D [cao24 | Unique identifier (Icao24) representing each indi-
vidual flight.

Longitude | Degree | Geographic coordinate indicating the east-west po-
sition of the aircraft in degrees.

Latitude Degree | Geographic coordinate indicating the north-south
position of the aircraft in degrees.

Altitude Feet Altitude above sea level measured in feet.

Speed Knot Speed of the aircraft relative to the ground, mea-
sured in knots (nautical miles per hour).

Heading Degree | Direction of aircraft travel relative to true north,
expressed in degrees.

Hour Unix Unix timestamp indicating the specific hour when
data was recorded.

It is noteworthy that records with the same identifier correspond to
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the same aircraft, and a collection of these records together forms the tra-
jectory X;. In this research, we utilize the complete set of trajectory data
sourced from geographical coordinates associated with ATL airport. Each
trajectory is recorded at one-second intervals, providing detailed track points
for analysis.

Table 2.2: An example of 4D Flight trajectory information.

Feature Value

Timestamp | 1537009474

Flight ID e8044e

Longitude | -84.402633978396
Latitude 33.7542572021484
Altitude 12275.82

Speed 260.53122347432
Heading 12.1974800580645
Hour 1537009200

The dataset includes both static and dynamic information, with the
focus on dynamic data such as heading, speed, and 4D data (timestamp,
longitude, latitude, and altitude). Updates to this data occur every 5 seconds.
To address the continuity and smoothness of flight trajectories [76], missing
points are filled using the cubic spline interpolation, which offers a smooth
and accurate method for filling in gaps in the dataset (see Figure 2.5). To
manage the spatial range of the input data and enhance forecast accuracy
and smoothness, we employ a sliding window approach with a window size
of 100 seconds and a step size of 1 second. This method segments the data
into 105-second intervals, where the first 100 seconds are used as historical
data and the last 5 seconds serve as the prediction window.

Given a series of trajectory points Py, P, Ps, ..., P,, with a time window
size of 100, the trajectory at time ¢ can be expressed as

X’Lt = {Pitigg? P’it7987 P7;t7977 st 7p7;t}'

Each trajectory segment contains 100 consecutive trajectory points. The
sliding window is moved forward continuously to perform the segmentation
operation until the last trajectory point is reached. The segmented trajectory
is denoted by

X ={XL X X2 XY

)
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Figure 2.5: An example of addressing missing data before (left) and after
(right) using cubic spline interpolation.

where ¢t = 100, 101, ..., n. The experimental process is shown in Figure 2.6.

Figure 2.6: Sliding time window.

This results in 21258 trajectories, which are then divided into training
and test sets, including 17006 and 4252 samples in training and testing sets,
respectively.

e Training set: LSTM model is trained using Bayesian optimization to
adjust parameters iteratively, minimizing prediction error, and lever-
aging probability distributions to represent uncertainty and enhance
effectiveness, particularly with outliers.

o Testing set: Trained LSTM model is evaluated on a testing dataset
to assess performance on unseen data. Predictions are compared with
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ground truth values using metrics like RMSE and MAE to quantify
accuracy, helping gauge the model’s ability to generalize and providing
insights into overall performance.

Normalization

In this thesis, we use Z-Score normalization, features are transformed to
become standardized as follows:

X —min(X)
max(X) — min(X)’

Xpow = (2.12)

where:

e X,ew is the normalized value, obtained by scaling the original value X
to fit within a standardized range.

o min(X) and max(X) denote the minimum and the maximum values in
the dataset X, respectively.

2.5.2 Hyperparameter tuning

Hyperparameters are crucial for shaping the architecture of a machine learn-
ing model. Optimal hyperparameters can markedly enhance the model’s
performance. In our proposed model, we outline the dimensional adjust-
ments of both input and output data for every layer. Initially, the input
data comprises a 3D tensor with dimensions (None, 100, 6), where "None'
denotes the number of batch samples during model training. The detailed
information is described in Table 2.3.

2.5.3 Evaluation metrics

To evaluate model performance, we employ two common metrics: Root Mean
Square Error (RMSE) and Mean Absolute Error (MAE).

« RMSE is used to measure the magnitude of errors in the predictions. It
is calculated as the square root of the average of the squared differences
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Table 2.3: Basic parameters of proposed model.

Layer Input size Output size Parameter
Convolutional (None, 100, 6) | (None, 100, 32) | 1x3 kernels, 32 filters
ReLU (None, 100, 32) | (None, 100, 32) | -
Max Pooling (None, 100, 32) | (None, 50, 32) | Window size: 2
Dropout (None, 50, 32) | (None, 50, 32) | Dropout rate: 0.3
LSTM (None, 50, 32) | (None, 50) 50 units

( (

Fully Connected | (None, 50) None, 4) 4 nodes

between the predicted and observed values, providing a measure of the
prediction error.

« MAE is used to evaluate the model’s performance by capturing the
average of the absolute differences between the predicted and observed
values across all instances in the test set, providing a measure of pre-
diction accuracy.

RMSE and MAE are respectively defined by:

n

1 ~
RMSE = an(p; ~ P}

t=1

g (2.13)

and
pt— pt

)

MAE = 1% | (2.14)
n

t=1

in which n represents the number of predicted points, while 13} and P! cor-
respond to the predicted and actual values at time step ¢ of flight 7.

2.5.4 Comparison of experimental results

To assess the effectiveness of our proposed BayesCoordLSTM method, we
evaluate its performance on the ATL dataset [107], as detailed in Section 2.5.1.
This evaluation comprises two primary comparative analyses:

(1)) Comparison with state-of-the-art methods. We compare the BayesCo-
ordLSTM with three state-of-the-art models: 3D-CNN [95], CNN-
GRU [106], and CG3D [107]. This comparative analysis highlights the
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advancements and performance improvements of the BayesCoord LSTM
relative to these established alternatives.

(2) Impact of the Bayesian method and coordinate transformation. We as-
sess, through controlled experiments, three configurations of the CNN-
LSTM model: the baseline CNN-LSTM, CNN-LSTM with coordinate
transformation, and CNN-LSTM with both the Bayesian method and
coordinate transformation. This analysis provides how each enhance-
ment improves the accuracy and reliability of flight trajectory predic-
tions.

Comparison with state-of-the-art methods

We first compare the BayesCoordLSTM with the state-of-the-art models:
3D-CNN [95], CNN-GRU [106], and CG3D [107], using a system configured
with an Intel i7-8700 CPU, GTX 1080 Ti GPU, and 31 GB of RAM. Our
experimental results focus on the performance and training time of each
model illustrated in Table 2.4.

Table 2.4: Comparison with state-of-the-art methods.

Predicting model RMSE | MAE | Training time (s)
CNN-GRU [106] 0.3728 | 0.2164 11503
3D CNN [95] 0.2646 | 0.1785 10060
CG3D [107] 0.2626 | 0.1776 9042
Our proposed method | 0.2154 | 0.1624 9450

Among the evaluated models, the CNN-GRU model demonstrated the
highest RMSE value of 0.3728, signifying a larger discrepancy between pre-
dicted and actual values. Similarly, its MAE of 0.2164 indicates relatively
higher prediction errors. The 3D CNN model showed improvement with
an RMSE of 0.2646 and MAE of 0.1785, indicating a more accurate pre-
dictions than the CNN-GRU. Notably, the CG3D model achieved an even
lower RMSE of 0.2626 and MAE of 0.1776, positioning it as one of the top-
performing models in terms of prediction accuracy. In our proposed model,
it can be attributed to two key factors: using coordinate transformation and
the Bayesian method. By implementing coordinate transformation, which
facilitates consistent data normalization, we effectively reduced the impact
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of outliers. Furthermore, the incorporation of the Bayesian method helped
prevent overfitting by using probability distribution during training, thereby
improving the model’s generalization ability. This combination of techniques
enabled our proposed model to achieve more accurate predictions. As seen
in Table 2.4, our method achieved an RMSE of 0.2154 and MAE of 0.1624,
demonstrating its superior predictive accuracy compared to the other models.

Although the training time of the BayesCoordLSTM, at 9450 seconds,
is slightly longer than that of CG3D, at 9042 seconds, this marginal in-
crease is outweighed by the significant improvements in both RMSE and
MAE. Therefore, the BayesCoordLSTM not only achieves superior predic-
tive performance but also maintains competitive computational efficiency,
underscoring its overall effectiveness in the comparative analysis.

Impact of the Bayesian method and coordinate transformation

We then explore the individual and combined impact of integrating the Ba-
yesian method and coordinate transformation within the BayesCoord LSTM
framework. Through a series of controlled experiments, we evaluate three
configurations of the CNN-LSTM model: the baseline CNN-LSTM, CNN-
LSTM with coordinate transformation, and CNN-LSTM with both the Baye-
sian method and coordinate transformation. This analysis provides insights
into how each enhancement contributes to improving the accuracy and reli-
ability of flight trajectory predictions.

The prediction comparisons for a single aircraft, as shown Figure 2.7a,
Figure 2.7b, and Figure 2.7c, further illustrate these improvements. The
results demonstrate that the BayesCoord(CNN-LSTM) model consistently
produces the most accurate trajectory predictions, closely aligning with the
actual trajectory (see Figure 2.7d).

In Figure 2.7, the predicted and actual trajectories in 3D space are de-
picted. It can be observed that the predicted trajectories of the three models
exhibit similar trends to the actual trajectories, but notably, the CNN-LSTM
model’s predicted curve deviates significantly from the other two models.
The use of coordinate transformation in the Coord(CNN-LSTM) and the
proposed models helps reduce errors in predicting latitude, longitude, and
especially altitude. As shown in Figure 2.7d, the predicted trajectory by
the proposed model closely matches the actual trajectory with the small-
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Figure 2.7: A comparison of three configurations of the CNN-LSTM model.
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est prediction error, followed by the Coord(CNN-LSTM) and CNN-LSTM
models.

Based on these results, the evaluation and comparison of the CNN-
LSTM, Coord(CNN-LSTM), and BayesCoord(CNN-LSTM) models in pre-
dicting trajectories in 3D space reveal significant differences in prediction ac-
curacy. The Coord(CNN-LSTM) model shows improvement in latitude and
longitude prediction compared to the baseline CNN-LSTM, highlighting the
effectiveness of coordinate transformation. Moreover, the BayesCoord(CNN-
LSTM) model achieves the best performance, producing trajectories closest
to reality with the smallest prediction errors among the evaluated models.

2.6 Conclusions

CNNs and LSTMs provide state-of-the-art performance in various tasks.
However, these models often face issues with overfitting on small datasets
and lack the capability to measure uncertainty, which negatively affects their
generalization abilities. Additionally, prediction tasks, especially those in-
volving time-series datasets, can encounter challenges due to complex long-
term fluctuations. Recently, the application of the Bayesian method in deep
learning has been introduced to estimate uncertainty in model predictions.
This approach is highly robust to overfitting and allows for uncertainty esti-
mation. In air traffic management, prediction is crucial for preventing traffic
jams and collisions. It typically involves predicting aspects such as delays,
flow, and trajectories. Therefore, improving performance in flight trajectory
prediction is of significant interest to many researchers.

In this chapter, we introduced a novel approach to enhance flight trajec-
tory prediction, named BayesCoordLSTM. This model efficiently integrates
Bayesian optimization and coordinate transformation into a hybrid CNN-
LSTM framework, achieving accurate flight path forecasts with improved
precision and efficiency. Our experiments, conducted using a real flight
trajectory dataset, clearly demonstrate the remarkable superiority of the
BayesCoordLSTM model over existing methods. Across various flight sce-
narios and conditions, this model consistently outperforms baseline models
in terms of trajectory prediction accuracy. The utilization of Bayesian opti-
mization not only streamlines hyperparameter tuning but also significantly
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enhances predictive performance. While our study provides a solid founda-
tion for predicting flight trajectories, future research could explore dynamic
hyperparameter adaptation techniques. These techniques could involve real-
time adjustments to hyperparameters in response to evolving flight scenarios
or changing weather conditions, further enhancing the BayesCoordLSTM
model’s adaptability and real-time predictive capabilities.
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Chapter 3

Reconstructing angular
probability density by using
Maximum Entropy

An important issue in air traffic management is the construction of traffic
complexity maps. Observed or simulated data provide a statistical sample
of trajectory angles. The underlying angular density is a crucial component
in assessing local complexity. Our approach involves applying the Maximum
Entropy principle, constrained by the statistical estimation of Fourier coef-
ficients for the desired density. Accounting for the statistical properties of
moment estimation is achieved by using the square of the Mahalanobis dis-
tance between statistical data and Fourier coefficients of the sought density
as the data fitting term. Partially finite convex programming is then imple-
mented to compute the optimal density. The cornerstone of this approach,
enabling a rigorous treatment of variational aspects of the chosen method, is
an infinite-dimensional version of Fenchel’s duality theorem, coupled with re-
sults on the conjugacy of integral functionals. We also discuss the numerical
aspects of our approach and present some simulations and reconstructions
from simulated data.

3.1 Introduction

In contemporary data analysis, the reconstruction of probability density func-
tions stands as a pivotal challenge across various domains, ranging from
physics to social sciences [25, 90]. The quest for robust methodologies capa-
ble of faithfully capturing underlying distributions from sparse data remains

49



relevant, particularly in complex systems such as those found in ATM [41,
47]. This chapter addresses this challenge by proposing a framework for re-
constructing angular probability density functions through the lens of the
Maximum Entropy principle.

The driving force behind our endeavor stems from the pressing need to
estimate the complexity of air traffic from flight trajectory data [63, 104].
With the exponential growth in air travel, understanding and managing the
intricate dynamics of air traffic flows has become paramount [36]. By har-
nessing the power of Maximum Entropy reconstruction, we aim to unveil
underlying patterns and structures within flight trajectory data, thereby
shedding light on the complexity of air traffic systems.

Our approach hinges on several key pillars, each meticulously designed
to navigate a specific aspect related to angular density reconstruction. First
and foremost, we formulate the reconstruction problem within the framework
of the Maximum Entropy principle. By leveraging this principle, we seek
solutions that strike a balance between fidelity to observed constraints and
maximization of entropy, thus ensuring maximal neutrality while remaining
consistent with available data.

A distinguishing feature of our methodology lies in the formulation of
constraints in terms of Fourier coefficients derived from statistical samples.
This not only allows us to encapsulate essential characteristics of the angular
distribution but also enhance the integration of empirical data into the recon-
struction process. Moreover, to account for the inherent variability within
the data, we introduce a fit term expressed via the squared Mahalanobis
distance, thereby, weighing the evidence of each Fourier coefficient according
to its uncertainty expressed through the covariance term.

Critically, we provide a rigorous treatment of the underlying optimiza-
tion problem, associated with the infinite-dimensional space. Drawing upon
concepts from partially finite convex programming and leveraging insights
into the conjugate of convex integral functionals, we devise a robust method-
ology for tackling this challenge. Importantly, our approach avoids the need
for discretization, thereby offering an efficient numerical solution for com-
puting Maximum Entropy solutions.
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3.2 Literature review

The Maximum Entropy principle, deeply embedded in statistical mechan-
ics and information theory, originates from Ludwig Boltzmann’s pioneering
efforts in the late 19" century. This foundation work led to the entropy
concept, which Jaynes (1957) pivotalized in the context of probabilistic rea-
soning [60]. It is considered as a powerful tool for reconstructing probability
distributions from limited information. It seeks to maximize the entropy
of a probability distribution while satisfying given constraints derived from
observed data. Jaynes further elaborated on this concept, advocating for
the adoption of the probability distribution that maximizes entropy, consis-
tent with the available information [61]. Over the decades, its utility has
expanded in various domains from traditional physics to applications in bi-
ology, economics, and machine learning [25, 61].

The principle’s utility extends beyond its foundational domains, find-
ing significant application in fields such as image processing, pattern recog-
nition, and machine learning. Advancements in computational techniques
over time have increased its practical applicability, enabling its integration
into diverse scientific disciplines [26]. Today, it stands as a cornerstone of
probabilistic reasoning, providing a powerful framework for inference under
uncertainty [16]. Therefore, the Maximum Entropy principle continues to
inspire new methodologies and applications, ensuring its enduring relevance
in modern science.

In computational biology, Boomsma et al. (2014) effectively used Max-
imum Entropy to bridge computational models with experimental data, en-
hancing the reliability of biological simulations [17]. His research highlighted
that its ability can bridge gaps between computational models and experi-
mental data, indicating its broad applicability in sequence analysis, structural
modeling, and molecular simulations. Meanwhile, Wan et al. (2019) applied
the principle to refine data interpretation methods through Principal Com-
ponent Analysis, noting that the method’s increased computational demands
could limit its widespread application [120].

Furthermore, considering the inherent complexities and frequent errors
in real data, numerous researchers have demonstrated that their algorithms
can accurately reconstruct probability densities. A significant strength of
the Maximum Entropy principle is its capability to effectively manage data
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uncertainty. Gomes et al. (2014) developed a methodology to estimate prob-
ability densities even in environments with noisy data, proving robust in sim-
ulations but needing further validation in real scenarios [51]. This capability
is particularly relevant in fields where data integrity may be compromised.

Lately, with the introduction of new methods, advancements in entropy
estimation techniques have played a vital role in enhancing the effectiveness
of the Maximum Entropy principle. In 2011, Behmardi et al. presented a
parametric entropy estimator that applied the Maximum Entropy principle
for approximating distributions without relying on local density estimation.
The estimator showed significant accuracy improvements over traditional
methods, especially in complex sensor network data scenarios, providing a
robust tool for various applications in signal processing and machine learn-
ing [13]. Although their parametric entropy estimator can avoid the pitfalls
of local density estimation, providing a more reliable tool for data analysis
in complex environments like sensor networks, it might not be as flexible
in handling diverse or non-standard data distributions without adjustments
or extensions to the model. This is where Lakshmanan and Pichler’s recent
study in 2023 introduced a novel approach to soft quantization using entropic
regularization, providing a promising alternative to traditional hard quanti-
zation methods that often lead to significant information loss. Their method,
grounded in robust theoretical formulations, demonstrates improved robust-
ness and signal fidelity across various data sets, especially in the presence
of noise and data variability. However, the practical implementation details
and computational efficiency of this approach are not extensively covered,
which could be crucial for real applications where computational resources
and processing time are limited [66].

Recent developments in this domain have shown varied applications and
improvements to the principle. From a theoretical perspective, one notable
application of the Maximum Entropy principle is in the reconstruction of an-
gular probability density functions (PDFs) from observed or simulated data.
In 2017, Gresele and Marsili explored both the philosophical and practical
aspects of Maximum Entropy principle, highlighting its applicability across
various scientific domains. However, the study only focused on theoretical
aspects only, lacking examples of direct empirical application [52].

A few years later, Amari et al. (2018) and Gzyl et al. (2021) have pro-
vided deeper insights into the mathematical underpinnings of the Maximum
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Entropy principle, connecting it with significant statistical concepts like the
Wasserstein distance and Kullback-Leibler divergence [7, 53]. Due to lacking
of experimental results on simulation, these studies offer a comprehensive
understanding of the principle’s integration with broader probability the-
ory, though their complexity may pose challenges for those without a strong
mathematical background. Wan et al. in 2019 [120] utilized Maximum En-
tropy to enhance the accuracy of Principal Component Analysis, providing a
clear advantage in data interpretation, although the method’s increased com-
putational demand may limit its applicability for large or real-time datasets.

These studies collectively underscore the importance and potential of
Maximum Entropy in a range of applications, from enhancing computational
algorithms to addressing real data challenges. The principle’s adaptability
and robustness, demonstrated across different scenarios and data complexi-
ties, support its continued use and development for complex systems analysis,
including air traffic complexity estimation.

In air traffic management, the precise reconstruction of angular distribu-
tions is crucial for assessing traffic complexity and managing congestion [75].
The Maximum FEntropy principle is particularly well-suited for this task,
offering a robust method for dealing with the inherent uncertainties and
variabilities of air traffic data. This principle allows us to derive the most
generalized form of a probability distribution by maximizing entropy, sub-
ject to the empirical constraints provided by observed data, such as angular
means or variances.

Prior research has explored various approaches to angular density recon-
struction, with a particular focus on incorporating the principles of Maximum
Entropy to enhance the fidelity of the reconstructed PDFs.

The motivation for employing the Maximum Entropy principle in an-
gular density reconstruction lies in its ability to provide a principled and
data-driven approach to probability distribution estimation. Unlike para-
metric methods that rely on specific functional forms, Maximum Entropy
reconstruction allows for greater flexibility and adaptability to the under-
lying data distribution. This flexibility is particularly advantageous in the
context of air traffic complexity estimation, where traffic patterns can exhibit
significant variability and non-linearity.

In simulation settings, the Maximum Entropy principle is highly effec-
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tive for reconstructing angular distributions, especially in air traffic man-
agement. This method involves setting constraints based on available data,
such as average angles and variances, to develop the most unbiased probabil-
ity distributions possible. By maximizing entropy within these constraints,
the principle ensures that the resulting angular distributions in simulations
accurately capture the diverse and unpredictable nature of air traffic pat-
terns. This approach not only improves the realism of the simulations but
also provides deeper insights into the complexities of air traffic dynamics.

3.3 Setting

In this chapter, we address the complexity of air traffic by modeling airspace
as a two-dimensional (2D) image, segmented into a Cartesian grid where each
intersection point denotes the center of a defined zone, referred to as a cell.
For the sake of simplicity, we employ circular cells. For each cell we apply
the followings steps:

(1) Select the trajectories that pass through the cell and determine, for each
one, the angles corresponding to entry and exit points, with respect
to a given fixed direction. From such a statistical sample estimate,
via empirical means, the Fourier coefficients of the angular probability
distributions on the circle.

(2) Solve a maximum entropy problem to obtain probability distributions
that are as neutral as possible. From the mathematical viewpoint, this
step uses a Fenchel duality approach, that enables to solve some infinite
dimensional entropy problem via the resolution of a finite dimensional
concave smooth maximization problem.

(3) Use the optimal probabilities to estimate the local complexity.

Figure 3.1 gives an example to visualize a map of full trajectories and
the angular histogram of a selected cell. In Figure 3.1 (a), an airspace map
shows an array of intersecting flight trajectories within a vast grid, highlight-
ing the dense navigation challenges. A specific circular cell with numerous
trajectories is illustrated in Figure 3.1 (b). At this cell, the angular histogram
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(a) A map of full trajec-  (b) All trajectories cross-  (c) Angular histogram of
tories. ing a selected cell. the selected cell.

Figure 3.1: An example map of trajectories through a selected cell and the
angular histogram of the selected cell.

of these paths is showed the diversity of movement through the concentrated
airspace as shown in Figure 3.1 (c).

Here we focus solely on the reconstruction of probability densities (the
first two steps). The actual application to the construction of complexity
maps is deferred to a subsequent chapter, currently being written. We now
specify the notations used and clarify our entropy model.

3.3.1 Computing moments

The first task is that of detecting trajectories that intersect each circular
cell S. We assume that all cells have the same radius 6. A cell can then be
written as

S={(z,y) | (& —w)* + (y — uz2)* < 07}, (3.1)
in which u = (uy,us) is the coordinate-vector of its center.

Further, we denote by n the number of trajectories .7; that intersect the
cell, and the set of indices of these trajectories is J:

n=cardJ where J={jeN|.7NS+#0D}. (3.2)

Each trajectory that intersects the cell enters with an angle (with respect
to a fixed direction) which we call heading and denote by #;. The complex
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number e is the corresponding point on the unit circle in C.

We now regard the 6;’s as realizations of a random angle variable 6.
We are then interested in estimating the probability density p(#) of such a
variable. From the angular sampling 6;, we may build a set of empirical
moments. The Fourier coefficients of p are defined as

_! / 7 p(0) cos(10)d0, 1€ N (3.3)
ap = xJo p ) ) .
and
1 2m
b= - / p(0)sin(if) df, e IN*. (3.4)
m™Jo

The empirical coefficients

1 1 .
n=_ > cos(lf;) and y = — > sin(16;) (3.5)

jet jeJ
are regarded as statistical estimators of a; and b;, respectively. Note in pass-
ing that the estimator z, gives the exact value 1/7 of ag. Clearly, in prac-

tice, these estimators will be meaningful for values of [ limited to some range
{1,...,N}. We are then led to consider the data vector

z=(x1,y1,-- -, TN, YN) e R*.

The parameter N corresponds to the highest frequencies that are meaningful
and useful, depending on the number of trajectories intersecting the cell S.

3.3.2 Formulating the Maximum Entropy problem

We discuss the selection of a probability for angle. If we could dispose of
exact Fourier coefficients, we would then maximize the entropy of p under
the constraint that the moments of p match these exact values. We would
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then aim at solving the following constrained optimization problem:

Min H(p)
s.t. pe LY([0,2m)),
(2.) 1= [0,
= 71]_/0%]9(9) cos(16)d8, 1 € {1,..., N},
= 71T/027rp(9)sin(l9)d9, le{l,...,N}.

Here, H(p) denotes the Shannon neg-entropy of p:

1) = [ p(6) mp(6) .

However, we only dispose of approximate values of the Fourier coefficients,
except for [ = 0 where the value is exact. It is customary to relax the inex-
act constraints, and we therefore aim at solving the following optimization
problem:

Minimize H(p) + %Hz — Ap|A,

2w
s.t. 1:/ p(6) do,
0

in which a balances the intensity of relaxation. Here, we use the following
notation:

()

e || - |[x-1 denotes the function given b
g v
12" [|[s— =/ (2, 2712),

in which ¥ denotes the covariance matrix of random vector z. In this
optimization problem, x; and y; are considered as random variables
because they are computed from independent samples of the random
variable 6. As @ is random, so are x; and ¥;, which are the averages of
the cosine and sine functions evaluated at these angles, respectively.

o A: LY(]0,27)) — R?" is the linear mapping defined by

27
Ap = / p(6)T(6) Ao
0
in which T(0) := (cosf,sin, ..., cos N@,sin N0).
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Therefore, in Problem (&), the squared Mahalanobis distance between Ap
and z is penalized, as a model fitting requirement. Note that > is not known
in practice. It will be necessary to estimate it. Using the Mahalanobis dis-
tance requires, in principle, to dispose of a positive definite estimate of X.
However, when the estimated covariance matrix is singular, the inverse does
not exist, and then we have to resort to a degenerate version of the Maha-
lanobis distance, given by

A o
HZ/H%Jr :{ <<XZ),ZZ> if z € ran %, (36)

otherwise,

in which X7 denotes the pseudo-inverse of ¥ and ran ¥ denotes the range of 3.
The infinite value of the corresponding penalization is, of course, equivalent
to a sharp constraint in problem (£2).

Problem (&) pertains to partially finite convex programming [19, 20].
In Section 3.4 below, we give a detailed account of the dual approach to
solving such problems. A remarkable aspect is that Fenchel duality will
enable us to solve the infinite dimensional constrained problem (&) via the
corresponding finite dimensional dual problem, which turns out to be convex,
smooth and unconstrained. It should be noticed that the dual treatment of
problem (&) will avoid having to compute the inverse (or pseudo-inverse)
of the covariance matrix. Problem (£2) will be solved via the so-called dual
problem, which turns out to be much better behaved, as will appear in the
sequel.

3.4 Duality in action

Our aim in this subsection is to show how Fenchel duality can help us solve
our optimization problems via the tractable dual problem. We first review a
few basic definitions and results. The reader unfamiliar with convex analysis
may refer to [100, 134].
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3.4.1 Review of useful convex analysis

Let L be any real vector space. A function f: L — [—00, 0] is said to be
convex if its epigraph, the set

epif::{(a:,a)ELxR‘ f(x)ga},

is a convex subset of L x R. It is said to be proper convex if it never takes the
value —oo and it is not identically equal to co. A function g: L — [—00, 00|
is said to be concave if —g is convex, and proper concave if —g is proper
convex. Notice that g is concave if and only if its hypograph

hypog := {(x,a) € LxR ’ g(x) > a}
is convex. The effective domain of a convex function f is the set
domf:{xEL‘ f(:v)<oo}.
The effective domain of a concave function g is the set
domg = {:L‘ €L ’ g(x) > —oo}.

The only functions that are both convex and concave are the affine functions
and the functions identically equal to foo. Clearly, the domain of each
affine function is equal to L, as a convex or as a concave function. The other
remaining functions would give rise to specific notation if they were not so
rare.

It is customary to use indicator functions to encode constraints in opti-
mization problems. Recall that the indicator function of a subset C' C L is

the function
0 ifzedC,

oo otherwise.

dc(z) == {

Now, let L and A be vector spaces paired (in the algebraic sense) by a
bilinear mapping
(w9): LxA — R

(2,6) — (2,6).

An standard example is L = R = A with the usual Euclidean scalar product.
The convex conjugate of a function f (that is convex or not) is the function

FA©) =sup{(z,€) - f(a) |z e X}, CeA
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The concave conjugate of a function f (that is concave or not) is the function

£ =it {(z,€) - flx) |z e X}, €eA

It is remarkable that convex conjugacy acts as an involution on certain classes
of functions. For example, if f: RY — [—~00,00] is a lower-semicontinuous
proper convex function, then

==

Given a convex subset C' € R?, we call relative interior of C' the interior of C
with respect to its affine hull aff C. Recall that aff C' is the smallest affine
subspace that contains C'. The relative interior of C' is denoted by riC'. For
example, if C is a closed segment in R?, its interior is empty while its relative
interior is the segment without its ends. It can be shown that the relative
interior of a nonempty convex set is always nonempty.

Theorem 1 (Fenchel). Let f and g be functions on RY respectively proper
convex and proper concave such that

ridom f Nridom g # (. (3.7)

Then
ni= inf {f(x) = g(x)} = sup {g.(6) — (&)}

XE]Rd é‘eRd

and the supremum is attained.

The above theorem asserts equality between the optimal values of two
problems, together with attainment in the second one. It is customary to
call these underlying optimization problems the primal problem and the dual
problem, respectively. In the above theorem, both the primal and dual are
finite dimensional. Moreover, in order to tackle problems such as (&), we
must put some linear mapping in the picture. This is the purpose of the next
theorem.

Theorem 2. Let be given:

1. L and A, real vector spaces;

2. (-,+), a bilinear form on L x A;
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3. A: L — R?, a linear mapping;
4. F: L — (—o0, 0], a proper convex function;

5. g: R? — [—00,00), a proper concave function.

Assume that A admits a formal adjoint mapping A*, that is, a linear mapping
A*: R? — A such that (Ax,y) = (x, A*y) for every x € L and everyy € R¢.
Then, under the qualification condition

(QC) ri(Adom F)Nri(dom g) # 0,
one has

n:i= inf{F(x) - g(Ax)} = max{g*()\) — F*(A*)\)}.

z€eL AER4

This theorem is the corner stone of what is referred to as partially finite
convex programming. Various forms appeared in the literature (see in partic-
ular [19, 20]). The selected form is as in [79], where no topological structure
on the infinite dimensional side is requested. The optimization problems

Minimize FF—goA and Maximize g, — F”* o A*

are respectively referred to as the primal and dual problems. The function
D := g, — F* o A* appearing in the dual problem is referred to as the dual
function. The theorem asserts the equality between the optimal values of the
primal and dual problems, together with dual attainment. The next result
will provide conditions that will guarantee primal attainment as well.

Theorem 3 (Primal attainment). With the notation and assumptions of the
previous theorem, assume in addition that

(QC™) ridom g, Nridom(F* o A*) # ().
Suppose further that

(a) F** = F and g, = g;
(b) there exists A dual optimal and T € OF*(A*X) such that F* o A* has
gradient Ax at .

Then x is primal optimal.
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The latter result provides not only a condition for primal attainment,
but it also makes appear as a watermark the possibility of a link between
primal and dual solutions. The bi-conjugate relationships in Assumption (a)
are central in the theorem, and the difficulty in our problem is to prove that
the entropy satisfies this property. It turns out that, in our context, it is
possible to compute the conjugate of the Shannon entropy by conjugating
through the integral sign.

Generally speaking, an integral functional is a functional of the form

H(u) = /Q h(u(w),w) du(w), ue L.

Here, €2 is assumed to be endowed with a o-algebra of measurable sets and
with a measure denoted by p; the function h is called the integrand, and the
argument u is assumed to pertain to some space of measurable functions L.
In our context, it is enough to consider such a functional on the familiar
space L = L'([0,27)), implicitly endowed with the Borel -algebra and the
Lebesgue measure. Moreover, dependence of A in its second argument is not
vital here, and we are only interested, in this chapter, in the case where
h(u(w),w) = ho(u(w)), with

tlnt if¢ >0,
00 t <O0.

Clearly, h, is a lower semi-continuous convex proper function and, as such,
satisfies h* = h,. Conjugating H is elegantly performed by conjugating the
integrand, as we shall see now. Following Rockafellar, we say that:

A space L of measurable functions is decomposable if it is stable
under bounded alteration on sets of finite measure.

Otherwise expressed, L is decomposable if and only if it contains all functions
of the form
True + Tpeu,

in which 7" has finite measure, u, is a measurable function such that the
set uo(T') is bounded, and w is any member of L. Here, 17 denotes the
characteristic function of 7 1r(x) equals 1 if z € T and 17 (z) equals zero
otherwise; and T denotes the complement of 7. It is easy to see that LP-
spaces are decomposable, which includes our workspace L'([0, 27)).
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Theorem 4 (Rockafellar). Let L and A be spaces of measurable functions
on {2 paired by means of the standard integral bilinear form

(fro) = /Qf(w)gz?(w) dw.

Let H be the functional of integrand h,, that is,

H(w) = [ ho(u(w)) do,

with h, proper convex and lower semi-continuous. Assume that L is decom-
posable and that H has nonempty effective domain. Then

H () = [ I((w) dw
for every ¢ € A, and H* is convex on A.

Applying the latter theorem with L = L([0,27)), A = L>=([0,2n))
and h, the above defined integrand of the Shannon entropy we see that, in
our case,

2
H(g) = [ hilp(w)) do.
As can be seen from the appendix, the function A} is given by

hy(t) =exp(r —1), 7€R.

Finally, since A = L*°([0,27)) is also decomposable, we obtain that

H*(u) = /O T (u(w)) dew = /0 e (u(w)) dw = H(u).

We conclude that our entropy satisfies the bi-conjugacy relationship re-
quested in Theorem 3.

Before returning to our specific problem, let us state one more theo-
rem, in which an explicit relationship between primal and dual solutions is
obtained.

Theorem 5 (Primal-dual relationship). With the notation and assumptions
of Theorem 2 assume in addition that dom D has nonempty interior, that H is
an integral functional of integrand h such that conjugacy through the integral
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sign is permitted. Assume that, as in Theorem 3, H** = H and ¢,, = g.
Assume finally that the conjugate integrand h* is differentiable over R, and
that there exists some dual-optimal vector X in int dom D. If

a(w) = h* ([A*A|(w),w) € L,

then u is a primal solution.

We are now ready to get back to our specific entropy problem.

3.4.2 Computing Maximum Entropy densities

On denoting by I the linear mapping given by

p= [ 00, peri(o,2n)
Problem (&) can be written as
Minimize H(p) — go(Aop)
over the space L'(]0,2m)), in which
Ap = (Ip; Ap) € R x R*? = RV

and g, is the function on R'*2V given by
o 2
9o(110:m) = =5 Iz = M5 = a3 (o).
Clearly, the use of the indicator function d¢}(-) enables to encode the (unre-
laxed) normality constraint Ip = 1. Straightforward computations show that
the adjoint mapping A%: RN — L>([0,27)) is given by

A%(Ao, A)(0) = Ao + (A, T(0)) .

Moreover,

— 1 2
(90)(Aoy A) = Ao + (2, A) = || All5:
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Accounting for the fact that, as we have seen above, the entropy can be
conjugated by conjugating through the integral sign, the dual problem reads:

Maximize D(Xs,A) = Ao+ (A, 2)
1 27
5 IALE = exp(d = 1) [ exp (A, T(9)) a0.
2a 0

The function D is concave, finite and differentiable on R'*2V. Its stationary
points must satisfy the system

_ 2w _
0 = 1—exp(Xo— 1)/0 exp <)\, T(0)> de,
0 = z— ;25\ —exp(Ao — 1) /027r T(0) exp <5\, T(9)> de,

which reduces to

() exp (A, T(0)) df
O:Z_lm_/o (0) exp (A, T(0)) |

@ /027T exp <5\,T(9)> dé

It should be noticed that the above system is also the optimality system of
the problem

1 2
(%) Maximize (A, z) — %H)\H% - ln/0 exp (X, T(6)) df
s.t. A e RN,

Proposition 6. The function

DOA) = (A, 2) — 21a||>\|y§ I /0% exp (A, T(6))

to be maximized in Problem () is concave, smooth and everywhere finite.
Its gradient is given by

1 / - T(0) exp (X, T(0)) do
VDA) =z — —XA - 20

. | " exp (A, T(0)) 0
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The function h%(7) = exp(7 — 1) obviously meets the requirements of
Theorem 5. Provided we can obtain a dual solution (A, A), the optimal
density is then given by

_ _ exp (X, T(0
B(0) = exp[Ao — 1+ (A, T(0))] = p<_ ) (38

/027r exp <)\, T(0)> de

where A maximizes the function D.

Remark 7. The primal dual relationship obtained above shows that the
solution to our Maximum Entropy problem exists and belongs to the expo-
nential family. The particular form in Equation (3.8) is well known. In the
unrelaxed form of Problem (&2), it can be obtained using classical inequal-
ities (see e.g. [64], cited in [49]). It is worth noticing that, in [50], similar
results are obtained without resorting to Fenchel duality. However, we wish
to stress some advantages one may have to resort to Partially Finite Convex
Programming. First, we notice that the latter formalism can deal in a very
elegant way with problems in which constraints are relaxed. More impor-
tantly, by using our approach, we learn that the appropriate value of the
Lagrange multiplier maximizes the well behaved dual function, which offers
a powerful way to derive a computationally efficient algorithm. Finally, we
see that the proposed framework may be used with a variety of entropy func-
tional (such as Burg [23], Renyi [97], Tsallis [117, 80], etc.). Although this
goes beyond the scope of this chapter, it certainly deserves to be mentioned.

3.4.3 Deriving an algorithm

Main computational aspects

The above developments yield the following algorithm for the computation
of Maximum Entropy densities.
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Algorithm 2 Computing Maximum Entropy densities

1: Input: N € N*, z € R*, o > 0.
2: Output: The Maximum Entropy probability angular distributions
3: Maximize the dual function

DA = (A7) — 2104”)‘”% “n /02” exp (A, T(0)) do.

4: From the dual optimal solution X obtained in the previous step, form the
optimal density

exp <5\, T(9)>
/0% exp <5\, T(9)> do

p() =

Maximizing the above dual functions is easy, since D is concave, smooth
and R-valued. Such maximization can be efficiently performed by means of
some quasi-Newton method such as the Broyden-Fletcher-Goldfarb-Shanno
(BFGS) algorithm [22], which requires the evaluation of D and its gradient
only.

How to choose N and a?

In the Maximum Entropy problem, the attach term
Sllz = Apll3-,

depends on the choice of

o the highest frequency N to be accounted for;
e the estimated covariance matrix ;
e the relaxation parameter c.

We now describe our strategy for their empirical determination.

It is intuitively clear that the information provided by higher frequencies
tend to be irrelevant: in the spirit of the Maximum Entropy strategy, we
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are looking for the most unbiased information on the underlying random
variable (the angle #) so that fine (high resolution) details are unwanted;
moreover, the empirical Fourier coefficients are expected to become poorer
approximations of the true ones as the frequency [ increases, in particular
when the number of angular samples is low. It is therefore only natural to put
a limit NV on the highest frequency to be accounted for. The dimension of the
dual variable will then be 2N. In the context of simulated random angles, we
observe that the Kullback-Leibler entropy of the true density p, relative to
the reconstructed density p decreases as N increases, and stabilizes beyond
some value of N. Otherwise expressed, beyond a certain value of N, the
gain in information provided by additional Fourier coefficients is negligible
or non-existent.

For example, Figure 3.2 illustrates that there is no gain beyond N = 50
in our simulation, indicating that higher frequencies do not substantially
improve the approximation of the true distribution. This finding supports the
principle of using a limited number of Fourier coefficients to avoid overfitting
and unnecessary computational complexity in the estimation process.

KL Integral vs M

24

23

22

KL Integral

21

20

19

N

Figure 3.2: Kullback-Leibler relative entropy versus highest frequency.

It now remains to select the value of the relaxation parameter . In
the literature on inverse problems, one can find a variety of parameter se-
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lection rules. Among these rules, the Morozov discrepancy principle states
that a should be such that the corresponding solution p should give a residual
||z— Ap|| equal to a number strictly greater than, but close to, the estimated
size p of the error on the data. Therefore, in order to implement the Moro-
zov principle, a reasonable upper bound on the error should be known, an
assumption that we make in the context of this chapter.

Our strategy is as follows: starting from an initial guess o, > 0, we
compute the corresponding Maximum Entropy solution, which we now de-
note by pa,. We then compute the residual ||z — Ap,, ||. If the latter residual
is above the value 1.105p, then set a; > «,; otherwise set a; < a,. We
then iterate on this process, until a gives a residual approximately equal to
1.105p. In practice, a dichotomy strategy can be used so as to converge to the
appropriate value of a. The detailed information can be seen in Algorithm 3.

Algorithm 3 Determining v by means of the Morozov discrepancy principle

1: Input: p, condition (e.g. 1.095p < residual < 1.105p), p (e.g. p =1.2),
maximum number of iterations Npax

2: Output: Morozov value of «
3: Set i =0, amin = 0, Qpax = 00, g = 1
4: while condition is not satisfied and 7 < Ny ,.x do
5. Compute the Maximum Entropy solution p,,
6:  Compute the residual ||z — Ap,,||
7. if residual < 1.095p then
8: Set max =
9: Set Qg = %2&%‘
10: end if
11:  if residual > 1.105p then
12: Set Qpin = Q4
OmintOmax  jf g < 00
13: Set iy = oy i otherwise
14: end if

15: Set i =1 +1
16: end while
17: Return last value of «
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3.5 Simulations

3.5.1 Validation with Dirac distributions

We conduct testing on a single cell to assess the fundamental functioning of
the model. The results from this step provide essential insights into accuracy
and basic performance.

We start by performing simulations. We shall:
(a) generate an angular sample following a probability p.;

(b) compute the corresponding empirical Fourier coefficients;

(¢) compute the Maximum Entropy density that is compatible, in the re-
laxed setting described above, with our empirical Fourier coefficients.

This simulation will allow us to get an idea of the sample size that is necessary
for obtaining relevant information, merely by comparing the true density with
the one obtained through the maximization of entropy.

We start with the design of densities on [0,27). To this end, we recall
the definition of the bump function:

o (0) = { xp <_1 _192) if 0 € (—1,1),

0 otherwise.

Recall that 1), is a €°*°-function, whose support is indeed the compact interval
[—1,1]. We can emulate the behaviour of a Dirac distribution by letting

Us(0) = 50 <5> in which c._/¢o(9)d9.

Here, /3 is a strictly positive parameter. The closer 3 to zero, the more g
is concentrated about the origin. It is readily seen that the integral of v is
equal to 1 whatever may be the value of 3, and that the support of 93 is the
interval [—2, A].

We may now define, for the purpose of simulation, densities of the form

P

po(e) = Z CMA& (6 - 0k)7 (39)

k=1
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in which the ¢;’s are positive numbers that sum up to 1. The translation
parameters 6, are chosen in such a way that the support of p, is contained
in [0, 27]. We then simulate angular samples that follow such a distribution.

This simulation will allow us to get an idea of the sample size that is
necessary for obtaining relevant information, merely by comparing the true
density with the one obtained through the maximization of entropy.

To visually demonstrate the effectiveness of our simulation in capturing
the original distribution’s characteristics, we proceed with a specific example.

Figure 3.3 is one of a simulation example based on the original prob-
ability p.(#) with 2 peaks and 8 = 0.1. It shows the underlying (original)
probability density p.(#) and the histogram obtained by simulation.

— p.(6)
” Simulated 6

w
B —

N
L

Probability Density

Theta

Figure 3.3: Simulate angular samples based on a original probability p,.
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Following the successful validation of the simulation, we proceed to refine
our model to enhance its performance further.

0.5 —— N=140

o o o
N w &
1 1 1

Gradient value

o
=
1

0.0~

0 2 4 6 8 10 12
Iteration

Figure 3.4: Gradient norm when N = 40.

Figure 3.4 illustrates the convergence behavior of an optimization pro-
cess with the gradient norm plotted against the iteration number. Initially,
there is a sharp decrease from the first to the second iteration, indicating
a rapid improvement in the optimization process. Following this, the curve
shows a rapid convergence of the gradient norm to zero.

3.5.2 Numerical implementations

Morozov principle for the selection of «

In this section, we investigate the impact of the regularization parameter a
on the selection of the optimal solution in the inverse problem.

We have conducted an algorithmic search to choose the appropriate value
for «, using the Morozov principle as described in Algorithm 3. The results
of the algorithm reveal the relationship between o and the residual as shown
in Figure 3.5.
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Figure 3.5: Residual values when « values from 1 to 10000.

As « increases from 1 to 100, the residual gradually decreases from ap-
proximately 0.771 to about 0.711. However, once « surpasses the value of 100,
further increases do not significantly reduce the residual. This indicates that
selecting an appropriate value for « is vital to achieve the desired residual.

The findings from this analysis are crucial for understanding how the
value of o impacts the algorithm’s performance in real scenarios, suggesting
that value of o around 100 is likely optimal for minimizing the residuals
without unnecessary computational expenditure.

Reconstructions

After determining the optimal parameter values, we compute the optimal
density by restructuring the original distribution. Figure 3.6 and Figure 3.7
present a comparative analysis between the original and optimized proba-
bility density functions, reflecting the outcome of an optimization process
aimed at reconstructing the original distribution.

In the two-peak scenario (as shown in Figure 3.6), the optimal density
closely aligns with the original density, demonstrating the algorithm’s suc-
cess in capturing the essential features of the distribution, namely the peak
locations and heights. It indicates that the optimization process is robust in
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simpler scenarios with fewer peaks.

In the more complex five-peak scenario (as shown in Figure 3.7), the
reconstructed density still captures the general shape and peak positions of
the original density, which is commendable given the increased complexity.

In all situations, the reconstructed density closely mirrors the shape of
the original density successfully capturing the positions and general form of
the peaks. However, there are minor differences, particularly in the central
peak where the optimal density does not perfectly align, hinting at slight
deviations. Despite these small deviations, the optimized distribution is a
close approximation of the original distribution.

—— Original density
m —— Optimal density

w
—

N
L

Probability density

I —
——

Figure 3.6: Results on the Original and Optimal densities with two peaks.

The slight deviations in peak heights and widths provide avenues for re-
finement, but overall, the optimization algorithm appears to be performing
effectively. It is successful in identifying and adapting to the multiple modes
of the distribution, which is a positive outcome, a particularly positive devel-
opment within the challenging multi-peak environment. Further fine-tuning
of the algorithm might lead to even closer alignment, enhancing the model’s
precision.

The effectiveness of the BFGS algorithm in maximizing concave, smooth,
and R-valued dual functions is further explored by comparing its performance
with several other optimization methods. These include Powell [92], Nelder-
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Figure 3.7: Results on the Original and Optimal densities with five peaks.

Mead [85], Conjugate Gradient (CG) [54], Truncated Newton Conjugate-
Gradient (TNC) [43], Constrained Optimization BY Linear Approximations
(COBYLA) [91], and Trust Region Constraint (Trust-Constr) [84].

Some basic information of these approaches are presented as follows:

1. BFGS method. It is a quasi-Newton method used to solve uncon-
strained optimization problems by approximating the Hessian matrix
of the objective function. Instead of directly computing the Hessian
matrix, BFGS uses gradient-based updates to build the inverse Hes-
sian matrix approximation. The update formula for the inverse Hessian
matrix By, at the (k + 1)™ iteration is:

BiskstBr Yyt

By =B —
+1 k T T
s}, Brsi, Yie Sk

where:

e S = xpy1 — Ty is the difference between successive points.

e yr = V[ (zr11) — V[ (xp) is the change of gradients.
Next step, BFGS computes xy1 by using Bjyy:

Tyl = T — akB,;1Vf (xk) .
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2. Powell method. It is a derivative-free optimization method using a
series of linear searches to find the minimum value of a function. The
optimization process begins with a set of initial directions (usually the
unit vectors of the coordinate axes). At each iteration, the method
performs a linear search along each of these directions to reduce the
value of the objective function f(x).

Given a set of directions {dy, ds, . .., d,}, this method finds the optimal
point xxy1 by performing a minimization along each direction d; as:

Tpt1 = Tk + Nid,,

where ); is a scalar chosen to minimize f(z) along the direction d;. Af-
ter each line search sequence, the method updates the optimal direction
by adding the direction from the starting point to the ending point of
the search sequence and replacing the direction that caused the least
reduction in the objective function. The new direction is computed as:

dnew = Tn — Tp-

3. Nelder-Mead method. It is a derivative-free optimization method that
keep track of n 4+ 1 interest points in R"™, whose convex hull forms a
simplex to find the minimum of the objective function f(z). Given a
simplex S with vertices {z1,xs,..., 2,11}, we compute f(z) at each
vertex of the simple and determine x;, x5, zs corresponding to the best,
worst and second-worst vertices based on the values of f(x). Oper-
ations on the simplex include reflection, expansion, contraction, and
shrinkage.

o Reflection: After computing the centroid x. of the simplex, move
the worst point xj; through z. to generate a new point x,.:

T = T+ T, — xp)

where o > 0 is the reflection coefficient.

o Expansion: If reflection reduces the function value, try expand-
ing further to find a better point z.:

Te = Te + (T, — 20)

with v > 1.
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o Contraction: If reflection fails, try contracting the point x, to-
wards x.:
Te =T+ P(ﬁh - ‘/BC)

with 0 < p < 1.

o Shrinkage: If contraction also fails, shrink the entire simplex
towards the best point z;:

x; =x;+ o(x; — xp)
with 0 < o < 1.

4. CG method. It is a powerful optimization technique, particularly effec-
tive for large-scale problems where the objective function is a quadratic
function. At each iteration k, the method finds a conjugate direction
dp by combining the current gradient with the previous direction:

dp = =V f(xr) + Bre-1dr—1

where the scalar ;_; is computed as:

_ Vf($k>va(xk)
Vf(zr-1)"V f(zr-1)

The next point zj, is updated as:

Br—1

Thy1 = Tk + Oékdk

where o, is the optimal step size, usually determined by a line search.

5. TNC method. It is a hybrid method that combines the conjugate gradi-
ent method with the Newton method, particularly useful for large-scale
optimization problems. Instead of using the full Hessian matrix, TNC
only uses part of it, reducing computational complexity. The Newton
step p is computed by solving:

Bypr = =V f(xx)

where By, is the Hessian matrix at point xy.
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In TNC, p;. is approximated by truncating the iterations of the conju-
gate gradient method, finding a near-optimal solution. The next point
is updated as:

Tpi1 = Tk + QgPg

where «ay, is the optimal step size.

. COBYLA method. It is a derivative-free optimization method that
handles constraints by approximating both the objective function and
the constraints using linear models. At each step, a linearized sub-
problem within a trust region is solved to find the optimal solution
while ensuring that the constraints are satisfied. Suppose the original
objective function is f(z) and the constraints are g;(x) < 0. COBYLA
approximates them with linear functions:

F(@) = f(zo) + Vf(w0)" (= — o),

gi(x) = gi(wo) + Vgi(wo)" (z — o).

The optimization is performed on these linearized functions, and the
result is used to update the current point.

. Trust-Constr method. It optimizes a function within a trust region
around the current point, using a local model of the objective function.
Given a local model my(p) and a trust-region radius Ay, the subproblem
to solve is:

r%inmk(p) subject to  ||p|| < Ag..

The model my(p) is typically a quadratic approximation of the objective
function:

mi(p) = f(w) + VF(ex) D+ 50" B

where By, is an approximation of the Hessian matrix. If p, is the solu-
tion to the subproblem, the new point is updated as:

Tpt1 = Tg + Pk

The trust-region radius A, may be adjusted based on the accuracy of
the model.
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Figure 3.8: Comparison of computational time by seven optimal models with
five peaks.

Each of these methods, like BFGS, primarily relies on evaluations of
the function and its gradient to find optimal solutions. The assessment of
these methods focuses on computational time (see Figure 3.8). In this figure,
COBYLA and BFGS methods are noted for their rapid execution times, mak-
ing them preferable for applications requiring quick data processing. In con-
trast, Powell and TNC methods require longer computational times, which
could be a disadvantage in time-sensitive applications.

3.6 Towards air traffic complexity estimation

The application of the Maximum Entropy method offers a novel avenue for
modeling and visualizing the complexities inherent in air traffic management.
By reconstructing angular probability densities from simulated trajectory
data, this method allows for a nuanced analysis of traffic dynamics, par-
ticularly in terms of predictability and potential trajectory conflicts within
specific airspace sectors.
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Various measures of complexity may be envisaged from the obtained
probability density. In the context of aircraft trajectories, complexity mea-
sures are used to understand and quantify the level of predictability and
potential conflicts in these trajectories. It can be mentioned by some key
points:

o Divergence between entrance and exit density: This concept suggests
that by comparing the angular density at the entrance of a specific
region (cell S) with the angular density at the exit, we can determine
if aircraft tend to change their paths within that region. If there is a
significant difference between the two densities, it indicates that aircraft
are altering their trajectories in that region. This divergence signifies
a lack of predictability and contributes to the complexity of the overall
air traffic system.

o Counting peaks in entrance density: Another method for assessing com-
plexity is to count the number of peaks in the entrance density. Each
peak may represent a concentration of aircraft in a specific direction
or route. If there are multiple peaks, it suggests that different aircraft
are following distinct paths when entering the region. A single peak
indicates that most aircraft tend to follow the same direction, which
results in lower conflict and, consequently, lower complexity.

o Weighting complexity by traffic intensity: It is important to consider
the intensity of air traffic when evaluating complexity. The number of
trajectories (n) within the specific region (cell S) is used as a measure
of traffic intensity. Complexity should be weighed or adjusted based
on the volume of traffic. A high level of complexity might be more
concerning if it occurs in regions with heavy air traffic compared to
regions with low traffic.

In this context, the goal is to use these measures to understand the
patterns and behaviors of aircraft trajectories. Higher complexity, indicated
by divergence, multiple peaks, or significant traffic, could imply a need for
more sophisticated air traffic management strategies to ensure safety and
efficiency. These measures help in assessing and optimizing air traffic control
systems.
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3.7 Conclusions

In this chapter, we envisage a novel approach to construct traffic complexity
maps for air traffic management by focusing on the reconstruction of angu-
lar probability density functions from simulated trajectory data. The core
of our methodology is to use the Maximum Entropy principle, rigorously
incorporating the statistical properties of the Fourier coefficients of the un-
derlying angular density. This approach ensures that the local complexity is
accurately assessed.

Our application of partially finite convex programming, grounded in an
infinite-dimensional form of Fenchel’s duality theorem and the conjugacy of
integral functionals, effectively computes optimal densities. The implemen-
tation of this method presents a robust solution to the data fitting challenge
within the framework of angular density estimation.

The validation of our method through numerical simulations and the re-
construction of simulated angular data have demonstrated its proficiency in
precisely capturing the original angular probability densities. From two-peak
distributions to more complex five-peak scenarios, our algorithm consistently
achieved an optimal density that closely resembles the original distribution,
effectively preserving the defining characteristics of the distribution — such
as peak locations and heights — even as the complexity increases. This
consistency ensures that our method can provide reliable information for
air traffic complexity maps, enhancing the predictive capabilities and opera-
tional efficiency of air traffic management systems.

The increasing number of peaks, correlating with the number of aircraft
trajectory directions within a sector, further validates our method’s capabil-
ity to significantly improve the evaluation of air traffic complexity. This is
instrumental for real-time decision-making and strategic planning in air traf-
fic control, where understanding complex flight patterns is crucial for safety
and efficiency.

The potential applications of this methodology in real air traffic man-
agement are promising. By integrating real traffic data into this framework,
future research could refine and validate the models to enhance their practi-
cal utility. Additionally, expanding this approach to incorporate other vari-
ables such as altitude and speed could provide a more comprehensive tool

81



for complexity assessment, supporting more sophisticated air traffic control
strategies.

This research not only establishes a robust mathematical framework for
estimating angular density but also paves the way for significant advance-
ments in managing the complexities of growing air traffic. As the volume
of air traffic continues to increase, the relevance and necessity of deploying
advanced analytical tools such as those developed in this study will become
ever more critical.
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Chapter 4

Building complexity maps of
airspace via information
geometry

Building air traffic complexity maps is crucial for enhancing air traffic man-
agement and ensuring safety. By understanding the local complexity, air
traffic controllers can better manage aircraft flow, reduce congestion, and
anticipate potential conflicts, ultimately leading to more efficient and safer
airspace operations. In this chapter, we introduce a methodology to assess
air traffic complexity through three steps. First, we estimate the probability
density of aircraft headings on a Cartesian grid using Maximum Entropy.
Next, we approximate the geodesic distance to the uniform distribution in
the Maksimov manifold. Finally, we compute a complexity index combin-
ing angular distribution and local traffic intensity to create a complexity
map. This index, which has been tested on real data, demonstrates reliabil-
ity, with alternative criteria possible by comparing heading distributions at
cell boundaries. Our approach is both numerically efficient and effective in
capturing air traffic complexity.

4.1 Introduction

4.1.1 Motivation

Air traffic complexity involves the dynamic interactions and trajectories of
aircraft within the airspace. This chapter presents a novel methodology for
constructing complexity maps that strategically anticipate and manage air
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traffic challenges. By developing advanced complexity measures, we aim
to enhance ATM systems and ensure efficient and safe operations through
pre-emptive planning.

Current airspace management faces significant constraints due to the
rigid structures and the cognitive limitations of ATCOs. They are tasked
with safely managing an increasing number of aircraft, especially within con-
gested sectors. Despite technological advancements in ATM, the combination
of fixed airspace configurations and controller workload constraints lead to
inefficiencies and potential safety risks. As air traffic continues to grow,
these challenges become more pronounced, necessitating innovative solutions
to maintain and improve safety and efficiency.

Proactive development of complexity measures and maps is essential for
effective ATM. Complexity maps provide valuable insights into traffic pat-
terns and system responses to various conditions, facilitating better strategic
planning. Lee et al. (2009) [68] demonstrated how complexity maps can op-
timize aircraft entry points and manage sector boundaries, while Hong et al.
(2014) [57] proposed a Variance Quadtree-based Map for resolving conflicts
by identifying optimal strategies for aircraft entries into sectors.

Further, studies by Juntama et al. (2020) [63] and Delahaye et al.
(2022) [36] showed that complexity maps are instrumental in optimizing 4D
trajectories and evaluating local traffic disorder. These tools are crucial
for enhancing air traffic control operations, reducing delays, and improving
overall airspace capacity by anticipating and managing complexity before it
arises. By leveraging complexity maps, ATM systems can better handle the
intricacies of air traffic, ensuring that safety and efficiency are maintained
even as traffic volumes increase.

4.1.2 Overview

Our methodology for constructing air traffic complexity maps begins with
discretizing the airspace using a Cartesian grid. At each grid point, we define
a circular cell with a radius compliant with safety regulations. For each cell,
we compute an angular distribution of trajectories using the principle of
Maximum Entropy.

This distribution thus obtained belongs to the family of Generalized von
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Mises (GvM) distributions. The determination of the probability density
of the underlying angular variable is achieved using Fenchel duality, where
empirical moment constraints are relaxed in accordance with the estimated
covariance matrix of the data, implying the use of Mahalanobis distance.
The details of this strategy were proposed in Chapter 3, and the key points
are summarized in Subsection 4.2.1. We then calculate the geodesic distance
between this distribution and the uniform distribution, where a smaller dis-
tance indicates higher local traffic complexity. The local complexity index
takes into account this distance and the local intensity of the traffic.

To manage the computational intensity of evaluating the geodesic dis-
tance, we employ a practical approximation using the symmetrized Kullback-
Leibler (SKL) divergence. This allows for efficient estimation of local traffic
complexity across the grid, making the methodology feasible for real-time
applications.

4.2 Deriving a complexity index via informa-
tion geometry

Our objective, in this section is to obtain a local complexity index using
concepts from information theory. This construction consists of two parts.

In the first part, we construct an angular probability density at a given
point on the grid. The trajectories crossing the corresponding cell provide a
statistical sample of the angular variable, and we apply the principle of Max-
imum Entropy to determine an angular density consistent with the empirical
Fourier coefficients obtained. The constraints corresponding to the empirical
coefficients are relaxed based on the quality of the estimation, particularly
the number of samples (i.e., the number of trajectories crossing the cell). By
applying Fenchel duality, we can prove that the density maximizing entropy
belongs to the GvM density family. Since it is expressed via the maximizer
of the dual function, the solution actually appears in the Maksimov form.

The second part, which is the main focus of this chapter, involves eval-
uating the geodesic distance between the obtained distribution and the uni-
form angular distribution that corresponds to the less organized traffic hence
the most difficult one to control.
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We will see in Subsection 4.3.1 that the natural parametrization of the
GvM distribution manifold suggested by Fenchel duality, which corresponds
to the Maksimov form, theoretically allows for the calculation of this geodesic
distance by solving a relatively high-dimensional system of ordinary differ-
ential equations. For reasons of algorithmic and numerical simplicity, we will
then use the classical approximation of the geodesic distance by the sym-
metrized Kullback-Leibler divergence.

4.2.1 Maximum Entropy angular densities

Consider a cell centered at a grid point in the airspace, an example of which
is given in Figure 4.1. The empirical Fourier coefficients

1 1 .
n=_ > cos(lf;) and y = P > sin(16;) (4.1)

JjeJ jedJ

approximate the unknown Fourier coefficients of the searched angular distri-
bution p(f). We may assume to have access to the quality of this approxi-
mation, under the form of the covariance matrix ¥ of the vector

T(0) = (cos 0,sind, ... cos(NO), sin(N@)).

We define z = (z1,y1, ..., 2N, yn). The choice of the highest frequency N has
been discussed in Chapter 3. In our Maximum Entropy approach, adequacy
of the moments of the searched density p(f) is requested, which involves the
linear operator A: LY($) — R2?Y given by

Ap= [ p(6)T(6)as,

where § := R/277Z. The attach term in our Maximum Entropy problem
accounts for the covariance matrix > whenever an estimate of it is available.
It is defined as

lz— ApliE: = { (z— Ap,Z(z - Ap)) ifz—Aperanl
o0

otherwise,

in which X' is the Moore-Penrose generalized inverse of ¥ and ran ¥ denotes
the range of ». The infinite value forces the moment vector Ap to lie in
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Figure 4.1: Example of a cell around a grid point in the airspace, with
trajectories across ATL on December 26, 2018.

the affine space {z} +ranX. If ¥ is positive definite, then X is merely the
inverse of ¥, and ||z — Ap||s+ is the Mahalanobis distance between z and Ap.
The Maximum Entropy problem reads

Minimize H(p) + %Hz — Ap|%

() st 1= /S p(6) dé.

Here, the entropy functional H is defined on L($) by

tint if t >0,

H(p) = / h(p(6))d0 with A(t):={ 0  ift=0,
S

00 ift<O0
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and a > 0 fixes the balance between the entropy and the attach term. It was
shown in [86] that a Fenchel duality approach enables to solve the infinite
dimensional constrained problem () via a finite dimensional unconstrained
smooth concave maximization problem, which moreover involves Y rather
than 7. The solution to Problem () is given by

exp (X, T(0
o) = 2 ATO) (4.2)
(éexp<AfFGD>d9

in which A maximizes the function D given by

1

D) = (A7) = o IAIE = In [ exp (A, T(0)) do.
(07 3

Observe that:

« the dual function D is everywhere finite, smooth and strongly concave,
so that it’s maximization is numerically rather easy;

 the solution p, which is strictly positive and smooth on S by construc-
tion, pertains to the family of GvM distribution of degree N.

The generalized von Mises distribution of degree N, hereafter denoted
by GvMy was studied in [49, 48]. Its canonical form is:

]K@::Ciexp<§émkamkw——uw>, (4.3)

where N
Gy = /eXp <Z ki cosk (6 — uk)> dé (4.4)
S k=1
The GvMy distribution can be put in the Maksimov form [77]:

1
- 4.
p0) = -4(0) (4.5
where
N
w(0) = exp <Z K COS [t cOS kB + Ky, sin ju, sin k0> (4.6)
k=1
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which is the canonical form of an exponential distribution:

p(0) = exp [ (A, T(0)) — In Gy (4.7)
with A = (K108 q, K1 8Ny, ..., KN COS [N, Ky Sin iy ), so that Agp_1 =
kg cos i and Mgy = kgsinpu, for £ = 1,..., N. Finally, for a discussion

on the choices of the highest frequency N and the relaxation parameter «,
the reader is invited to refer to Chapter 3 or the companion paper [86].

4.2.2 The Fisher information metric

In this section, we recall some basic definitions and properties in information
geometry. The reader is referred to [6] for a comprehensive introduction.

Definitions and properties

Definition 8. A statistical model is a pair (M,p) where M is an oriented
N-dimensional smooth manifold and (pg)ycp i a parameterized family of
probability densities on a measure space (2, T, 1) such that, putting p(0,w) =

po(w):
o For p-almost all w € Q, the mapping 6 — p(0,w) is smooth.

o For any 8 € M, there exists an open neighborhood Uy of 6 and an
integrable mapping h: Q — RT such that, for any & € Uy, |0pp(§,w)| <
h.

o The mapping 0 — pg € L' (Q, ) is one-to-one.

o The support of py does not depend on 0.

Definition 9. Assuming p never vanishes, one can define the score l: M X

Q— R as:
1(0,w) = logp(0,w) (4.8)

or in brief:
ly = log pe- (4.9)
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Proposition 10. The score satisfies:
E 9], =0,i=1...N. (4.10)

in which E denotes the expectation operator.

A simple computation shows that:

Dipy O Po .
E [0,140;15) = 9ibe 4/6 VP du(w), i,j=1...N
= g ™
(4.11)
proving that:

9i5 = £10ile05le] = (0; (/Do) 05 (V/Po)) L2 (4.12)

Let g be the section of TM* @ T M* defined by *:
g = gi;d0" @ d§? (4.13)

Now, given any tangent vector X = X0, € TyM:
9(0; X, X) = g, X'X7 = (9; (/o) 0 (/Do) 12(600 (4.14)
= (X'0: (Vo) , X70; (/o)) 122y (4.15)
= (Z,Z) 20 (4.16)

with Z = X9, (, /pg) . Given the assumptions made on the family py, ¢ is a
thus a positive definite symmetric section of TM®T M, hence a Riemannian
metric on M called the Fisher Information Metric (FIM).

Remark 11. The mapping L: 0 — \/py embeds M as a submanifold of the
unit sphere in L?L“ and the Fisher information metric is just the pullback of

the ambient metric in L?M with respect to L.

The next proposition is well known in statistics, provided partial deriva-
tives and expectation commute.

Proposition 12. The Fisher information satisfies:

!The summing convention on repeated indices is used through the document.
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Proof. Taking the second derivative of the score yields:

9;0ip9  9ipe0;po

7 Do Pg

(4.18)

Taking the expectation and using commutation assumption between deriva-
tives and expectations:

0; ajpe

0,0, Elps] = 0 = E [0,0;p5] = /Q pods. (4.19)
Now, the claim follows from:
0ipe0;
E [0il40;ly) = / GiboGiPo g, (4.20)
Q  Pe

]

The form of Fisher information given by Proposition 12 is particularly
suitable for distributions belonging to the exponential family. This fact will
be used in the next section.

Geodesic distances

We now turn to the computation of geodesic distances. Clearly, for a given
number of trajectories, the closer the optimal distribution p to the uniform
distribution, the more complex the traffic. Note that the uniform distribution
on $ can be regarded as the limit of GvM y distributions as the parameter A
goes to zero. We therefore proceed to compute the geodesic distance between
GvMy distributions in Maksimov form. We recall without proof basic facts
that can be found in any textbook dealing with Riemannian geometry.

Proposition 13. Let (M,g) be a Riemannian manifold. There exists a
unique Koszul connection NV on T' M, called the Levi-Civita connection, such
that, for any vector fields X,Y, Z:

. ViY - VyX =[X,Y].
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Proposition 14. Under the same assumptions as in Proposition 13, if
v:a,b] = M

is a smooth path, its length is defined as:

1) = [ 9% (38),4(0) (1.21)

Remark 15. Since the length is invariant by a change of parametrization,
one can assume that the domain of v is the interval [0, 1].

The geodesic distance between two points p, ¢ on M is defined as
inf {I(v), v(0) = p, (1) = q} .
A path ~ realizing the infimum is called a minimizing geodesic.
Proposition 16. A minimizing geodesic v satisfies the equation:
V9 = 0. (4.22)

Definition 17. Let (ey,...,en) be a basis of T,M. Then:

Ve,e; =Ther. (4.23)
The coefficients Ffj are called the Christoffel symbols of the connection V.
Proposition 18. In coordinates, Equation (4.22) becomes:

A4 TEAR =0, k=1...N. (4.24)

This proposition gives a practical way of computing a geodesic by inte-
grating an ordinary differential equation. Canned routines solving boundary
value problems can be used for that purpose. In the sequel, an explicit form
for the Christoffel symbols is given.

Let p, belong to the exponential family and parameterized by some
vector n € RV:

py(x) = exp [ (n,2) — ¥ (n)]. (4.25)
Its Fisher information matrix is defined as:
gii(n) = —E 02,1/, (4.26)
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in which [, (x) := Inp,. Using Equation (4.25), it comes:
9i5(n) = 0, U(n). (4.27)

In the case of the GvMy density, it is convenient to use Maksimov
parametrization as in Equation (4.5). Since ¢ = In G, the derivatives to be
considered are:

%G 0y,Go-,,Go

9z, log Go = G & (4.28)
Exchanging derivative and integral is valid, so it comes:
B, Go = /S T:(6) exp (X, T(8)) df (4.29)
and
935, Glo = /S T,(0)T;(6) exp (A, T(8)) do, (4.30)

in which Th;_1(0) = cos kf and To,(0) = sinkf, k=1,...,N.

Introducing the Fourier coefficients of ¢, namely

ag(p) = ! /S ©(0) cos(k)db, | € N,

™

and

bul(0) = 71T [ @ sinoya6, ke

we see that Gy = mag(p) and that the derivatives are given by

mag(p) ifi=2k—1

05, Go(A) =
G {ka(go) it i = 2k
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and

93z, Go
/SCOS(k+l)9;COS(k_lwgo(é)de i1 i1
/S sin(k + )6 ; sin(k — l)ego(ﬁ) @ Fi——1 j—m
— /S sin(k + 1)0 ;L sin(k — 1)990(9) W ook a1
/S cos(k + 1) 42— cos(k — lwtp(@) W itk o

ak+1(p) + ar—i(p) ifi=2k—-1 j5=20-1,
bit1(p) — be-i(¥) if i =2k—1, j =2,
brri(p) + be—i() it =2k, j=20-1,
—apy1(p) + api(p) ifi=2k, j=2L

b |

The Fisher information metric then reads:

~ B,Go 00,Go0y,Go
gZ] - GO G(Q)

1 .
e s Ny g V|
2 ao ag
Vg — by agb
SR T Okl RN =2k —1, =2,
)2 ao ag
T \lbgr by b
St TPt O ok =0l 1,
2 ao ag
1 L b
ST TGkl 0RO o =9
2 ao ag

with £k, € {1,...,N}, in which we omitted the dependence on ¢ when
writing the Fourier coefficients to simplify the notation.

The Christoffel coefficients needed in the geodesic equation can be com-
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puted pretty much the same way using the well-known formula:

1 Ogii  Ogi;  0gij
e = —g* J 27 4.31
K 2g (830] * a.l‘l (91:1 ( 3 )

where the convention of summation on repeated indices is taken and the
notation g*! stands for the (p,[) element of the inverse matrix g='. The third
partial derivative of In Gy with respect to A;, Aj, A, is readily obtained from
Equation (4.28):

92,0, Go N Ox, GOy, GOy, Go
Go G
a)\ )\ Goa)\pG(] + 8)\ i G()a)\ GO + aA /\ G(]a)\ GO
G2

85\1,\,\1, logGo =

All terms in Equation (4.32) are already known except for the first one.
Starting with Equation (4.29), all third partial derivatives can be obtained
using the Fourier coefficients of ¢ as indicated below:

63/\22‘)\2j)\2kG0 = ; (Qitjrk + Qijk + Qe + QGimjk)
8 Naidajhak1Go = ; (bigjrk — bigj—r + bizjrr — bimj—k)
83/\2i>\2j+1)\2k+1G0 = ; (_az’+j+k t ik T Qimjrk — ai—j—k) )
83)\2i+1>\2j+1)\2k+1G0 = ; (=bitjsr + bivji + bimjir — biji) .

The geodesic distance between two GvM y distributions p, ¢ is the in-
fimum of the lengths of smooth paths joining p and ¢. It is the length of a
minimizing geodesic v with endpoints p, ¢. Such a curve is the solution of a
differential equation with boundary conditions:

Vi =0
{ 7(0) =p, (1) =¢ (432

where V is the Levi-Civita connection. Expanding 7 in A coordinates, that
is () = (Y'(1),....7*N(t)), gives:

{ A(t) +szf(t)7’“ t) =1...2N
)

74(0) = pi, vi(1) = ¢, 1 ...2N. (4.33)
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with p = (p%,...,0*Y), ¢ = (¢*,...,¢*") in X coordinates. Finding the
geodetic distance between two GvMy distributions can be accomplished
numerically by a boundary value problem solver or a shooting algorithm. The
computational cost is quite high, but it turns out on some examples that a
pretty good approximation is given by the SKL divergence. It was therefore
decided to validate the concept using this value instead of the true one,
leaving the design of an efficient geodetic algorithm for future developments.

Remark 19. The asymptotic behavior of the GvM) distribution in the
limit of large k;,7 = 1... N arguments can be found using Laplace’s approx-
imation for integrals [14]. Let f € C*° ([0, 27]; R) then:

/f epr(choszQ uz))dé

=1

where () is the mapping:

= k;cosi (0 — p;) (4.35)

=1

and 1 ranges over the roots of () such that Q"(n) < 0, assuming that all
roots are of multiplicity one. Introducing the complex polynomial P :

N
P(z)==> jrje i/ (4.36)

=1

the roots of )'(f) are exactly the intersection points of the closed curve
v:t €10,1] — P (&™) with the real axis and there is exactly N of them
corresponding to maxima of ().

Now, using Formula (4.34) again for the normalizing factor in Equa-
tion (4.3), it comes:

_ ZelQ"TA©) £(6)

)\—.H—oo AR Lo s AR NG Ly s AN Zé’QlI|71/2(£)

(4.37)
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where £ ranges over the n realizing the global maximum of (). So, in the
sense of distributions:

. D e = S22
15 N3HL- N Z§|Q//|_1/z<§)

(4.38)

A—+00

The extra degree of freedom gained from the introduction of A calls for a
normalization condition. One possible choice is to set ky = 1.

4.3 Validation

4.3.1 Simulation

We conduct testing on a single cell to assess the fundamental functioning of
the model. The results from this step provide essential insights into accuracy
and basic performance.

We start by performing simulations. We shall:
(a) Generate an angular sample following a probability p.;
(b) Compute the corresponding empirical Fourier coefficients;

(c) Compute the Maximum Entropy density that is compatible, in the
relaxed setting described above, with our empirical Fourier coefficients.

(d) Compute the GvMy distribution corresponding to optimal density.
(e) Compute the SKL divergence between GvMy distribution ¢(6) and

uniform distribution (@) as follow:

27 9 27 9
SKL (q||u) :/0 u(®) o +/ dee (4.39)

This simulation will allow us to get an idea of the sample size that is
necessary for obtaining relevant information, merely by comparing the true
density with the one obtained through the maximization of entropy. And
then based on the obtained SKL divergence, we can estimate the complexity.

97



To better understand this relationship, Table 4.1 presents the SKL di-
vergence between u(f) and the GvMy ¢(f) with varying numbers of peaks
and varying peak widths 5. The goal is to understand how these parameters
affect the SKL divergence and their implications for calculating complexity
maps in ATM.

Table 4.1: The simulation results

Peaks-g | 0.01 0.1 0.2 ] 0.3

1 14.93 | 10.82 | 9.44 | 8.76
2 12.92 1 9.42 | 8.14 | 7.45
3 11.96 | 8.78 | 7.54 | 6.95
4 10.65 | 8.54 | 7.46 | 6.79
5 10.33 | 7.82 | 6.87 | 6.49
10 880 | 6.84 |6.06|5.75
20 7.31 | 598 |5.14 | 5.06

The simulation results indicate that as the number of peaks of the
GvMy increases, the SKL divergence between the uniform distribution and
the GvMy decreases. Specifically, with 5=0.01, the SKL divergence de-
creases dramatically from 14.93 with one peak to 7.31 with 20 peaks. This
trend is consistent across all values of 3. This can be explained by the fact
that increasing the number of peaks makes the GvM y resemble the uniform
distribution more closely, as multiple peaks create a flatter distribution. In
the context of ATM, an increase in the number of peaks corresponds to an
increase in the number of aircraft headings. As the number of headings
increases, the distribution of aircraft becomes more uniform, reducing the
difference between the actual and uniform distributions, thereby increasing
air traffic complexity.

Furthermore, the results show that as the value of 3 increases, the SKL
divergence decreases. For instance, increasing the values of g from 0.01 to
0.3, the SKL divergence decreases from 14.93 to 8.76 with one peak and
from 7.31 to 5.06 with 20 peaks. A larger value of [ causes the peaks of
the GvMy to become flatter, making the distribution less concentrated and
more similar to the uniform distribution (see Figure 4.2). In ATM, increasing
the peak width 8 corresponds to more dispersed aircraft headings.

Special cases, such as when the number of peaks is one and the value of 5
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Figure 4.2: The GvMy with different § values and peak numbers: Top to
bottom, § = 0.01 and § = 0.3; Left: 1 peak, Right: 20 peaks.

increases from 0.01 to 0.3, show a significant decrease in SKL divergence from
14.93 to 8.76. This indicates that even with a single peak, making the peak
flatter and more spread out (larger 3) can increase the complexity. Similarly,
with 20 peaks, the SKL divergence is the lowest among all peak numbers
across all values of 3, emphasizing that multiple peaks in the GvM y make
it closer to the uniform distribution, especially when [ value is also large.

These results not only provide insights into how the parameters of the
GvMy affect its divergence from the uniform distribution but also lay the
foundation for calculating complexity maps in ATM. Understanding these
relationships may assist air traffic managers in predicting, planning, and
adjusting air traffic flows to ensure optimal safety and efficiency. Making
the distribution of headings more concentrated can help reduce air traffic
complexity, thereby improving safety and efficiency in air traffic coordination.

4.3.2 Implementation
In the simulation phase, we investigated the behavior of the SKL divergence
under varying distributions of flight headings (¢) within individual cells. Each

cell has different concentrations and spreads of flight headings. Specifically,
we tested the metric on a synthetic dataset where flight headings were dis-
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tributed according to the number of peaks (concentration points) and their
widths.

Building upon the insights gained from simulations, in order to validate
our findings on a real dataset, we proposed a new complexity index, called
Composite Complexity Index, in short, CCI (see Equation (4.40)). It is
weighted by the SKL divergence and the number of flights.

Our analysis utilizes flight data collected from ATL [107]. The dataset
provides a snapshot of flight trajectories on a specific date, enabling a detailed
examination of spatial distributions and flight path characteristics within
the airspace. The heading information from each trajectory is particularly
leveraged in our computation of the complexity map, which is based on
the SKL divergence determined in our simulation phase. These distances
quantify the directional dissimilarities between flight paths, offering insights
into the spatial complexities of aircraft movements around ATL.

Composite Complexity Index (CCI)

Local complexity depends on the intensity of air traffic and on the angular
distribution of trajectories. Each individual quantity is, of course, insuffi-
cient. Intense traffic with a predominantly unidirectional distribution or a
spread distribution with low-intensity traffic is not very complex. Therefore,
we choose, as a complexity index, a criterion that increases with both the
spread of the distribution and the intensity of traffic, named CCI. Since the
spread of the distribution is measured using the SKL divergence, it is natural
to choose, as a complexity criterion, the ratio
n

CCI = : 4.40
a + SKL (q||u) (4.40)

in which n is the number of flights through the cell under consideration and
SKL (¢||w) is the SKL divergence from ¢ to u. The positive parameter a avoids
singularity of the formula in the case where ¢ = w. It is chosen empirically,
in such a way that the contrast in the complexity map is satisfactory.

Dataset

Based on the dataset described in Subsection 2.5.1 of Chapter 2, we build
complexity maps of air traffic by focusing on records of one day of air traffic at
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ATL airport on December 26, 2018, which includes 215 flights. The detailed
attributes of each trajectory are outlined in Table 2.1 and Table 2.2.

Figure 4.3 illustrates the one-day traffic density of trajectories across
ATL on December 26, 2018. The highest number of flights occurs around
13:00 during these times. In contrast, the lowest flight density is observed
at around 06:00 to 08:00. There are smaller peaks observed in the afternoon
and evening, notably around 18:00 and 21:00. Overall, there is a noticeable
decline in flight activity from midnight to early morning, followed by a sharp
increase starting at 11:00, peaking in the mid-afternoon, and then stabilizing
at a relatively high level until the late evening.

oy
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Figure 4.3: Traffic density of trajectories across ATL on December 26, 2018.

All flight trajectories on this day can be seen in Figure 4.4. From the
figure, we can observe several prominent, thick lines suggesting popular flight
corridors, particularly in the northeast-southwest and northwest-southeast

directions.
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Figure 4.4: All flight trajectories across ATL on December 26, 2018.

Experimental Results

In order to build a complexity map, we determine the radius of the cell,
and then we count the number of flights entering in each cell as well as the
heading values. After obtaining the values of the SKL divergence (following
the steps illustrated in Subsection 4.3.1). Then we employ a color map where
blue denotes the lowest complexity indices and red the highest ones. This
gradient allows for clear visualization of spatial complexity variations, aiding
in immediate interpretation of relative intensity levels across the mapped
area.

To analyze the impact of the number of flights and the SKL divergence
on the CCI of the airspace, we performed experiments on a dataset from
ATL airport described in Subsection 4.3.2. The cell radius was chosen equal
to 10 kms. We obtained the complexity maps in Figure 4.5.

Figure 4.5b presents a complexity map based on the traffic intensity.
Row 12 and columns from 2 to 18 show very high complexity: indeed a large
number of flights traverse these areas. The regions with the lowest complexity
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Figure 4.5: Complexity maps on ATL airport dataset.
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are rows from 0 to 6 and columns from 6 to 20 having fewer flights.

Figure 4.5¢ displays a complexity map based on SKL divergence. The
rows from 5 to 10 and columns from 7 to 15 show high complexity. Conversely,
rows from 0 to 4 and columns from 0 to 6 exhibit lower complexity. This
suggests that the central region experiences significant variability in distances
between points, while the northwestern region has lower variability.

Figure 4.5d is a composite of the previous two factors, providing a more
comprehensive complexity map. The cells at row 12 and columns from 2 to 18
stand out again, indicating high complexity where both SKL divergence and
the number of flights are high. The least complex regions are rows from 0 to 6
and columns from 6 to 20, showing that when both factors are low, the overall
complexity decreases. This combination offers a thorough understanding of
complexity distribution, aiding in identifying areas that require attention in
ATM.

Overall, the complexity map clearly indicates that the point of highest
complexity is at the intersection of the main flight paths. This position
represents the densest air traffic and highest workload for ATCOs. The points
with the lowest complexity correspond to minimal workload for controllers.

For the detailed information, we compare the distance between the GvM
distribution (blue line) and the uniform distribution (green dashed line) in
three scenarios, including high, medium, and low complexities.

While a cell with index (12,1) has high complexity with 103 flights cross
this cell, the low complexity index is found in cell (7,5) having only one
aircraft flying over. The obtained GvM distributions in 2 cells are illustrated
in Figure 4.6 and Figure 4.7, respectively.

Figure 4.6 shows three predominant headings (near 7, 37”, and 27). This
distribution deviates significantly from the uniform distribution.

The cell (16,16) exhibits a moderate complexity index (see Figure 4.8),
the GvM distribution has a significant deviation from the uniform distribu-
tion, indicating an average level of complexity in this region. This is illus-
trated by the mixture of various headings (concentrating on two directions)
in the inset diagram, which suggests a moderate level of traffic diversity.

An interesting observation is that although cell (15,7) has only 5 flights
concentrated in the three directions close to Z, 7, and 27, which increases

™
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Figure 4.7: Low complexity cell: few flights, few directions.
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Figure 4.8: Medium complexity cell: moderate flights, moderate directions.

the complexity index, resulting in a high complexity level for this cell (see
Figure 4.9).
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Figure 4.9: High complexity cell: fewer flights, diverse directions.
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4.4 Conclusions

We have developed a methodology for assessing the local complexity of air
traffic. This strategy is decomposed in three steps: we first estimate, at
each point of a Cartesian grid, the probability density of aircraft headings
in corresponding cell, using the principle of Maximum Entropy (this was
detailed in Chapter 3); then we compute an approximation of the geodesic
distance to the uniform distribution, considered for obvious reasons as the
distribution of maximum complexity; finally, we define and compute an index
of complexity that combines both the angular distribution and the intensity
the local traffic. This index of complexity is evaluated at each point of our
grid, yielding a complexity map.

The chosen formula for the index of complexity is one choice among
others. However, our construction on real data seems to give what one may
expect. Other criteria may be obtained by considering the discrepancy be-
tween the heading distributions at entry and exit points of each cell. At all
events, it appears that our strategy for building complexity maps is both nu-
merically tractable and efficient. The problem of efficient geodesic distance
computation will be addressed in a future work.
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Chapter 5

Maximum Entropy multivariate
density estimation

This chapter explores the computation of multivariate probability distribu-
tions using the Maximum Entropy principle. The statistics associated with
a family of feature functions provide linear constraints on the unknown den-
sity. Discretization of the sought distribution is avoided, and the problem
then falls under partially finite convex programming. The solution is ex-
pressed through a primal-dual relationship, where the dual variable is ob-
tained by maximizing a concave function of a finite number of variables,
whose properties depend on the choice of the relaxation function. Various
types of constraint relaxations are considered, and in all cases, solving the
dual problem can be achieved using now-classical optimization algorithms.
The proposed formalism could, incidentally, optimize entropies other than
the Kullback-Leibler one. It extends previous results in which the sampling
space was assumed to be finite.

5.1 Introduction

In a number of applications, as in the modeling of animal or vegetal species
distributions or in the evaluation of air traffic density, one is facing the prob-
lem of estimating a multivariate probability distribution from observed data
in the form of samples, which are considered as being drawn independently
according to the unknown distribution. In this chapter, we develop a non-
parametric approach based on a combination of Maximum Entropy and the
method of moments.

In [42], such a problem was considered for discrete finite sample spaces,
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and tackled by means of the Maximum Entropy principle leading to a finite
dimensional optimization problem under linear moment constraints. Each
moment constraint is obtained via some statistic, that is, by estimating the
expectation of some feature function. Such a problem is tackled by means
of Fenchel duality, which provides a flexible framework for introducing the
relaxation of the above mentioned constraints. A potential function encodes
the type of relaxation (named regularization in the above reference). While
the equality constraint (no relaxation at all) is encoded by means of the
indicator function of a singleton, box constraints are also considered, as well
as least-square relaxation.

The Fenchel duality formalism provides a machinery that contains all
cases. Our main purpose in this chapter is to show that the nice framework
proposed in [42] can be extented to the more general setting where the sample
space is no longer discrete. We therefore consider the optimization of the so-
called differential entropy or of its relative counterpart, the Kullback-Leibler
divergence between probability measures.

Such an extended framework relies on extensions of the Fenchel duality
theorem, as well as on Rockafellar’s theory of convex integral functionals.

5.2 Statement of the problem

Let Q C R? be a bounded domain. We assume throughout that € is endowed
with the o-algebra of its Borel sets. The space of Borelian functions on €2 is

denoted by Bor(€2).

Points x4,...,x, are observed in 2. These points are assumed to be
drawn according to some unknown probability P on €2, and the fundamental
problem is that of recovering P. Feature functions fi,..., f,,: @ — R are
chosen, from which statistics are derived:

1 n
() =2 i), k=1,.m. (5.1)
j=1

Recall that the above equation expresses the expectation of f under the
empirical measure

1.
Pemp: nj;(sxj-y
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in which d, denotes the Dirac measure at x. The Maximum Entropy principle
states, in its native form, that among all probability measures P that are
consistent with the moments constraints

(fe) = /fk dP,  k=1,...,m, (5.2)

one should select the probability P which minimizes the Kullback-Leibler
relative entropy # (P||P,) of P with respect to P,. Here, P, is a reference
measure, supported in {2, which encodes the prior knowledge one may have
about P. If no prior knowledge is available, it is customary to choose P,
to be the uniform measure on €. Recall that the Kullback-Leibler relative
entropy of P with respect to P, is defined as

ﬁ
A (P|P)

Here, dP/dP, denotes the Radon-Nikodym derivative of P with respect
to Ps, and the notation P << P, means that P is absolutely continuous with
respect to P,. We are facing the following optimization problem:

if P << P,,

otherwise.

Minimize % (P| Ps)

(&) slelﬂRyth@

The shorthand s.t. stands for subject to, while y = (y1,...,ym) € R™ is
the vector whose k-th component is equal to (fy) and f is the R™-valued
function whose k-th component is equal to f;.

Problem (Z,) is an infinite dimensional convex problem with finitely
many linear constraints. Although the optimized variable P lies in the space
of Radon measures on €2, it is equivalent to search for its density with re-
spect to P,. As a matter of fact, minimizing the Kullback-Leibler divergence
discards measures that are not absolutely continuous with respect to P,.

Moreover, since the statistics in Equation (5.1) are inaccurate values of
the moments under consideration, the constraints in Equation (5.2) must be
relaxed. Following [42] we introduce, for the purpose of relaxation, a convex
potential function U: R™ — (—o0, o0].
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We therefore obtain the relaxed, functional counterpart of Problem (),

namely
Minimize H(p) + U(Fp)

P
(#) ‘ s.t. 1 =1Ip,

in which the variable p is the Radon-Nikodym derivative of the searched
measure P with respect to P,. The neg-entropy functional H is defined by

tint if t>0,
H(p) = / ho(p(x)) dPo(x) with ho(t):={ 0  if t=0,
00 if t<0

and the linear operators I and I are respectively defined by

Fp= | £0)p(x) dP.(x) and Ip= [ p(x) dPu(x).

The potential function U is generally a convex non-negative function which
attains its minimum value at y. The case of non-relaxed constraint [42]
corresponds to the choice Uy (s) = U{"(s) = d(y}(s). Recall that the indicator
function of a set S is the function

54(s) ::{ 0 ifsels,

oo otherwise.

Clearly, this choice enforces the equality Fp = y. In [42], the case of box
constraints was also considered. It corresponds to the choice

m

Uy(s) = U}(,l)(s) =0p,(s) in which By := H[yk — By Yk + B
k=1
with B8 = (81,...,5m) € (R}). Since the convex conjugate of dp (-) fails to
be differentiable, one may consider an approximation of the box constraint
that yields a differentiable conjugate as in [42, Section 5.2]. This will also be
considered in the present chapter. The least square relaxation corresponds
to the choice

1
Uy(s) = UP() = o lly sl

in which || - || denotes the Euclidian norm and « is some positive constant.
We may also consider, more generally, the choice

2

1
UGs) = 55 |y ==l

112



in which ||z[|3, = (z,2), = (z,Qz) with Q a positive definite symmetric
matrix. An interesting example of this is obtained if we let Q = X! with &
an estimate of the covariance matrix of the vector y: the relaxation then
accounts for the variance of each principal component of the data vector
regarded as a random vector.

Implicitly, the above problem is stated in the space of integrable func-
tions having well-defined integrals against all feature functions. In general,
such a space is a subspace of L}, (©2), the space of measurable functions on
that are integrable with respect to P,. We note that, in the case where all
feature functions are bounded, our natural workspace is Lp, () itself. In
general, however, the natural workspace for Problem (Z?) is a proper sub-
space of L (€2). The reason for this is that the linear mapping I is well
defined on the space

{pelh (| phelh (@) k=1, m}.

Generally speaking, the implicit workspace involved in any moment problem
that involves feature functions taken in a set ® is the Kéthe space

Lp,(Q;®) := {p € Bor(Q) | Vf € ®, pf € L}, () }. (5.3)
In the next section, we shall explore the dualization of problem (&?)
and show how this dualization provides algorithms for effective computation

of Maximum Entropy solutions in our infinite dimensional setting, without
having to discretize the statistical problem under consideration.

5.3 Maximum Entropy solutions

We now consider the dual approach for solving Probem (7). The cornerstone
of the analysis is an extension of Fenchel’s duality theorem for which the
primal variable lies in an infinite dimensional space. For convenience, we
define on R x R™ the function

G(1o,m) = —0g13(n0) — U(m)

and rewrite (&) is the equivalent form
(22) Minimize H(p) — G(Ap),
in which Ap := (Ip, Fp).
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Theorem 20 (Fenchel duality). Suppose we are given L and L* two vector
spaces, algebraically paired by the bilinear mapping (-,-); A: L — R%, a
linear mapping and A*: RY — L*, its adjoint; H: L — (—o00,00], a proper
convex functional and H*: L* — (—o00,a], its convex conjugate; G: R? —
[—00,00), a proper concave function and G,: RY — [—o00,0), its concave
conjugate. If the constraint qualification condition

(QC) ri(Adom H) Nri(domG) # ()
is satisfied, then

inf {H(p) - G(ap)} = max{G. () - H*(A°N)}.

The notation ri S stands for the relative interior of the set S, that is, the
interior of S in the induced topology of its affine hull. The effective domain
dom H of a convex function H is the set of points p for which H(p) < oo,
and the effective domain dom G of a concave function is the set of points n
for which G(n) > —oo. The function G, is the concave conjugate of G,
while H* denotes the convex conjugate of H. The reader unfamiliar with
convex analysis is invited to refer to [100, 55, 18].

Theorem 20 establishes the equality between the optimal value in the
primal problem (the minimization of the primal function H—GoA) and that
of the dual problem (the maximization of the dual function G, — H* o A*). It
also says that the dual problem is attained, meaning that the dual problem
has at least one solution.

In order to tackle our generic Maximum Entropy problem, it remains to:

1. find condition for existence of a primal solution;

2. compute the conjugate of H, a highly non-trivial thing when H is an
integral functional;

3. link the possible primal solution to a dual solution.

Theorem 21 (Primal attainment). Together with the notation and assump-
tions of Theorem 20, suppose that

(QC*) ridom G, Nridom(H* o A*) # ().

Suppose in addition that
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(a) H*™* = H and G, = G;

(b) there exists X mazimizing the dual function and p € OH*(A*X) such
that H* o A* has gradient Ap at .

Then p minimizes the primal function.

The notation 0F (x) stands for the subdifferential of the function F at x.
The condition G, = G is satisfied whenever (G is an upper-continuous proper
concave function, a mild assumption satisfied by all examples of interest. The
condition H** = H is more difficult to verify when H is an integral functional
defined on a functional space such as Lp, (£2; D).

We owe to Rockafellar a series of works [103, 101, 102] allowing us to
compute the convex conjugate of an integral functional in a rather simple
way. Under certain conditions (concerning the integrand h of H but also the
functional workspace) it is possible to conjugate through integral sign, that is
to say, to obtain the conjugate of the integral as the integral with conjugate
integrand.

An integral functional on € is a functional of the form

H(p) = [ hp(x).x) dP.(x), peL.

Here, we endow () with a g-algebra and with a positive o-finite measure P,,
and L is a space of measurable functions.

We note that the dependence of h in its second argument could be
ignored here, since we focus on the case where h(p(x),x) = ho(p(x)).

A space L of measurable functions is decomposable if it is stable under
bounded alteration on sets of finite measure, that is to say, if for every p € L,
every set T' such that P,(T) is finite and every measurable function ¢ that is
bounded on 7', the function

_ ' (x) ifxeQ\T,
p(x) :{Z(x) ifxeT

belongs to L. In the context of this chapter, we are mostly interested in the
vector space L = Lp (2;®) with & = {]lg,fl, . .,fm}, where 1 denotes
the function identically equal to 1 on 2.
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Theorem 22 (Conjugacy through the integral sign). Let L and L* be spaces
of measurable functions on € paired by means of the integral bilinear form

(0.6) = | p(x)o(x) dP.(x).

Let h: R x ) be a measurable integrand that is proper convex and lower semi-
continuous in its first argument, and let H be the functional of integrand h:

H(p) = [ h(p(x).x) dP.(x). pe L.

Assume that L is decomposable and that H has nonempty effective domain.
Then

H'(6) = [ 1"(6(x), %) dP.(x)

for every ¢ € L*, in which h*(-,x) = (h(-,x))*. Moreover, H* is convex
on L*.

In our context, L and L* are respectively the Kothe space Lp, (€2; @), as
defined in Equation (5.3), and its dual Kothe space

Ly, (@) := {p € Bor(Q) | Vp € Lp, (4 ®), py € L}, () },

with & = {]19, fi,- - ,fmf}. It was shown that if a family ® of feature func-
tions is such that every f € & is integrable over every set of finite measure,
then Lp, (2; @) is decomposable, an moreover that if 1o € ®, then L} (£2; @)
is also decomposable. See Lemma 1 and Proposition 1 in [78].

The entropy kernel h(t,x) = ho(t) is clearly a measurable integrand that
is proper convex and lower semi-continuous in its first argument. Its convex
conjugate is given by

hy(r) =exp(r—1), 7€R.

Since our pair of functional spaces Lp, (Q; @), L}, (€2; @) satisfies the require-
ments of Theorem 22, it comes that, for every ¢ € L} (€2; ®),

() = [ exp (o(x) = 1) dP.(x).
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Now, h:* = h, since h, is proper convex and lower semi-continuous. More-
over, it is readily seen that

L (9®) = {p € Bor(Q) | Vi € Li, (% ®), pp € Lh, () } = L (2 @),

See Property (f) page 207 in [78]. It follows that conjugacy through the
integral sign applies one more time: for all p € Lp_ (Q; @),

17 (p) = | B (p(x)) dP.(x) = H(p).

Theorem 23 (Primal-dual relationship). Together with the notation and as-
sumptions of Theorem 20, assume that H is an integral functional satisfying
the assumptions of Theorem 22. Assume further that G is proper concave and
upper semi-continuous (so that it equals its concave bi-conjugate) and that the
effective domain of the dual function D := G — H* o A* has nonempty inte-
rior. Assume finally that the conjugate integrand h* is differentiable over R,
and that there exists some dual-optimal vector X in int dom D. If

p(x) == h*([A*X](x).x) € L,

then p is a primal solution.

Let us now get back to our Maximum Entropy problem. Most potential
functions U are of the form U(n) = V(y —n) with V' a proper convex lower
semi-continuous (and even) function. For example, the standard least-square
relaxation corresponds to the case where

2 / m
, meR™

Vi) = 5 |
An easy computation shows that, in this case,
Gi( Ao, A) =X + (¥, A) = V(A
The dual problem to Problem (&) then consists in maximizing the function
Do, A) i= Ao+ {y, A) = V*(A) — exp(Ao — 1) /Q exp (A, £(x)) dPo(x), (5.4)

in which we account for conjugacy through the integral sign (Theorem 22).
We note that the effective domain of D coincides with that of V* whenever
the feature function f has bounded components.
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Provided the qualification of constraints (QC') and its dual counterpart
(QC™) are satisfied, Theorem 23 tells us that the solution to the Problem ()
is given by

p(x) = exp P\O -1+ <5\, f(x)>} = exp(\o — 1) - exp <5\, f(x)> :

in which (X, A) maximizes the dual function in Equation (5.4). Applying
Fermat’s principle, we find that (A,, A) must satisfy the condition

(0,0) € dD(Ao, ).

Here, the subdifferential is taken is the sense of concavity. It is readily
checked that the latter condition is equivalent to

exp(ho — 1) = (/Q exp <5\,f(x)> dx)1 and 0€ 9D(N),

in which

D) :== (A y) = V*(A) — ln/QeXp (A f(x)) dx.

Therefore, maximizing the dual function in Equation (5.4) boils down to
maximizing the function D. We observe that D is concave a upper semi-
continuous, as a consequence of the convexity and lower semi-continuity of
the log-Laplace transform. We note that evaluating D(\) relies on some
numerical integration in dimension m. This is by no means a limitation, due
to the existence of powerful numerical integration algorithms such as Monte
Carlo integration, for example.

Let us summarize the above achievements. Provided one can check Con-
ditions (QC') and (QC™), which depend on the choice of the potential V' and
on that of the feature functions fi, ..., f, we compute the optimal vector A
by maximizing D, and we then obtain the Maximum Entropy solution p via

the formula B
exp <)\, f (X)>

/Q exp <5\, f(x)> dx

p(x) = x € Q.

Some potentials V' give rise to nice differentiable concave unconstrained
maximization problems. This happens whenever the conjugate V* has full
domain and is differentiable. A standard example is provided by the least
square relaxation. However, in general, the function V* may suffer from
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drawbacks such as failing to have full domain (so that the dual problem is
constrained) or being non-differentiable. A standard example is provided by
the case of box constraints.

In the smooth unconstrained case, quasi-Newtonian methods such as the
BFGS algorithm are expected to provide fast and accurate solution. If V*
is not differentiable, then the situation is not hopeless at all, thanks to the
proximal gradient algorithm. As a matter of fact, in the latter case, the
function to be maximized is then a composite concave function, that is to
say, a sum of two concave functions one being differentiable, the other being
non-differentiable. The reader interested in the optimization of composite
functions and the proximal gradient algorithm may refer to [12, 115] and the
references therein.

5.4 Relaxation

Following [42], we explore a number of potential functions to be used for the
reconstruction of multivariate distributions. We assume throughout that the
domain of H* o A* is nonempty, a mild assumption on the family of feature
functions.

No relaxation at all. In this case V(1) = d03(n). The convex conju-
gate V*(A) is then the function identically equal to zero. Condition (QC')
reads y € ri(IFdom H) is this case, and Condition (QC™) is automatically
satisfied. The reason is that the effective domain of GG, then is the whole
of R™, and that ridom(H* o A*) is nonempty, as the relative interior of a
nonempty convex set.

Box constraints. The function V' is defined in this case by

V('I?) = 5H::1[—ﬂk,6k](77) = Z 5[*5;“5& (nk)
k=1

Its convex conjugate is then given by

V=Y Gl = BeA
k=1

1 ?
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in which ® denotes the pointwise product. In this case, Condition (QC)
reads

<H(yk — Br, Yk + Bk)> (ri(F dom H) # 0.
k=1
Condition (QC™) is, again, automatically satisfied. Since the corresponding

function D is a composite function, the maximization of D will be efficiently
performed by the proximal gradient algorithm.

Smoothed inner approximation of box constraints. Let ¢3: R —
(—00, 00] be defined by

2

B+ ~

00 otherwise.

Ys(n) =

The smooth inner approximation of box constraints with the same box as in
the previous paragraph, and its convex conjugate, are respectively given by

Vi) = ces () and VA =3 By Inch (A) |
k=1 k=1 €k

in which g;, controls the proximity of V(1) to the target box constraint po-
tential and, thereby, the proximity of the corresponding conjugate functions.
Figure 5.1 gives an idea of the approximation of the box constraint potential
and its conjugate. We note that the constraint qualification condition and
its dual counterpart are exactly as in the box constraint case. The advan-
tage here is that the dual function is differentiable, allowing the use of some
powerful quasi-Newtonian optimization method, such as BFGS.

Least squares. Given a symmetric positive definite matrix @), the weighted
least square relaxation corresponds to the case where

Vi) =5 ol end Vi) =3 ]n|]

The standard least square relaxation is obtained by letting () = I, the iden-
tity matrix. If the covariance matrix ¥ of the data vector, regarded as a
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Figure 5.1: Plots of e¢g(n) and its conjugate for § = 1 and various values
of .

random vector, is available or estimated, we may choose () = . The cor-
responding relaxation then entails the square Mahalanobis distance between
the data y and the moment vector Fp. It is remarkable that, one more time,
things look nicer on the dual side: no matrix inversion is required to evalu-
ate D(X). Finally, the constraint qualification and its dual counterpart are
automatically fulfilled here.

5.5 Conclusion

In this chapter, we studied the Maximum Entropy approach to the problem of
reconstructing a spatial density from a finite statistical sample. The moment
constraints associated with the choice of feature functions are relaxed using
potential functions, as in [42].

The dualization of the problem allows the calculation of the solution den-
sity through the maximization of a dual problem in finite dimension, whose
properties depend on the chosen potential function. Partially finite convex
programming, as well as conjugacy of convex integral functionals, constitute
the major ingredients of the proposed developments. In all cases, the dual
problem is tractable, and the primal-dual relationship allows obtaining the
solution.

The tools developed in this chapter will make it possible to solve the
problem of reconstructing spatial densities without resorting to discretiza-
tion of the problem. This is a definite advantage, since the choice of a
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discretization introduces a certain bias, which is contrary to the spirit of the
Maximum Entropy method.

The choice of a family of feature functions remains a crucial question in
this field. The authors of this chapter are currently focusing on this issue,
which will be the subject of a subsequent publication.
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Chapter 6

Conclusion and further work

6.1 Conclusion

In the first part of this thesis (Chapter 2), we concentrated on applying Ba-
yesian inference to improve flight trajectory predictions: Bayesian inference
provides a powerful framework for incorporating prior knowledge and updat-
ing predictions based on new information. This allows for a more nuanced
and probabilistic approach to trajectory prediction. By leveraging Baye-
sian methods, we can better estimate the uncertainties inherent in trajectory
predictions and develop more effective strategies for managing air traffic in
increasingly congested airspace. Our BayesCoordLSTM model, which inte-
grates Bayesian optimization and coordinate transformation into a hybrid
ConvLSTM framework, has demonstrated superior performance in predict-
ing flight paths with higher accuracy and efficiency compared to existing
methods.

In the second part (Chapters 3 to 5), we focused on analyzing air traffic
complexity using concepts derived from information theory. We developed
a method to construct air traffic complexity maps in two parts: first, at
each point in the airspace, we estimate the angular probability density of the
headings of aircraft entering a circular cell centered at the considered point,
and then we evaluate the local complexity.

The first part, which is the subject of the article presented in Chapter 3,
uses the Maximum Entropy principle combined with the method of moments.
Fourier coefficients are estimated by empirical averages from trajectory data
over a fixed time window, and an angular density maximizing the entropy
while respecting the estimated moments is obtained via partially finite convex
programming. The result is a GvM (Generalized von Mises) density.
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The second part involves calculating a complexity index associated with
the obtained GvM density and the intensity of the flow traversing the cell.
The complexity associated with a given GvM is defined as a decreasing func-
tion of its geodesic distance to the uniform distribution. Calculating this
distance is theoretically possible but quite complex, so we approximate the
geodesic distance by the SKL (Symmetrized Kullback-Leibler) divergence. A
complexity map can then be constructed by multiplying the previous index
by the local traffic density.

Currently, the local traffic density is simply estimated by counting the
number of aircraft crossing the considered cell. However, we questioned the
notion of traffic density. A more instantaneous notion than the one used in
the approach described here could make sense in air traffic management. This
motivated the writing of the article presented in Chapter 5. In this article,
we consider a spatial distribution of points (which could be the positions
of aircraft at a given moment) as resulting from a random draw according
to an unknown law. We then propose an estimation of this law using the
Maximum Entropy principle combined with the method of moments. Again,
partially finite convex programming forms the theoretical core of the study.

6.2 Further work

Building on the foundations laid by this research, several avenues for future
work can be pursued to further enhance the capabilities and applications of
our methodologies:

Take into account weather conditions for flight trajectory prediction: Fu-
ture research should focus on developing techniques for dynamic adaptation
of hyperparameters in the BayesCoordLSTM model. This could involve real-
time adjustments based on changing flight scenarios and weather conditions,
improving the model’s adaptability and real-time predictive accuracy.

Consider discrepancies between heading distributions at entry and exit
points of cells: Exploring different criteria for defining and measuring air
traffic complexity could enhance our understanding and improve the accu-
racy of complexity maps. By comparing aircraft density at the entry and exit
points of a region (cell S), we can identify if aircraft are changing their paths
within that area. A significant difference in these densities suggests alter-
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ations in trajectories, indicating unpredictability and increasing the overall
complexity of the air traffic system.

Efficient geodesic distance computation: Future work could investigate
on optimizing algorithms for faster geodesic distance computation, incorpo-
rating real-time data for dynamic updates, and leveraging parallel processing
to handle larger datasets. Exploring these areas may enhance both accuracy
and efficiency in practical applications.

This research has established a robust framework for predicting flight
trajectories and assessing air traffic complexity. As air traffic volumes in-
crease, the deployment of advanced analytical tools such as those developed
in this study will become increasingly critical. By continuing to refine and
expand upon our methodologies, we can contribute to the ongoing efforts
to enhance the safety, efficiency, and effectiveness of air traffic management
systems worldwide.
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Appendix

A Computing conjugates

In this appendix, we give computation details for the conjugate functions
involved in the Maximum Entropy problem of Chapter 3. We start with the
conjugate of

0]
9o(m0:m) = =5 ll2 — N3 — 61y (1)
We have:

(go)*()\oaA)
= inf {(()\o, A); (M0,m)) + %Hz — |3+ 5{1}(770)}

Mo,M
. : a
= int (o + Sy ()} +imf L)+ Slle )

Clearly, the first infimum is attained at 7, = 1, yielding the value A\,. The
second infimum is attained at the point 1) where the gradient of the function
n— (A1) + %[z —n|/3-:. A straightforward computation shows that the
gradient of the latter function is equal to A — aX~!(z — i), which implies
that

1
N=2z——XA\.
o)

It follows that

. (0%
int {(Am) + 1z~ ml}3-+

1 1 1
- <A, 7 2A> + 2 <EA, 51 (Z)\>>
« 2 \« «
1
= (ANz)— — (A XN
< 7Z> 20& < ? >
Putting things together, we obtain:

(go)*()\m >‘) =X+ <)\, Z> — 210( <)\, ZA> .



Next, we address the case where the estimated covariance matrix is sin-
gular. In this case, the inverse covariance matrix does not exist and the
Mahalanobis distance degenerates. We check here that the appropriate for-
mula is that given in Equation (3.6).

Lemma 24. Let () be a symmetric positive semi-definite matriz and let

1
plx) = 5 (x,Qx)
Then, the convexr conjugate ©* is given by

E) = { (€,Q1¢) if&eranq,

00 otherwise.

PRrROOF. By definition,

o€ =sw {6, - 5 (6,00}

The gradient of the function to be supremized is equal to £E—Qx. If £ € ran @),
then the gradient vanishes at any X such that @x = &, for example at
X = QT¢, since QQT¢ = & (recall that QQT is the orthonormal projection
onto the range of ). Then,

1 1
* — Te\ = T Te\ — = T
7€) = (6,Q'¢) - 5 (Q'€.QQ'¢) = £ (£.Q'¢).
If & ¢ ran @, then pick x, € ker @ \ {0}. For every ¢t € R,
1

<£7 tXO) - 5 <£7 Q(th>> =1 <€’XO> . (61)
Since x, € kerQ = (ran Q*)* = (ran Q) and we assumed that & ¢ ran Q,
the scalar product (€,x,) is necessarily nonzero, which shows that the left
hand side in Equation (6.1) can be made as large as desired. This implies

that ¢*(&€) = oo in this case.

A byproduct of the lemma is that the function in Equation (3.6) is a
closed proper convex. Since such functions are equal to their biconjugates,



this justifies that (g,), is unchanged, and subsequently so are the dual prob-

lems (Z) and (2).

Finally, we deal with the computation of the convex conjugate of the
function

tint ift >0,
o0 t < 0.

By definition,

h*(t) = ilel]E{Tt — h(t)}.

Suppose that the supremum is attained at ¢ € R*.. Then
T—hWEt)=7—Int—1=0,

so that t = e¢"1. We see a posterior that ¢t maximizes the function z +

Tt — h(t), since the maximum can’t be attained on R_. Therefore,

R (r) =71t —h(t) =71 —e" N7 —1) =",



	Résumé
	Abstract
	Contents
	List of Figures
	List of Tables
	Abbreviations
	Publications
	Chapter 1 Introduction
	1.1 Motivation
	1.2 Background
	1.3 Air traffic complexity
	1.3.1 Factors contributing to air traffic complexity
	1.3.2 Air traffic complexity metrics

	1.4 Contributions
	1.5 Structure of the thesis

	Chapter 2 Applying the Bayesian method to improve flight trajectory prediction
	2.1 Introduction
	2.2 Literature review
	2.3 Long Short-Term Memory
	2.3.1 LSTM architecture
	2.3.2 LSTM operation

	2.4 Proposed model
	2.4.1 Coordinate transformation
	2.4.2 CNN layer
	2.4.3 Bayesian optimization

	2.5 Experimental results
	2.5.1 Data preparation
	2.5.2 Hyperparameter tuning
	2.5.3 Evaluation metrics
	2.5.4 Comparison of experimental results

	2.6 Conclusions

	Chapter 3 Reconstructing angular probability density by using Maximum Entropy
	3.1 Introduction
	3.2 Literature review
	3.3 Setting
	3.3.1 Computing moments
	3.3.2 Formulating the Maximum Entropy problem

	3.4 Duality in action
	3.4.1 Review of useful convex analysis
	3.4.2 Computing Maximum Entropy densities
	3.4.3 Deriving an algorithm

	3.5 Simulations
	3.5.1 Validation with Dirac distributions
	3.5.2 Numerical implementations

	3.6 Towards air traffic complexity estimation
	3.7 Conclusions

	Chapter 4 Building complexity maps of airspace via information geometry
	4.1 Introduction
	4.1.1 Motivation
	4.1.2 Overview

	4.2 Deriving a complexity index via information geometry
	4.2.1 Maximum Entropy angular densities
	4.2.2 The Fisher information metric

	4.3 Validation
	4.3.1 Simulation
	4.3.2 Implementation

	4.4 Conclusions

	Chapter 5 Maximum Entropy multivariate density estimation
	5.1 Introduction
	5.2 Statement of the problem
	5.3 Maximum Entropy solutions
	5.4 Relaxation
	5.5 Conclusion

	Chapter 6 Conclusion and further work
	6.1 Conclusion
	6.2 Further work

	References
	Appendix
	A Computing conjugates


