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Abstract

In recent years, the development of efficient numerical methods for the simulation of ki-
netic dynamics plays an important role. Besides deterministic methods, such as Lagrangian
schemes, Galerkin schemes and finite volume schemes, an important attention is given to
particles schemes. These methods are able to produce a good approximation of the density
function, and, by introducing stochasticity, they are able to capture the natural property
of the system such as randomness and uncertainties. They can also be suitable to solve the
issue of high dimensionality related to deterministic schemes and to substantially reduce
the related computational costs. In this thesis we will focus on the application of particles
schemes to different problems, developing novel methods to improve the efficiency of the
existent ones. In Chapter 2 we will focus on a particular problem related to magnetic con-
finement in Plasma Physics. We will introduce an optimal control problem and discretize it
by means of a particular particle scheme. In Chapter 3 we will formulate a follower-leader
kinetic model to simulate the collective motion of birds. We will show how it is possible to
improve the efficiency of classical stochastic algorithms in presence of non-locality. In Chap-
ter 4 we will consider a similar setting in the context of optimization and we will develop a
novel stochastic algorithm useful to minimize non-convex high dimensional functions. Fi-
nally, in Chapter 5 we will focus on a predator-prey model, developing an efficient version
of classical approximated stochastic algorithms which is able to preserve the accuracy.

vil
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Chapter 1

Introduction

The investigation of mathematical models that explain the collective behavior of groups
of animals, such as birds flocks [14, 64, 65, 89], fish schools [127], and insect swarms [22,
24, 35, 139], has been a considerable surge in interest. Beyond its significance in biology,
emerging collective behaviors have a substantial impact on a wide array of applications
that encompass the dynamics of numerous individuals or particles. These applications span
from computer science [140, 172], physics [118], and engineering [141] to the social sciences
and economics [12, 86, 168, 185]. Numerous conventional models describe these behaviours
starting from the individuals or particles level. Among the different frameworks proposed,
the three-zone model [45, 190] has been particularly used. Particles engage in three types
of interactions: repulsion, alignment, and attraction, depending on the relative location of
their neighboring agents. This is the case for example of opinion dynamics [10, 109], where
people are affected by others for instance in social networks or during political elections.
Another example is the case of flocking of animals, such as for instance fish schools, where
preys may organize in huge groups to escape from predators.

Figure 1.1: On the left a network diagram and on the right a fish school.

1.1 From ODEs to kinetic equations

From a mathematical view point, the dynamics at the individuals level can be described by
microscopic models which take into account of the evolution of the position x; and velocity
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v; of the i-th particle, for ¢ = 1,..., N. The ODE system reads

oi(t) = v,
{ vi(t) = Zjvzl Fy(t,z;(t),v;(1)), (1.1.1)

where F;(-) models the interaction forces between each agent i and all the other agents.
Among the classical models we recall the Cucker-Smale model [73, 74, 49] and the D’Orsogna-
Bertozzi model [90] which assume symmetric interactions between all the agents. Some ex-
tensions which do not involve symmetric interactions are given for example by the Mostch-
Tadin model [155], in which a weighted interaction force is considered. The weighted in-
fluence can be represented by a visual interaction cone [62, 94, 95], assuming agents can
interact just with the ones inside their vision area, or by metric and topological balls
[67, 31, 32, 123]. In metric interaction, each agent communicates just with the agents whose
distance from it is lower than a certain threshold, while in topological interaction, each
agent interacts just with its N* nearest neighbors. Direct simulation of the ODE system
can be extremely demanding, especially when the sample size is large and non-local inter-
actions are considered. From a mathematical modeling perspective, these issues have been
extensively explored within the kinetic research community [162, 50, 102, 123, 167, 185],
with the development of kinetic equations to simplify the computational complexity. Ki-
netic equations are mathematical formulations that describe the behavior and evolution
of systems with a large number of particles or constituents. These equations focus on un-
derstanding the evolution of the distribution of particles f(-) in phase space, considering
factors such as position and velocity. In particular, each particle with position and velocity
(z,v) is subjected to free transport, that is it change its position 2 with a position

¥ = x4+ (t—to)v, (1.1.2)

where ¢y denotes the initial time and ¢ the current time. In addition, each particle interacts
with another randomly selected particle with velocity w and both particles change their
velocity because of interaction according to the following binary interactions rules,

v* =v+ aF(v,w),

w* = w + oF (w,v),

(1.1.3)

where « represents the interaction propensity, i.e. the strength of interaction, and F(-) is
the interaction force. The evolution of the density function f(-) of particle position z € R?
and velocity v € R? can be described by a Boltzmann type equation of the form

O f(z,v,t) +v-Vaf(x,v,t) = Qx,v,t). (1.1.4)

In (1.1.4) the term
v-Vaf(z,v,t), (1.1.5)
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represents the effect of the free-transport of particles, while the term Q(f, f) represents
the effect of binary collisions and takes the following form

Qa,v.t) = [ | G0 07w 0) = Fla, .00 (0, )iy (1.1.6)

where (v*, w*) denotes the post interaction velocities of particles with velocity (v, w), F(-)
models the interaction force between the two agents, a > 0, and J is the Jacobian of the
transformation of (v, w) to (v*,w*).

1.2 Numerical methods for kinetic equations

From a numerical view point, the dynamics can be simulated by means of different numer-
ical schemes such as the Lagrangian schemes [72, 175], the finite volume schemes [71, 194]
and the Galerkin schemes [76, 151]. These methods produce an accurate approximation of
the density but may be computationally expensive. Indeed, tackling the numerical approx-
imations for the interaction term, especially in cases involving multi-dimensional integrals,
proves to be very challenging. In addition, the kinetic dynamics is difficult to be approxi-
mated on regular grids since the long-time behaviour of the system is not compactly sup-
ported. In contrast to the mentioned numerical schemes we find particles methods which
produce a good approximation of the density function with the advantage of reducing sub-
stantially the computational costs. Indeed, they can handle problems with a large number
of dimensions without a significant increase in computational complexity which instead
characterize the deterministic methods. Furthermore, by introducing stochasticity, they
allow to formulate numerical schemes that retain the majority of the physical properties
inherent in the original system such as for instance randomness and uncertainty. The idea
of these methods is to approximate the density by a large number of particles with position
and velocity (z;(t),v;(t)) fori=1,...,N as

N

Nz, v, t) = % > 6z — ai(t)5(v — vi(t)) (1.2.1)

i=1

where 0(+) is the usual Delta-function. At time ¢ = 0 particles are sampled from an initial
given distribution by generating a sequence of pseudo random numbers. To this aim one
can refer for instance to inverse transport methods or an acceptance-rejection methods
[162]. In the following we will present different particles methods.

1.2.1 Direct Simulation Monte Carlo (DSMC)

DSMC methods are an efficient class of numerical schemes used to simulate the probabilis-
tic dynamics given by kinetic equations. Schemes of this type have been first developed by
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Bird [28] and Nanbu [157, 158]. The method divides the simulation domain into compu-
tational cells and simulates the motion of particles through random sampling of collision
and interaction events. This statistical approach allows DSMC to capture the probabilistic
nature of collisions, however its accuracy strongly depend on the number of particles IV,
being of order O(N -1/ 2). In advance, due to its statistical nature, in low populated regions,
simulations can exhibit a numerical noise which may affect the results. Despite these chal-
lenges, the DSMC is an indispensable tool to capture the individuals behaviour and to face
the curse of dimensionality problem related to the computation of the interaction term.
The fundamental idea of Monte Carlo methods is a decoupling between the transport and
collision parts in the Boltzmann equation (1.1.4). The transport step solves the exact free
flow of the sampled particles with position and velocity (x;(t), v;(t)) in a time interval At,
forany i =1,...,N

xz(t) = l‘z(t) + Atvi(t). (1.2.2)
Then different variants of the Monte Carlo method can be used to solve the interaction
step by giving a probabilistic reformulation of the dynamics described by (1.1.4).

Asymptotic Nanbu algorithm. The idea is to introduce the approximated density
frhat time "t = (n + 1)At as

= (1 + At) f* + AtQT (™, f), (1.2.3)

where QT (f™, f™) denotes the gain part of the discretized collision operator defined in
(1.1.6). Equation (1.2.3) can be explained as follows. With a probability At particles in-
teract and change their velocity, with probability 1 — At particles do not interact. At each
time ¢ the density is reconstructed as in (1.2.1). A simple algorithm for the interaction step
is presented in the sequel.

Algorithm 1.2.1. [Asymptotic Nanbu algorithm]
1. Give N samples U,? from the initial distribution f°, set N, = TAt to be the total
number of iterations, where T represents the final time.

2. forn=0to NV

(a) fori=1to N
i. select randomly an index j # i,
ii. with probability At update the velocity v; using the first relation in (1.1.3),
iii. with probability 1 — At set v?“ =

end for

end for

There exists a symmetrized version of this algorithm in which once that two particles
have been selected, with a certain probability both the velocities will be updated according
to the rules described in (1.1.3).
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Bird like algorithms. Another class of methods is the Bird like asymptotic schemes. The
primary distinction from the previously outlined algorithm lies in the fact that particles
are engaged in multiple interactions within a single time step. The method is based on
the observation that binary interactions undergo at time intervals which are exponentially
distributed. Hence, given a random number r ~ U([0, 1]), we set

In(r)
)

A simpler technique relies on a constant time step that corresponds to the average time
between interactions and hence it is defined to be

At 1
Aty =— = — 1.2.
t NN (1.2.5)

At, = — (1.2.4)

where N, = NAt is the average number of interactions per time step. The symmetrize
version of this algorithm reads as follows.

Algorithm 1.2.2. [Symmetrize Bird like algorithm)]

1. Give N samples v? from the initial distribution f°, set N; = TAt to be the total
number of iterations, where T' represents the final time, and N, = NAt.

2. forn=0to V;

(a) for k=0 to N,
i. fort=1to N
A. select randomly an index j # i,

B. update the velocity v; and v; using the first and second relation in
(1.1.3).

end for

end for

end for

Mean-field interaction algorithm. A method to directly simulate the Boltzmann
equation is the mean-field Monte Carlo algorithm, which at the particle level is equivalent
to microscopic simulations. At each step the idea is to select a random subset of particles
with size M for interactions, as opposed to having each particle to interact with another
randomly selected particle. The following algorithm briefly describes this procedure.

Algorithm 1.2.3. [Mean-field interaction algorithm)]

1. Give N samples v? from the initial distribution f°, set N, = TAt to be the total
number of iterations, where T is the final time, and set M < N to be a subsample
size.
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2. forn=0to V;

(a) fori=1to N
i. select randomly M indexes j # 1,

ii. update the velocity v; as

At I
ot =l T SO F ). (126)

(A
Jj=1

end for
end for

This algorithm allows to reduce the computational cost from O(N?), which corresponds
to the cost of a microscopic simulation, to O(NM). Note that if M = 1 we recover the
Asymptotic Nanbu algorithm previously described. Other versions of the mean-field Monte
Carlo algorithm can be derived by taking suitable averages in the algorithms for Boltzmann
models. We refer to [162] for further the details.

1.2.2 Particle-in-Cell schemes (PIC)

Particle-in-Cell (PIC) methods represent a class of numerical techniques widely employed
in the simulation of complex physical systems, particularly in the realm of plasma physics,
astrophysics, and high-energy particle interactions. PIC methods originated in the 1950s
and have since evolved significantly. The methods popularity stems from their ability to
capture kinetic effects and self-consistent interactions, making them particularly well-suited
for studying phenomena where the behavior of individual particles is crucial. These phe-
nomena include also the study of magnetized plasma [54, 96, 97, 120] on which we are
mainly interested in. In this context we assume the evolution of the plasma density func-
tion to be given by a particular collisionless kinetic equation, the Vlasov equation

8f(t’ x? v)

T +v-Vof(t,z,v) + (E(t,z) + v x B(t,x)) - V, f(t,z,v) =0, (1.2.7)

with E(t, z) and B(t, ) representing the electric and external magnetic field respectively,
which describes how the number of particles at a particular position and velocity in phase
space change. The Vlasov equation can be coupled with the Poisson equation

Apop(z,t) =1—p(z,t),  E(z,t) = —Vud(z,t), (1.2.8)

where ¢(-) represents the electric potential, p(-) the charge density and E(-) the value of
the electric field, which relates the electrostatic potential to the charge density, linking
the dynamics of charged particles to the electric field they create. In the context of PIC
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simulations for Vlasov-Poisson systems, the computational domain is discretized into a
grid, and the evolution of the distribution function is tracked by representing it with a
finite number of computational particles. These particles move through phase space along
the characteristics of the system which are

dri(t) = v;(t z;(0) = 2¥
dﬁt) (1), (0) = 7, (1.2.9)
c;t =vi(t) x B(t,zi(t)) + E(t, zm), v;(0) =22,

foranyi=1,..., N, with NV representing the total number of particles. The approximated
density is then computed from the particle distribution as in (1.2.1), and the Poisson
equation is solved to obtain the electric field. There is also a modified version of the PIC
method frequently employed when the physics under examination remains in proximity to
an equilibrium state. For instance, this variant is commonly utilized in PIC simulations
of tokamak plasmas or particle accelerators. This method is called the §f method [16]. Tt
consists in expanding the distribution function in the neighborhood of a known equilibrium
foin f = fo+ df and to approximate only the ¢ f part with a PIC method. PIC methods
are in general stable and easily parallelizable allowing the simulation with huge number of
particles. They are also versatile and can be applied to a wide range of problems. As for
DSMC, the presence of noise due to stochasticity may impact the accuracy of the simula-
tion, especially in situations with low particles levels. In advance, we may pay attention in
imposing proper boundary conditions. Incorrect boundary treatments may introduce arte-
facts into the simulation results. Another challenge consists in the particle-mesh coupling
problem. Indeed, the computation of the approximated density fV(-) as in (1.2.1) does
not naturally give an expression for this function at all points of phase space. Thus for the
coupling with the field solver, which is defined on the mesh, a regularizing step is necessary.
To this aim we shall define convolution kernels which can be used for this regularization
procedure, see [180] for a detailed description. In the following we will present different
variants of the PIC methods.

First order semi-implicit scheme. The first simplest scheme that we might consider
to simulate the dynamics given by (1.2.9) is a combination between the backward and
forward Euler scheme. Given a fixed time step At, an electric field E(¢,x) and external
magnetic field B(¢,z) we get

a:ff“ =z + Atv?“,

ot = 4 At x B(t7, 2) + AtE(tY, 21,

)

(1.2.10)

foranyt=1,...,N,andn =1,..., N; with N; representing the total number of iterations.
This method is semi-implicit and hence it is stable for all the choices of At. Besides its
simplicity in the implementation, it is a first order method, and hence it is not enough ac-
curate to describe the long-term behavior of the solution. This approach can be generalized
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to produce second and third order semi-implicit schemes using Runge-Kutta methods, see
[97].

Boris scheme. It was originally presented by Boris in 1970, [121]. The algorithm reads as
follows. Given a time step At, a fixed electric field E(¢, z), an external magnetic field B(¢, x)

and the initial position and velocity (:c?, v?) of each particle : = 1,..., N, we compute
At
vl =0 4 > (v) x B(t,2?) + E(t,20)) . (1.2.11)
Then, for any n =1,..., Ny, with Ny total number of iterations we compute

1/2
2= 2 4 A

i
UZLH/Q = v?_lﬂ + Atv] x B(t", z}') + AtE(t", z'),

(1.2.12)

where vt =1/ 2(vf+1/ 2+v?71/ 2). The scheme has second order accuracy, it is numerically
stable for any choice of At and it preserves the symplectic structure of Hamiltonian systems,
which is beneficial for long-term accuracy in simulations. An alternative version of the Boris
scheme has been presented by Jean-Luc Vay in 2008, [189].

Verlet scheme. The Verlet scheme takes the name by its creator, who developed it in
the 1960s. The basic principle involves updating particle positions and velocities in two
steps, using informations from the current and previous time steps. Given a time steps At,
an electric field E(¢, z) and an external magnetic field B(t, ) we get for any n = 0,..., Ny,
with V; the total number of iterations

v?+1/2 =0 + %F(t x o),

y M Y

a = gy A" TL/2 (1.2.13)

) 9
At
n+l _ ,U;H'l/? + —F(t,acm_l Un—l—l)’

Yy 5 i 1Y

forany i =1,..., N, with

F(t,z,v) = E(t,z) + v x B(t, z).
It is a second order accurate symplectic scheme. However it may present some instabilities
for large time step sizes or in presence of stiff potentials. Several variations and extensions

of the basic Verlet scheme have been implemented, such as the velocity Verlet algorithm
and the leapfrog Verlet algorithm, [119].
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1.2.3 Stochastic algorithms for biochemical reactions

Another class of stochastic algorithms [146, 30, 88, 92] on which we might be interested in
includes the methods used to simulate biochemical reactions [88, 126]. Inside cells molecules
are constantly moving and colliding each other. The rate of collisions depends on the
number of species and molecules involved in the process. Besides chemical reactions, this
process can be observed also in interactions among individuals in biological systems, such
as competition or predator preys models. The description at individual or stochastic level
has been shown to be more realistic than the deterministic one. As mean-field models
capture the mean behavior of the system, the random effect included in stochastic models
lead the solution to oscillate around the equilibria and extinction may also occurs. For
a formal mathematical description, the idea is to consider a biological system consisting
of N species which interact according to specific reaction events. The aim of this class of
stochastic algorithms is to simulate the occurrence of these reaction events. In the following
we will present different versions of these algorithms, ranging from the so called “exact”
algorithms to their approximated version.

Direct stochastic simulations. The Direct stochastic algorithm, also known as Gille-
spie algorithm [111, 114, 113, 112], simulates the time evolution of a system by considering
individual reaction events and their associated rates. Each reaction is characterized by a
propensity function representing the likelihood of that particular reaction occurring per
unit time. The algorithm works as follows. At each time step, a reaction event is selected
on the basis of its propensity. Then the state of the systems is updated accordingly to the
reaction selected and the time steps size is tuned according to a random number genera-
tion technique. The process is repeated until the final time T is reached. Direct stochastic
simulations provides an exact simulation, selecting which reaction must occur and at which
time. However, they can be prohibitively expensive especially when the number of species
is large. To face with this problem the idea is to consider approximated algorithms, such
as the 7-leaping methods.

T-leaping methods. Classical approximated algorithms, such as the 7-leaping methods,
can speed up the simulations provided by the Gillespie algorithm by allowing multiple
reactions to occur in the same time interval. However their efficiency and accuracy depends
on the parameters choice [169, 176, 178, 125]. The algorithm works as follows. At each
time step, which might also be considered to be fixed, the number of reactions that occur
is sampled from a Poisson distribution. Then, the species counts are updated accordingly
to the selected reactions events. The steps are repeated until the final time is reached.

Remark 1. e Extensions and improvements of the 7-leaping methods are well ex-
ploited in [146].



10 CHAPTER 1. INTRODUCTION

e More details about the algorithms just mentioned and their implementation will be
provided in Chapter 5.

1.3 Overview

The aim of this thesis is to study and propose novel particles schemes, taking inspiration
from the ones described above, to simulate the dynamics in different contexts. We first
focus on a particular PIC method, useful to simulate the evolution of the plasma density,
and we design a control problem with the aim to let the plasma to assume a desider-
ated configuration, suppressing the instabilities that normally arise. Secondly, we focus on
follower-leader dynamics which can be observed in different situations. We show how it is
possible to improve the efficiency of a classical Asymptotic Nanbu algorithm in presence
of non-locality by describing a model in which topological interactions plays an important
role. Then, a similar setting is considered in the context of optimization. We develop a
novel stochastic algorithm based on the Asymptotic Nanbu algorithm and which is useful
to minimize non-convex high dimensional functions. Finally, we focus on a predator-prey
model and we develop an efficient version of classical approximated stochastic algorithms
which is able to preserve the accuracy. A more detailed description is given in the next
sections.

1.3.1 Instantaneous control of plasma via an external magnetic field in
a Vlasov-Poisson system

In Chapter 2, we focus on a model to describe the evolution of the plasma density in
presence of strong magnetic field. We consider the Vlasov-Poisson equation (1.2.7)-(1.2.8).
The study of magnetized plasma plays an important role in different physics situations
such as for example in the problem of plasma confinement in huge devices as for instance
the tokamak. Due to the presence of strong magnetic field different instabilities may arise
leading to the formation of vortices. On the other hand, the magnetic field can be seen
as a control aiming at leading the plasma density to assume a desiderated configuration.
We will derive different instantaneous controls with the aim of reducing the mass which
hits the boundaries in agreement with the results proposed in [138, 193, 15]. To simulate
the dynamics we use a particular PIC method, the one introduced in [97], which is a
semi-implicit scheme and hence has a huge stability area.

1.3.2 Follower-Leader dynamics

Secondly, we move to more intricate models which encompass the potential division of one
population into two populations, namely the followers and leaders. The level of leadership
may depend on different factors ranging from experience to prior knowledge. As an example
of such a dynamics we can consider the case of the evacuation of a crowd of individuals
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from an unknown environment [3, 8, 68, 7, 53, 19]. In this context, few informed agents,
say the leaders, are introduced in the crowd to drive people, the followers, toward a safety
region. It can be proven that by introducing leaders and by optimizing their strategies
[66, 69] it is possible to enhance the evacuation time. As another example we may consider
the dynamics at the cellular level where a group of cells, called leaders cells, can trigger a
migration process [191, 177]. In breast cancer for instance the invasion of healthy tissues
occurs due to the presence of particular cells, which can be distinguished from the other
by their epithelial genes [60]. Follower-leader dynamics can be observed also in migrating
animals groups. In honey bees swarms, only the so called “scout” bees know the final
position of the new honeybee nest [22, 23, 27]. In fishes shoal, we observe the presence
of “braver” or faster individual which are able to drive the whole group far away from a
potential danger or toward a selected target [58].

Non-local kinetic dynamic with emergent leaders

In Chapter 3 we present a model to describe the collective motion of birds at the kinetic
level. This model introduces spontaneous changes of direction within the swarm, indepen-
dent of external factors but rather influenced by the interaction between two dynamics
populations labelled as leaders and followers. The main idea is that each agent is poten-
tially a turn initiator, becoming a leader whose influence acts on his nearest neighbors. The
interest is on the phenomenon of transient leadership, which has been largely studied in
[1, 12, 142, 143, 154]. At each time agents can change their label, according to a stochastic
process. Each event is associate with a certain transition rate which, in general, is a non
linear function of the state. The main novelty of this work consists in the study of efficient
numerical methods to deal with the non-locality induced by topological types interactions
[14, 20, 31, 32]. To address this computational issues, we introduce a novel stochastic sim-
ulation algorithm based on the classical Asymptotic Nanbu algorithm. This method is able
to reduce the computational costs from quadratic to logarithmic by introducing a binary
tree and a k-nearest neighbor search over it.

Follower-leader dynamics in optimization

Follower-leader dynamics can be a useful tool also in global optimization problems. In recent
years, several numerical methods based on collective dynamics for the minimization of non-
convex high dimensional functions and opinion formation have been developed [186, 103].
The advantage of these methods, which are also called gradient free methods, is that
they can improve the efficiency of classical gradient based numerical optimization schemes
such as the Newton method or gradient descent method [39]. Hence, they can be used in
different applications, ranging from machine learning problems to engineering applications,
where the evaluation of the cost function can be extremely costly [39, 52]. Among them
we recall the simulated annealing, the particles swarm optimization algorithm (PSO) [117,
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Figure 1.2: On the left a honey bees swarm and on the right a birds flock.

135, 166], the genetic algorithm (GA) [115, 153], and the Consensus based optimization
algorithm (CBO) [48, 103, 104, 117, 165, 187]. In contrast with this last approach, whose
dynamics is of mean field type, we can find other methods such as the kinetic based
optimization (KBO) ones [21]. In Chapter 4 we introduce a novel particles method to bridge
the gap between the KBO and the genetic algorithm. In the KBO algorithm the dynamics
is described by a multidimensional Boltzmann equation and can be simulated towards
Asymptotic Nanbu algorithms. Each agent is subjected to an attraction term toward the
estimated position of the global minimizer at time ¢, which is a weighted mean over the
particles position computed according to Laplace principle [82]. The genetic algorithm takes
instead inspiration from the natural selection process that mimics biological evolution.
A population of agents is divided into two sub-populations, called parents and children.
Parents are assumed to be the agents occupying the best position over the cost function.
Via crossover and mutation processes they produce children for the next generation. Over
successive generation the population evolve toward an optimal solution. In this thesis,
the idea is to consider a population which is divided into followers (children) and leaders
(parents) and whose dynamics is similar to the one of the KBO. In particular, followers
will explore the space searching for the position of the global minimizer and are attracted
toward a randomly selected leader. Leaders instead move toward the estimated position of
the global minimizer which is computed according to Laplace principle. Labels are changed
in time by means of a stochastic process. Different numerical tests show that by developing
a particle method involving a dynamically change of labels, it is possible to improve the
efficiency of both the KBO and the genetic algorithm.

1.3.3 Biological competition models

Finally, the interest move to a different model involving two populations whose labels do
not change in time. In particular, we focus on the description of a predator-prey dynamics
starting from the individual or stochastic level [30, 33, 149, 150, 156]. Stochasticity, char-
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Figure 1.3: Two benchmark function for global optimization. On the left the 1d Rastrigin
function and on the right the 2d Levy function.

acterized by inherent randomness and uncertainty, is ubiquitous in ecological systems and
can have profound effects on population dynamics. As mentioned above, the approximation
of the evolution of the density function via classical stochastic algorithms can be extremely
demanding. Hence, in Chapter 5 we derive a novel stochastic algorithm which is able to
preserve the accuracy of classical algorithms but which improves the efficiency.
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Chapter 2

Instantaneous control strategies for
magnetically confined fusion plasma

The principle behind magnetic fusion is to confine high temperature plasma inside a de-
vice in such a way that the nuclei of deuterium and tritium joining together can release
energy. The high temperatures generated needs the plasma to be isolated from the wall of
the device to avoid damages and the scope of external magnetic fields is to achieve this
goal. In this chapter, to face this challenge from a numerical perspective, we study differ-
ent instantaneous control mathematical approaches to steer a plasma into a given spatial
region. From the modeling point of view, we focus on the Vlasov equation in a bounded
domain with self induced electric field and an external strong magnetic field. The main
feature of the control strategy employed is that it provides a feedback on the equation
of motion based on an instantaneous prediction of the discretized system permitting to
directly embed the minimization of a given cost functional into the particle interactions
of the corresponding Vlasov model. The numerical results demonstrate the validity of our
control approach and the capability of an external magnetic field, even if in a simplified
setting, to lead the plasma far from the boundaries.

The results collected in this chapter are in preparation.

2.1 Introduction

Plasma is an electrically conducting fluid where temperature is so high that electrons are
separated by their atoms and free to move [29]. This is called the fourth state of the
matter and, in this state, a gas looks macroscopically neutral meaning that it is composed
by roughly the same number of positive and negative charges while perturbation from
neutrality arises only at the microscopic level [55]. Since most of the visible universe appears
to be in the state of plasma, its behavior and properties are of intense interest to scientists
in many disciplines ranging from physics, engineering to mathematics. In this framework,
the development of numerical methods for solving plasma physics problems has attracted a
lot of attention in the recent years[59, 110, 181, 72, 100, 194, 84, 98, 77, 78]. In particular, it
is of great interest the study of magnetized plasma for its application in the so called fusion
devices [170, 108, 93, 75, 78, 116] such as Tokamaks or Stellarators. In these machines, a
strong magnetic field tries to contain the plasma during the fusion process of deuterium with

15



16CHAPTER 2. INSTANTANEOUS CONTROL STRATEGIES FOR MAGNETIC PLASMA

tritium and to avoid the direct contact of the charged particles with the walls of the devices.
In order to describe such phenomenon, there exists many different models and associated
numerical methods [108, 13, 26, 41, 81, 116] which are able to characterize the many features
observed during the time evolution of a plasma. The choice of the appropriate model
depends on the spatial or temporal scale at which one is interested when studying the fusion
phenomenon [81]. An important role, in the context of the numerical approximation of these
models, has been played by the so-called asymptotic preserving methods [77, 78, 96, 97, 85]
in the recent past, which are able to efficiently deal with the different physical scales and by
methods able to treat quasi-neutrality in plasma [70, 63, 132, 17]. In this work, we consider
specifically one of the models commonly used to describe the evolution of a plasma when
far from equilibrium, i.e. when collisions are not enough to reach an equilibrium state. The
model is based on the Vlasov equation which describes the evolution of charged particles
in an electromagnetic field which can either be self-consistent or externally applied. This
reads for one single species of the plasma as [98]

(‘)f(ti,};c,v) +v-Vxf(t,x,v)+ F(t,x,v) - Vyf(t,x,v) =0, (2.1.1)

where

f=ft,x,v), Ry x R% x R, (2.1.2)

is the so-called distribution function giving the probability for the species of being in a
certain position of the d, dimensional in space and of the d,, dimensional in velocity space
and where F'(t,x,v) represents a force field which can take different forms. For example,
for the Vlasov-Poisson model, one has

F(tv X, V) = gE(tv X)) E(t, X) = —Vx¢(t, X), —Ang)(t7 x) = ’O(t’ X) — Po(t, X) ’

m €0
(2.1.3)
where ¢ is the elementary charge, m the mass of a a single particle, gy the permittivity,
E(t,x) represents the electric field, ¢(t,x) the electric potential,

p(t,x) = ft,x,v)dv, (2.1.4)
Rdv

the charge density and py(t,x) a static neutralizing background. On the other hand, for
the Vlasov-Maxwell model one has

F(t,x,v) = E(t,x) + v x B(t,x), (2.1.5)

where B(t, x) represents the magnetic field and where the equation (2.1.1) is coupled with
the solution of the Maxwell equation

8Eétt,x) =V x B(t,x) — i, Vx - B(t,x) =0,
€0 (2.1.6)
8B(t,X) ,O(t,X) — po(t,X)

—F = —Vx x E(t,x), x - E(t, = :
T Vi x E(t,x) \Y (t,x) -
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with J = q [ga, f(t,x, v)dv the current density ¢ the speed of light and the compatibility
condition which must hold true

dp

— +Vx-J=0. 2.1.7

5+ (2.1.7)
The numerical solution of the fully three-dimensional Vlasov-Poisson (2.1.1)-(2.1.3) or
Vlasov-Maxwell system (2.1.1)-(2.1.6) is already in itself a major challenge because of
the huge size of the resulting system and the temporal and spatial scale related to its reso-
lution. In this work, we set ourselves in an intermediate situation between the Poisson and
the Maxwell model in which the magnetic field is given and external while the electric field
is obtained from the solution of the Poisson equation, i.e.

 Ao(tx) = p(t,x) ;Oﬂo(t,x)’ B(t, x) = Buy (1, ), o1s)

F(t,x,v) = E(t,x) + v X Begt(t,x), E(t,x) = —Vxo(t, x).

At the numerical level, such dynamics can be discretized by means of different numerical
schemes, such as for example semi-Lagrangian schemes [72, 175, 194], finite difference-
finite volume methods [71, 71] or Galerking schemes [76, 99], which are able to produce an
accurate solution but in general have high computational costs. In contrast to the above
recalled techniques, we find particle methods such as the famous particle-in-cell (PIC)
methods [54, 96, 97, 121, 120, 80, 83, 87], which are able to produce a faster approximation
of the evolution of the plasma density based on a representation of the solution as a sum of
Dirac deltas or hybrid methods which tries to couple the advantages of deterministic and
particle solvers in one single method [43, 174].

Besides on the numerical method used for approximating the Vlasov model (2.1.1), the
main novelty of this work is to study efficient instantaneous control strategies based on the
external magnetic field B, (f,x) obtained as a solution of an optimality principle, aiming
at minimizing the mass which hits the boundaries and/or the energy close to the walls
and to investigate the results of such strategy numerically. In literature, there exists some
attempts of studying the magnetic confinement of a plasma by numerical simulations,
however most of these research directions focus on hydrodynamic models [34] while the
control of microscopic models describing systems of charged particles and based on kinetic
equations is a direction which has almost not been explored in the past, we are aware of only
two contributions to this case [91, 15]. The first refers to the Vlasov equation coupled with
the Poisson equation while the second one refers to a case in which also the magnetic field
is considered. In fact, the precise scope of an external magnetic field, which is the case we
treat in this work, is to act as a control on the system, necessary to let the plasma assuming
a desired configuration. Depending on the situation, its strength can in principle induces
fast scale dynamics which have to be treated with ad-hoc numerical methods. In particular,
in [96], a semi-implicit PIC method, which enjoys a wide stability area with respect to the
spatial and temporal scales considered, has been proposed allowing the choice of larger
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time steps for the evolution of the dynamics which is well suited for our scopes as precised
later. The general form of the functional we aim to minimize reads as

T
TG 1= [ (trex+] [ IButenPix) @ (219)
0 Qu
where 2, C R% represents the space domain, £(f(t,x,Vv)) is a cost function, and 7 acts

as a weight penalizing the magnitude of the control ||B.,||. For instance, by choosing

’ (2.1.10)

L(f(t,x,v)) = H /Qw(x,v) (f(x,v,t) — f(x,v,t)) dxdv‘

where Q = Q, x§Q, with ,, C R%, for ¢ > 0 means that we are looking to steer the moments
of the distribution functions towards a desired state, while the specific case ¥ (x,v) =
1 corresponds to force the density of the plasma to be as close as possible to a given
configuration. Then, the general form of the control problem we aim to study is given by

min j(Be:pt; fo)
BemteBadm

subject to

O f(t,x,v) +v Vi f(t,x,v) + (E(t,x) + v x Bege(t,%)) - Vo f(t,x,v) = 0, (2.1.11)

_Ammwzp@”;m“”, E(t,x) = —Vxd(t, ).

The above problem has been analyzed theoretically in [138, 193, 46, 122], where the mag-
netic field has been computed as the superposition of the fields that are generated from
different coils. A simplified configuration has been analyzed theoretically in [15] deriving the
control following a Lagrangian approach by solving the optimality system. While another
similar research direction has been recently explored in [91] where however the control is
performed over the electric field. Up to our knowledge instantaneous control methods of
the type described in [42, 6, 105] have never been investigated in this setting which is the
direction we aim to explore in this work. In more details here, we assume, as it will be
clarified later, that the external magnetic field may take different values on different parts
of the domain and for this specific choice we derive an instantaneous feedback control for
the plasma which permits to drive the system towards the desired state.

The rest of the chapter is organized as follows. In Section 2.2 we describe the geomet-
rical setting and we introduce the details of the control problem. In Section 2.3, we give a
general overview of the type of numerical scheme we choose to approximate our model. In
particular, we will focus on particle-in-cell methods together with well suited semi-implicit
discretizations. In Section 2.4, we discretize the control problem and we derive different
control strategies. In Section 2.5- 2.6, we propose different numerical examples in which we
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apply the control to the plasma dynamics. In Appendices 2.A and 2.B, we provide some
detailed descriptions of the numerical methods not given in the main text and we test the
numerical method on well known examples.

2.2 Problem setting

From now on, we restrict ourselves to a two dimensional setting, i.e. d, = d,, = 2. This sit-
uation mimics a three dimensional axisymmetric toroidal device containing the plasma. To
give a precise definition of our simplified setting, we focus on a two dimensional horizontal
section of the three dimensional torus shown on the top of Figure 2.1. This is obtained from
the intersection of the x —y plane with the solid and it is shown on the bottom left of Figure
2.1. Finally, we restrict our analysis on a portion of this section which is approximated by
a rectangle to avoid unnecessary complications as shown in the same Figure on the bottom
right.

Figure 2.1: On the top the three dimensional torus, on the left bottom the toric section,
on the bottom right the simplified geometry considered.
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Over this depicted geometry, the external magnetic field is supposed to be such that
Beai(t,x) = (0,0, B (t,x)) . (2.2.1)

Hence, the two dimensional Vlasov-Poisson equations reads as

f (t,x,
W +v, - lef<t7XJ_7VJ_) + (E(t,xl) + v, X Bea:t(t7XJ_)) . VVLf(t,XJ_,VJ_) =0,
E(t,x,) = —Vx, ¢(t,x), —Ay Bt x1) = p(t,x1),

(2.2.2)

where x| = (x,y) and v| = (vs, vy), and where we took py = 0 and the scaling parameter
g0 = 1 in the Poisson equation. In (2.2.2), f(¢,x,,Vv] ) represents a set of charged particles
lying on the z — y plane where periodic boundary conditions are imposed in x direction
while, if not otherwise stated, reflexive boundary conditions are imposed in y direction
mimicking the wall of the device. The aim is to control the dynamics described by (2.2.2)
with an external magnetic field in order to let particles assume a desired configuration
and to stay as far as possible from the walls. In order to reach this goal, the idea consists
in using the external magnetic field B.,(t,x) as a control variable. However, in order to
try to be realistic instead of considering B.,(t,x) we introduce a space discretization grid
with N, cells, and we derive a control B{!(t) taking constant values in each of the cells
Cr,k=1,...,N.. In fact, from the practical point of view one cannot expect that the coils
used to generate the magnetic field would be capable of realizing very complex pointwise
field structures. Hence, we formulate the problem at the continuous level over a finite time
horizon [0,T7] as follows

min (B, 0 s.t. (2.2.2) is verified 2.2.3
peiR, 2 ZJ : f0) (2.2.2) (2:2.3)
where B¢t = (B§*, ... ,Bf\it) now represents the vector of z components of By (t,x] )

defined in (2.2.1) within each cell Cy, Bagnm is set of admissible controls such that By, =
{Be*|Bg*t € [-M,M]|,M >0, k=1,...,N.}, and the cost functional is defined as follows

T
TBEs ) = [ (DHABIO + DU o) O + JIBEOF) ar (224)

0

with v > 0 a penalization parameter of the control, and where the running cost aims at
enforcing a specific velocity and position of the particles as follows

DL ) = Sl (6) — deal + LRl 0, €= {xv), (2:2.5)
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with 1/3“ = ’(ﬁg’k(XL, v, ) a target state, ay, B¢ > 0, and mean and variance quantities

m[Y](t) = ; Y(xy,vi)f(t,x,vy)dx dvy,

(2.2.6)

A0 = [ 10 va) = maldlO2(tx1 v )dx dvs,
k

with Q. = C, x R%2, k = 1,..., N.. The purpose of the first term in (2.2.5) is to force the

mean state of the particles in each cell Cj, such as velocity and position, to a desidered

state 1[);,3, at same time the second term aims at reducing the variance of the particles

distribution in the cell. In Section 2.4 we will discretize the problem in (2.2.3) and we will

derive an instantaneous feedback control.

Remark 2. In the rest of the chapter we will use for simplicity the following notation
B(t,-) = B*'(t,-), B(t,") = Bext(t,"), x =%, and v=v.

2.3 Particle-in-cell (PIC) Methods

Particle-in-cell methods are used to study the motion of N particles, which in this context
constitute the plasma density f(¢,x,v). We approximate the plasma density at time ¢"+!
as

N
N x v) = Z Wb (x — x5 (v — v, (2.3.1)
m=1

where 0(-) is the Dirac-delta function and w,,, denotes the mass of each particle. The trajec-
tory of each particlem = 1,..., N is computed from the characteristic curves corresponding

to the Vlasov equation

dxm, (t
:;t( ) = Vm(t), Xm(O) = Xgﬂ

(2.3.2)

dvp,(t)

=V (t) x Blt,xm(#)) + E(t, xm), v (0) =v°,

dt

with E(t,x,,) computed on the spatial mesh grid by solving the Poisson equation by means
of a finite difference method (see Appendix 2.A for further details). At each time ¢, the
approximated density is reconstructed considering the updated particles positions and ve-
locities. Here we focus on the first order semi-implicit PIC method proposed in [96] to
discretize the system of equations (2.3.2). Since the method is semi-implicit, it is uncon-
ditionally stable for a wider range of time step than an explicit method. The first step
consists in sampling the initial position and velocity of each particle from a given initial
distribution fo(x,v). To do so, we compute the total mass and the mass of each particle

as
Mot

Mot :/ fo(x, v)dxdv, W = , (2.3.3)
i N
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where N denotes the total number of particles. Then we consider a space discretization
grid of size Az with m, nodes in the z direction and of size Ay with m, nodes in the y
direction. We determine the number of particles in each cell

Ny, = [ij\’ﬂ (2.3.4)

where |-] denotes the stochastic rounding, and

Pk = /RQ fo(xk, v)dv, (2.3.5)

forany k= (j —1)my+i withi=1,...,my and j =1,...,my, is the density in each cell,
with xj denoting the nodes of the space discretization grid. Finally, we set uniformly the
positions of the Ny particles inside each cell Cy, k = (j — 1)my + i for i = 1,...,m, and
j=1,...,m,. Following a similar argument, we associate to each particle a certain velocity
on a grid with m,, x m,, nodes, dependent of the initial distribution. Other methods to
realized the initial sampling are for instance the Inverse Transform Sampling technique,
or the Aceptance-Rejection algorithm, see [162]. Then, we consider a time interval [0, 7]
divided into N; intervals of size h, we define t" = nh and we write for any m=1,..., N,

n+l _ n n+1
Xm - Xm + th 9

vl = v 4 hvL o B(E, X)) + hE(t", X)),

(2.3.6)

to simulate the evolution of the Vlasov equation. Finally we reconstruct the approximate
density as in (2.3.1). A complete analysis of this family of PIC numerical methods have
been proposed in [96].

2.4 Derivation of the instantaneous control

As mentioned in Section 2.2, we consider a space discretization grid with N, cells of size
Afr x A% with Az > Az, and A > Ay, (see Figure 2.2), and we provide a feedback
control By, £k = 1,...,N,, based on a one-step prediction of the dynamics, which takes
constant values in each cell Cj.
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Figure 2.2: Space discretization grids. The finer continuous (blue) mesh represents the
discretization grid on which we reconstruct the density, the dashed (orange) mesh the cell
grid on which we will define the control By.

Hence, we formulate the discretized version of (2.2.3) in a short time horizon [¢;¢ + h]
as follows

BeBaam

Nc
min > 7Y (By), (2.4.1)
k=1

subject to the discretize dynamics

n+l _ _n n+1
T =xp 4 hug

n+l _ n n+1
y; =y +huy

2.4.2
it =+ hvy, B, + hEy,, ( )
vgfl = v, — hvy, By + hE},,

where B = (Bj,...,Bn,), and with B4, a set of admissible controls such that Byg, =

{Bg|Br, € [-M,M],M > 0,k = 1,...,N.}. By considering the discretized version of
(2.2.4), the functional in (2.4.1) reads as follows

T (By) = h (Di;(fN,wx)(t"“) F DY, ) (7)) + %anw) , (2.4.3)
where

DN ) = %Hmk[wz] ") — by s|? + %ai[w] ", = {x,v}, (2.4.4)

with @ZA)M = YZJ&k(XL,VL) a target state, ayp, B¢ > 0, fV the empirical density (2.3.1), and
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where the mean and variance quantities reads as follows

my[y] (") = . Y(x,v) N x ), v )dxdv

(2.4.5)
aRl](t ) :/Q [ (er, vi) = me[p] ()2 FY (" %0, vi)dxdv

k
with Q, = C, xR?, kK =1,...,N.. By computing explicitly the terms in (2.4.5), and by

setting 1y = ", Y, = v “, wx r = Ur and ¢v i = Uy, , we can rewrite the functional in
(2.4.3) as

T (By) = *II_"Jrl By, 1> + N Z loptt — o7 ||
C
el ., (2.4.6)
+ *II’"+1 akll” + g+ §||B;?||27
ZECk
with
_ 1
i = Nk DY k= 2 v (2.4.7)
j€Ck JECY
denoting the mean position and velocity over cell Cy, k = 1,..., N, and where we assumed

agh = ay, Beh = By for any ¢ = {x,v}, and vh = . The following Proposition holds.
Proposition 1. The feedback control at cell Cy associated to (2.4.6) reads as follows

NIE 4 Nk
v+ Dk 4 D

Bi =Pi_p1 ( (2.4.8)

with v > 0, and

Ng
) - - B o
NPF =g (0, + REI, — 0y, )02 + FL Z (v +hED — 37 Jur ],
1=

NP = (i + Wy + hEy ) — )0y 5 + 76 E (yf" + h(vy, + hEy) — gi)vy,]
8 ZNk 8 Z
n,k __ -n \2 v n \2 nk __ 12 —n \2 X n \2
Dv =h (O‘V(Uﬂc,k) + ]\Tk — (vmz) ) ’ DX =h (OJX(’U%]C) - ﬁk - (sz) ) ’
(2.4.9)

P_ar,a1)(+) denoting the projection over the interval [—M, M|, and where we assumed the
parameters to scale as follows

v — ~vh. (2.4.10)
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In the limit h — 0 the control at the continuos level reads,

Bult) = Ploanan (5 (V@) + A% () ).
with
NE(E) = au(ya(8) = 8, )0(0) + £ 2 0lt) = )0
NE(E) = an(iu(t) = )0 + 2 2 40) = ) 0

Proof. We introduce the augmented Lagrangian

Ne
LB XN = =T (Br) = Y IN(Bi — M) + A\ (=By, — M)],
k=1

25

(2.4.11)

(2.4.12)

(2.4.13)

with A\°, \! Lagrangian multipliers. For any k = 1,..., N, we solve the optimality system

O, L =0,

N(By — M) =0,
AM(=By — M) =0,
A >0, AL >0,
| —M < B, <M.

(2.4.14)

By scaling the parameters as in (2.4.10), by setting )\i — )\{Ch, forany j=0,1,k=1,..., N,

from the first equation in (2.4.14) we get

Op L = — [av (0y ) — v} 4 B + hE]  — by, ) (=05 1.) +

Then, if A2 = 0 and AL > 0, we get from the third equation in (2.4.14) By = —M. From
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the first equation in (2.4.14), setting By, = —M we get
N = (T, + hg ) M + hEy =y, ) (=05 ,) +

+ ]%l; Z {(U; + hvy M + hEzZ — @;L’k) (—vﬁl)} +
1€Cl

S o (2.4.15)

+ ax (75 + h(vy g, + hvg M + hEy ) — k) (—’Uz,k) +
B _

+ 5 2 A+ h(uy, + hop M+ hEy) =) (=vi) } =M =0

1€Cy,

from which we get
n,k n,k
AN —M, (2.4.16)

<
v+ DY+ DYF T
with A, N2F. DF DM defined as in (2.4.9). If Y > 0 and A}, = 0, we get from the third

equation in (2.4.14) By = M. Following a similar argument from the lower bound we have

k k
Nv;nj: M‘; > (2.4.17)
,y_’_ V’ + X’

If \) = A\l =0, from the first equation in (2.4.14) we get

NIF 4 NP
Bk - n,k n,k’
,y_’_va +DX7

(2.4.18)

and from the forth equation we get
— M < By <M. (2.4.19)

Allin all we get By, defined as in (2.4.8). In the limit A — 0 we get By, defined as in (2.4.11).
Ul

Remark 3. e The feedback control obtained from (2.4.11) can be equivalently derived
as an instantaneous control of the following functional on the interval [t, t+h|, without
introducing the rescaling (2.4.10),

Ay _ A By _
Ti(By) = EHUy,k(t +h)— UkaQ + 2N, Z vy, (t+ h) — Uy,k(t)HQ
1€Cl

+/t+h oy (1) = Dul) 2 + 2 D oy (1) = Via(m)|I? | d
; 9 ’UyJCT E\T 2Nk inT ki\T T

1€Cly,
ol t+h 5
w3 [ 1B ar

(2.4.20)
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where we introduced the term

~

Vi(r) = 00k — G6(7)), Vi) = (06 (7) — 5i(7)), f,1 > 0.

Hence,we consider the following discretization

‘7 ( ) H—n+1 ka2 n—i—l —n
ZECk
2.4.21
hax —n+1 v 2 hﬂx n+1 ono ()2 ( )
oy = Vill™ + Z log, ™ — Vi
ZGCk

and we observe that the following reformulation is viable for the third term

il — -
At W At

h h

ho
2

h “
leptt =V =

o o+ =it

where g =y +hi (9 — ¥ )- The same argument holds for the forth term of (2.4.21),
and assuming h7f) = 1 and h7) = 1 we recover the cost functional in (2.4.6).

e To derive the different controls we consider an explicit discretization scheme. Once
that we have derived the value of By we will plug it into the semi-implicit scheme
that is used to evolve the dynamics.

2.5 Numerical experiments: validation test

The aim of this section is to show how to control the instabilities by means of a magnetic
field derived as in (2.4.8). We consider a two dimensional domain and we impose periodic
boundary conditions in z and either reflexive or Dirichlet boundary conditions in y. We
consider as initial density

fo(z,y) = \/2177—(7 (eXp <—(2J2;CQZ’)2) + exp (—W)) , (2.5.1)

with ¢, = 1 and o = 0.3, and we assume (z,y) € [0,40] x [-1.5,1.5]. We sample N = 10°
particles from the initial distribution with position (l‘?, y?), and we set vgi =1 and vgi =10
for any particle 7 s.t. yo > 0, and v = —10 for any particle i s.t. y? < 0. In Figure 2.3 the
initial configuration.
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Figure 2.3: Approximation of the initial density.

We first assume to have no control and a constant magnetic field B = 1 acting on
the system. Then we test the problem supposing that the magnetic field is derived as the
solution of a control problem aiming at minimizing the percentage of mass which hits the
lower and upper boundaries. We suppose the domain on which the control is active to be
divided into N, cells Cy, k = (jo — 1)K, +ig, with i, =1,..., K, and j, =1,...,K,. In
the following tests we set K, = 1 and K, = 2. We let the dynamics to evolve up to time
T =100, choosing h = 0.1 as time steps. We set m, x m,, with m, = m, = 64, as number
of cells for the space discretization and m,, X my,, with m,, = m,, = 128, number of
cells in the velocity space. We then reconstruct the density at each time as in (2.3.1). To
test the control, we compute also the percentage of mass at the boundaries and inside the
domain and the total kinetic energy. In particular, the mass at the boundaries at time t"
is given by

my(t") = i N, x, v)dxdv, (2.5.2)
b

with fV(-) defined as in (2.3.1) and €, = [~1.5, —0.625]U[0.625, 1.5], while the mass inside
the domain at time t" is defined to be

mi(t") =1 —my(t"). (2.5.3)
The kinetic energy at the boundaries at time ¢™ is instead computed as

Et") = %/ﬂ v2FN (" x, v)dxdv, (2.5.4)
b

with V() defined as in (2.3.1) and Q, = [~1.5, —0.625] U [0.625, 1.5].



2.5. NUMERICAL EXPERIMENTS: VALIDATION TEST 29

2.5.1 Test with reflexive boundary conditions in y

Test without control. In Figure 2.4 three snapshots of the dynamics at time t = 5,
t = 50 and t = 100. In red the velocity vector field. The mass oscillates around the centre
of the domain due to the fact that we impose reflexive boundary conditions in y.

1= 50

Figure 2.4: Test without control with B = 1. Three snapshots of the dynamics taken at
time t = 5, t = 50 and t = 100, described in equation (2.2.2). In red the velocity vector
field.

In Figure 2.5 we show on the left the mass percentages in time and on the right the
kinetic energy at the boundaries as a function of time computed as in (2.5.2)-(2.5.3), and
(2.5.4), respectively. Once that particles hits the boundaries, the energy increases.

. Mass percentages Kinetic energy at the boundaries
ST Y T T T T T
\‘ ! \\ , \\ )/ \\
7 / M—
0.8 * . ’ b
100+
——Mass at the boundaries (my)
0.6+ - — Mass inside the domain (m;)
0.4+
—10|
0.2+ /\ | 10
0 . . /\ . / .
0 20 40 60 80 100 0 20 40 60 80 100
t t

Figure 2.5: Test without control with B = 1. On the left the mass percentages defined as
in equation (2.5.2)-(2.5.3) and on the right the kinetic energy at the boundaries defined as
in (2.5.4).
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Test with an instantaneous control of the particles velocity mean and variance.
We consider the case of an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay, = 1.5, B, = 0.1, ax = Bx = 0, and v = 1073, before
scaling as in (2.4.10). We choose v,, = 1 and 9, = —1 as targets points in our control
problem to guarantee that the velocity points toward the centre of the domain. In Figure 2.6
in the first row three snapshots of the dynamics described by equation (2.2.2) at time ¢t = 5,
t = 50 and t = 100. In red the velocity vector field. In the second row the correspondent
value of the magnetic field. The mass is forced to move toward the centre of the domain.

b5 t = 100
. 1002 002
™~ S sl . 0.015 0.015
0.5 . ; = 05
-0.5 G v . -0.5
|ogaate a2 H o £ 0.005 0.005
y _ B
1] 0
10 20 30 10 20 30
£ £ xT
Magnetic field, t = 5 Magnetic field, t = 50 Magnetic field, t = 100
200 200 200 200 200 200
100 100 100 100 100 100
q 0 0 & O 0 x O | 0
-100 -100 -100 -100 -100 -100
-200 200 -200 -200  -200 -200

Y

Figure 2.6: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay = 1.5, B, = 0.1, ay = Bx = 0, and v = 1073, before
scaling as in (2.4.10). In the first row, three snapshots of the dynamics taken at time ¢t = 5,
t = 50 and ¢t = 100, described in equation (2.2.2). In red the velocity vector field. In the
second row, the value of the magnetic field in each cell.

In Figure 2.7 the value of the magnetic field in the cells Cy, £ = 1,2 as a function of
time. The control takes small values in early times and it oscillate in late time.
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Control of velocity in time
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Figure 2.7: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting a, = 1.5, B, = 0.1, ayx = fx = 0, and v = 1073, before
scaling as in (2.4.10). Value of the control By, in each cell Ck, k = 1,2 as a function of time.

In Figure 2.8 we plot the mass percentages in time, computed as in (2.5.2)-(2.5.3),
and the kinetic energy at the boundaries as a function of time computed as in (2.5.4).
Furthermore we zoom and plot in logarithmic scale the mass at the boundaries to highlight
the fact that the energy increases if a small percentage of mass hits the boundary.
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Figure 2.8: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay, = 1.5, B, = 0.1, ax = Bx = 0, and v = 1073, before
scaling as in (2.4.10). On the left the mass percentages defined as in equation (2.5.2)-(2.5.3),
and the mass at the boundaries in logarithmic scale, and on the right the kinetic energy
at the boundaries defined as in (2.5.4).
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Test with an instantaneous control of the particles position and velocity mean
and variance. We consider an instantaneous control of the particles position and velocity
mean and variance derived as in (2.4.8) by setting o, = o, = 1.5, fx = By = 0.1, and
v = 1073, before scaling as in (2.4.10). We choose §; = 0 for any k = 1,2 and 9, = 1,
Uy, = —1 as target points, in such a way to force the mass to move toward the centre of
the domain. In Figure 2.9 in the first row three snapshots of the dynamics described by
equation (2.2.2) at time ¢ = 5, ¢t = 50 and ¢ = 100. In red the velocity vector field. In
the second row the correspondent value of the magnetic field. The mass is forced to move
toward the centre of the domain.
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Figure 2.9: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting o = oy = 1.5, Bx = By = 0.1, and v = 1073,
before scaling as in (2.4.10). In the first row, three snapshots of the dynamics taken at time
t =10, t = 70 and ¢ = 150, described in equation (2.2.2). In red the velocity vector field.
In the second row, the value of the magnetic field in each cell.

In Figure 2.10 the value of the magnetic field in the cells Cy, k = 1, ..., Nj as a function
of time. The control activates once that the mass move far away from the centre of the
domain.
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Control of space and velocity in time
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Figure 2.10: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting ax = o, = 1.5, Bx = By = 0.1, and y = 1073,
before scaling as in (2.4.10). Value of the control By in each cell Ck, k = 1,2 as a function
of time.

In Figure 2.11 we plot the mass percentages in time, computed as in (2.5.2)-(2.5.3),
and the kinetic energy at the boundaries as a function of time computed as in (2.5.4). We
add the plot of the mass at the boundaries in logarithmic scale. Even if part of the mass
hits the boundaries the energy decreases toward zero.
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Figure 2.11: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting ax = oy, = 1.5, Bx = By = 0.1, and v = 1073,
before scaling as in (2.4.10). On the left the mass percentages defined as in equation (2.5.2)-
(2.5.3) and the mass at the boundaries in logarithmic scale, and on the right the kinetic
energy at the boundaries defined as in (2.5.4).
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2.5.2 Test with Dirichlet boundary conditions in y

Test without control. In Figure 2.12 three snapshots of the dynamics at time t = 5,
t = 50 and t = 100. In red the velocity vector field. The mass splits into two sub-masses that
reach the boundaries and get trapped due to the fact that we impose Dirichlet boundary

conditions in y.
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Figure 2.12: Test without control with B = 1. Three snapshots of the dynamics taken at
time ¢t = 5, t = 50 and ¢t = 100, described in equation (2.2.2). In red the velocity vector
field.

In Figure 2.13 we show on the left the mass percentages in time and on the right the
kinetic energy at the boundaries as a function of time computed as in (2.5.2)-(2.5.3), and
(2.5.4), respectively. Once that particles hits the boundaries, the energy increases.
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Figure 2.13: Test without control with B = 1. On the left the mass percentages defined as
in equation (2.5.2)-(2.5.3) and on the right the kinetic energy at the boundaries defined as
in (2.5.4).
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Test with an instantaneous control of the particles velocity mean and variance.
We consider the case of an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay, = 1.5, B, = 0.1, ax = Bx = 0, and v = 1073, before
scaling as in (2.4.10). We choose v,, = 5 and 9y, = —5 as targets points in our control
problem to guarantee that the velocity points toward the centre of the domain. In Figure
2.14 in the first row three snapshots of the dynamics described by equation (2.2.2) at
time t = 5, t = 50 and ¢ = 100. In red the velocity vector field. In the second row the
correspondent value of the magnetic field. The mass is forced to move toward the centre
of the domain.
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Figure 2.14: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting o, = 1.5, B, = 0.1, ax = fx = 0, and v = 1073, before
scaling as in (2.4.10). In the first row, three snapshots of the dynamics taken at time ¢t = 5,
t = 50 and ¢t = 100, described in equation (2.2.2). In red the velocity vector field. In the
second row, the value of the magnetic field in each cell.

In Figure 2.15 the value of the magnetic field in the cells Cf, k = 1,2 as a function of
time. The control takes small values in early times and it oscillate in late time.
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Control of velocity in time
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Figure 2.15: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay, = 1.5, B, = 0.1, ax = Bx = 0, and v = 1073, before
scaling as in (2.4.10). Value of the control By, in each cell Ck, k = 1,2 as a function of time.

In Figure 2.16 we plot the mass percentages in time, computed as in (2.5.2)-(2.5.3),
and the kinetic energy at the boundaries as a function of time computed as in (2.5.4).
Furthermore we zoom and plot in logarithmic scale the mass at the boundaries to highlight
the fact that it does not hit the boundaries.
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Figure 2.16: Test with an instantaneous control of the particles velocity mean and variance
derived as in (2.4.8) by setting ay, = 1.5, B, = 0.1, ax = Bx = 0, and v = 1073, before
scaling as in (2.4.10). On the left the mass percentages defined as in equation (2.5.2)-(2.5.3),
and the mass at the boundaries in logarithmic scale, and on the right the kinetic energy
at the boundaries defined as in (2.5.4).
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Test with an instantaneous control of the particles position and velocity mean
and variance. We consider an instantaneous control of the particles position and velocity
mean and variance derived as in (2.4.8) by setting oy, = o, = 1.5, fx = By = 0.1, and
v = 1073, before scaling as in (2.4.10). We choose §; = 0 for any k = 1,2 and 9, = 5,
Uy, = —5 as target points, in such a way to force the mass to move toward the centre of
the domain. In Figure 2.17 in the first row three snapshots of the dynamics described by
equation (2.2.2) at time ¢ = 5, ¢t = 50 and ¢ = 100. In red the velocity vector field. In
the second row the correspondent value of the magnetic field. The mass is forced to move
toward the centre of the domain.
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Figure 2.17: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting o = oy = 1.5, Bx = By = 0.1, and v = 1073,
before scaling as in (2.4.10). In the first row, three snapshots of the dynamics taken at time
t =10, t = 70 and ¢ = 150, described in equation (2.2.2). In red the velocity vector field.
In the second row, the value of the magnetic field in each cell.

In Figure 2.18 the value of the magnetic field in the cells Cy, k = 1, ..., Nj as a function
of time. The control activates once that the mass moves far away from the centre of the
domain.
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Control of space and velocity in time
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Figure 2.18: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting ax = oy = 1.5, Bx = By = 0.1, and y = 1073,
before scaling as in (2.4.10). Value of the control By in each cell Ck, k = 1,2 as a function
of time.

In Figure 2.19 we plot the mass percentages in time, computed as in (2.5.2)-(2.5.3),
and the kinetic energy at the boundaries as a function of time computed as in (2.5.4). We
add the plot of the mass at the boundaries in logarithmic scale. The behaviour is similar
to the one of the previous test.
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Figure 2.19: Test with an instantaneous control of the particles position and velocity mean
and variance derived as in (2.4.8) by setting ax = oy = 1.5, Bx = By = 0.1, and v = 1073,
before scaling as in (2.4.10). On the left the mass percentages defined as in equation (2.5.2)-
(2.5.3) and the mass at the boundaries in logarithmic scale, and on the right the total energy
defined as in (2.5.4).
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2.6 Numerical experiments: Kelvin-Helmholtz instability

Here we analyze the Kelvin-Helmholtz instability [72, 181, 54, 110] which is the analogues
of the diocotron instability in an ideal fluid. We first show the evolution of the dynamics
without control in a section of a 3D torus imposing periodic boundary conditions in  and
Dirichlet boundary conditions in y, and assuming to have a strong magnetic field B acting
on the orthogonal plane. Then we test the instantaneous control derived in Section 2.4. We
consider the initial density

) Y .
folz,y) = %sech(@) (1 + €g cos(3kox + €1 sin(koz))), (2.6.1)

with k = 0.15, ¢g = 0.1, 1 = 0.001, z € [0,40], y € [—5, 5], which is plotted in Figure 2.20.
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Figure 2.20: Approximation of the initial density.

We sample N = 105 particles from the initial density with position (x?,y?) and we
assume each particle ¢ s.t. g > 0 to have velocity (v,,v),) = (1,0) and each particle
i s.t. g < 0 to have velocity (v2,,v)) = (—1,0). We let the dynamics to evolve up to
time T" = 100, choosing h = 0.1 as time steps. We set m, x m,, with m, = m, = 64,
as number of cells for the space discretization and m,, x my,, with m,, = m,, = 128,
number of cells in the velocity space. We then reconstruct the density at each time as in
(2.3.1). We assume the control to be active in the whole domain which is divided into N,
cells Ck, k = (j, — 1)Ky + ig, with i = 1,..., K, and j, = 1,..., K,. In the following
tests we set K, = 1 and K, = 10. As in the previous example, to test the efficiency of the
control we compute the percentage of mass at the boundaries and inside the domain as in
(2.5.2)-(2.5.3), and the energy as in (2.5.4) with Q, = [-5, —4.8] U [4.8,5].
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2.6.1 Test without control

We consider the case in which the external magnetic field is fixed to be B = 1.5. In Figure
2.21 three snapshots of the dynamics at time ¢ = 5, t = 10 and ¢ = 100. In red the velocity
vector field. An instability occurs.
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Figure 2.21: Test without control with B = 1.5. Three snapshots of the dynamics taken at
time t = 5, t = 50 and t = 100, described in equation (2.2.2). In red the velocity vector
field.

In Figure 2.22 we show on the left the mass percentages in time and on the right the
kinetic energy at the boundaries as a function of time computed as in (2.5.2)-(2.5.3), and
(2.5.4), respectively. We add also the plot of the mass at the boundaries in logarithmic
scale. The mass hits the upper and lower boundary and the energy increases.
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Figure 2.22: Test without control with B = 1.5. On the left the mass percentages defined
as in equation (2.5.2)-(2.5.3) and the mass percentage at the boundaries in logarithmic
scale, and on the right the kinetic energy at the boundaries defined as in (2.5.4).
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2.6.2 Test with an instantaneous control of the particles velocity and
position mean and variance

We now assume to derive an instantaneous control of the particles velocity and position
mean and variance defined as in (2.4.8) by setting ax = a, = 1.5, Bx = By = 0.1, and
v = 107!, before scaling as in (2.4.10). We choose {5 = 0, for any k = 1,...,10, and
Uy, =1 forany j =1,...,5 and 0,, = —1 for any j =6,...,10 as target points to confine
the mass at the centre of the domain. In Figure 2.23 in the first row three snapshots of
the dynamics described by equation (2.2.2) at time ¢t = 5, ¢ = 50 and ¢ = 100. In red the
velocity vector field. The mass is confined in the centre of the domain. In the second row
the correspondent value of the magnetic field.
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Figure 2.23: Test with a an instantaneous control of the particles velocity and position
mean and variance defined as in (2.4.8) by setting ax = o, = 1.5, fx = By = 0.1, before
scaling as in (2.4.10). In the first row, three snapshots of the dynamics taken at time ¢t = 5,
t = 50 and ¢t = 100, described in equation (2.2.2). In red the velocity vector field. In the
second row, the value of the magnetic field in each cell.

In Figure 2.24 the value of the magnetic field in the cells Cy, k =1, ..., 10 as a function
of time. The control takes positive values at the boundaries of the domain and negative
values at the centre of the domain.
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Control of velocity and space in time
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Figure 2.24: Test with an instantaneous control of the particles velocity and position mean
and variance defined as in (2.4.8) by setting ay = ay = 1.5, fx = By = 0.1, and v = 107!,
before scaling as in (2.4.10). Value of the control By in each cell C, k = 1,...,10 as a
function of time.

In Figure 2.25 we plot the mass percentages in time, computed as in (2.5.2)-(2.5.3) and
the mass at the boundaries in logarithmic scale, and the kinetic energy at the boundaries
as a function of time computed as in (2.5.4).

1 _ Massvpercenfages - Kinetic energy at the boundaries
——Mass at the boundaries (m;) ‘ ‘ ‘ ‘
0.8l - — Mass inside the domain (m;)| |
0.6 x107° 1 10°®
1.458
0.4+
1.456
021 1.454
0 50 100
0 — ‘ ‘ ‘
0 20 40 60 80 100 0 20 40 60 80 100
t t

Figure 2.25: Test with an instantaneous control of the particles velocity and position mean
and variance defined as in (2.4.8) by setting ay = ay = 1.5, fx = B, = 0.1, and v = 1071,
before scaling as in (2.4.10). On the left the mass percentages defined as in equation (2.5.2)-
(2.5.3), and the mass percentage at the boundaries in logarithmic scale, and on the right
the kinetic energy at the boundaries defined as in (2.5.4).

Finally, in Figure 2.26 on the left we compare the results in terms of kinetic energy at the
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boundaries for different values of v up to time t = 3. The energy decreases proportionally to
~. On the right the value of the kinetic energy at the boundaries up to time ¢ = 5, assuming
to have no control and assuming to activate the control at time t*t = 0, %! = 10 and

t%t = 20. The kinetic energy starts decreasing once that the control is switched on.
Kinetic energy Kinetic energy (y = 1071)
—— = 1 104 L —®—No control (t**= o) | ]
-&- -1 +|80(:0
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Figure 2.26: Test with an instantaneous control of the particles velocity and position mean
and variance defined as in (2.4.8) by setting ay = ay = 1.5, fx = By = 0.1, and v = 107!,
before scaling as in (2.4.10). On the left the value of the kinetic energy at the boundaries
as 7 varies. On the right the kinetic energy at the boundaries for v = 10~! and assuming to
activate the control at different times, where t*? denotes the activation time of the control.

Appendix 2.A Discretization of Poisson equation

In order to calculate the electric field, we solve the Poisson equation in the interval [a,, by ] X
[ay, by, assuming x = (x,y), with periodic boundary conditions in # and Dirichlet boundary
conditions in y, that is

—Ad(z,y) = p(z, y) for (z,y) € (az,bx) % (ay,by),
d(x,ay) = d(x,b ) for z € [ag, by], (2.A.1)
P(az,y) = ¢(bs for y € [ay, byl,
We compute an approximation of the charge density p(z,y) at time ¢ in each cell Cy,
k=G —1)mg+i fori=1,...,my and j = 1,...,m,. Secondly, we discretize equation
(2.A.1) using central finite difference and we write for any i =1,...,my, j =1,...,my,

— gz (i1 = 2015+ Gijr1) = 37 (i1 — 260 + biv1y) = piys
¢i1 = dim, =0, fori=1,...,my, (2.A.2)
O15 = Pmy.j for j=1,...,my,
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where
bij = ¢(@i,y;), pij = P(TisYj), (2.A.3)
foranyi=1,...,m; and j = 1,...,m,. We introduce two discretization matrices
ERE [« %« % % % x|
1 -2 1 0 ... 0 1 -2 1 0 ... 0
1jo 1 -2 1 0 : 110 1 -2 1 0 °:
Ay = — , Ay == (2.A.4)
AZ L 0 Afj T
-2 1 o ... 0 1 =21
[x x %k x x| B

where, the first and last row of A, and A, should be opportunely modified to impose
periodic and Dirichlet boundary conditions, respectively. Then we solve

—Ag =7, (2.A.5)
where we denote by qgk = ¢;; each component of the vector gz_g and by p, = p;; each
component of the vector g, for any k = (j —1)mz +1i,i=1...,my and j =1,...,my and
where

A= (Idn, ® Ap) + (Ay @ Idy,),

with Id,,,, Idy,, representing the identity matrix of size m, and m,, respectively. Once
that we have computed the electric potential, we can compute the electric field which can
be written in discretized form as

— — —

Ep=—Idm, ©Ca)p,  Ey=—(Cy®Idy,), (2.A.6)

where C,, Cy are discretization matrices for the first derivative. Finally, we associate to
each particle the values Ez, Ey which corresponds to their position over the grid.

Appendix 2.B Classical numerical tests

We consider here different classical tests (see for example [151, 96]). We assume to evolve
the dynamics up to time 7. We define an initial density, we approximate it with N =
108 particles and we solve the Vlasov-Poisson equation with the particle-in-cell method
described in Section 2.3.

Linear Landau damping. We suppose to be in the one dimensional setting and we
consider as initial condition

N

v

folt,z,v) = (14 acos (koz))e™ 2, (2.B.1)

5~
3
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with a = 0.05 and ko = 0.5, x € [0,47], v € [—6, 6]. We apply periodic boundary conditions
both in z and v. We choose a space discretization with m, = 32 and m,,, = 128 nodes. We
evolve the dynamics up to time 7' = 10 with a time step h = 0.1. We set B =0 in (2.2.2).
In Figure 2.27 the evolution in time of the potential energy

Epot(t) = /]Rd E?(x,t)dz, (2.B.2)

where E(-,-) is the electric field in position x at time ¢. We observe the expected damping
effect whose oscillations decreases exponentially with rate v4 = —0.1533 as reported in
[151].

Potential energy in time

- 5pnt(t)
10-1) T~ ~ - = 0.2 exp(yqt) |
B
W
1072}
0 2 4 6 8 10

Figure 2.27: Linear Landau damping: potential energy as a function of time defined as in
(2.B.2) and theoretical decrease of the oscillations with rate v4 = —0.1533

Non linear Landau damping. We consider the initial condition (2.B.1) as in the linear
case, with a larger perturbation a = 0.2. We let the dynamics to evolve up to time 7' = 60
with a time step h = 0.1. In Figure 2.28, the time evolution of the potential energy (2.B.2).
After an exponentially decreasing phase which occurs with rate v4 = —0.2920 we observe
an exponentially increasing phase which occurs with rate v; = 0.085. The decreasing and
increasing rates are chosen as reported in [151].
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Potential energy in time
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Figure 2.28: Non linear Landau damping: potential energy as a function of time defined
as in (2.B.2), theoretical decay of the oscillations (74 = —0.2920) and theoretical increase
of oscillations (y; = 0.085)

Two stream instability. We consider the 1D case both in space and in velocity where
we impose periodic boundary conditions. We choose a space discretization with m, = 64
and m,_ = 128 nodes. We suppose B = 0 in the Vlasov-Poisson equation (2.2.2). We define
the initial density to be

(2.B.3)

_ (v—2.4)% _ (v+2.4)2
fO(t7 €, U) = > )

(1 + acos (koz)) <e 2 4e 2

5~
3

with o = 3 x 1073, ko = 0.2, € [0,27/kq], Vg, Uy € R%¢. We let the dynamics to evolve
up to T'= 50 with time step h = 0.1. In Figure 2.29 the initial configuration and in Figure
2.30 three snapshots of the evolution of the dynamics at time ¢t = 5, t = 20, t = 50. We
note that an instability occurs.
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Initial configuration x10™

Figure 2.29: Approximation of the initial configuration.
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Figure 2.30: Two stream instability. Three snapshots of the dynamics taken at time t = 5,
t = 20 and t = 50, described in equation (2.2.2) with B = 0.
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In Figure 2.31 the potential energy defined as in (2.B.2) as a function of time. The energy
increases exponentially with rate y; = 0.2258, in good agreement with the theoretical results
presented in [151].
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Potential energy in time
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Figure 2.31: Two stream instability: potential energy as a function of time defined as in
(2.B.2) and theoretical increase of the oscillations (y; = 0.2258).

Diocotron instability. We now focus on the solution of the Vlasov-Poisson equation
with B = 10. We consider the 2D case in both space and velocity, with initial density

fo(x,v) = % (1 + acos (k arctan (%))) e(_4( x2+y2_6'5)2)e(_w>7 (2.B.4)

where a = 0.2, 1 = 7, (z,y) € [-10,10] x [-10, 10], v, v, € R?4. We set Dirichlet boundary
conditions both in z and in y. We let the dynamics to evolve up to time T = 200 with
time step h = 1 performing N; = 2000 iterations. In Figure 2.32 the initial configuration.
In Figure 2.33 three snapshots of the dynamics taken at time ¢ = 50, ¢ = 100, ¢ = 200. The
presence of a strong magnetic field leads to the formation of vortices, as expected.

Initial configuration %107

Figure 2.32: Approximation of the initial configuration.
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t = 500 %10

Figure 2.33: Diocotron instability. Three snapshots of the dynamics taken at time ¢ = 50,
t =100 and ¢t = 200, described in equation (2.2.2) with B = 10.
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Chapter 3

Kinetic description of swarming dy-
namics with topological interaction
and emergent leaders

In this chapter, we present a model describing the collective motion of birds. We explore
the dynamic relationship between followers and leaders, wherein a select few agents, known
as leaders, can initiate spontaneous changes in direction without being influenced by ex-
ternal factors like predators. Starting at the microscopic level, we develop a kinetic model
that characterizes the behaviour of large crowds with transient leadership. One significant
challenge lies in managing topological interactions, as identifying nearest neighbors in ex-
tensive systems can be computationally expensive. To address this, we propose a novel
stochastic particle method to simulate the mesoscopic dynamics and reduce the compu-
tational cost of identifying closer agents from quadratic to logarithmic complexity using
a k-nearest neighbours search algorithm with a binary tree. Lastly, we conduct various
numerical experiments for different scenarios to validate the algorithm’s effectiveness and
investigate collective dynamics in both two and three dimensions.

The results presented in this chapter have been collected in [? ] and they have been sub-
mitted for publication.

3.1 Introduction

In the last decades, there has been a notable surge in interest regarding the study of
mathematical models describing collective behaviour of animals such as bacterial swarm
[139], self-organization in insects [89, 35], bird flocking [73, 163, 14, 145], and fish schooling
[127, 90]. This captivating area of investigation has garnered substantial interest, with
researchers increasingly delving into the complexities of emergent behaviours exhibited by
natural systems, but also spanned to a wider range of applications such as swarm of robots
[129, 61, 136], as well as social sciences and economics, [12, 168, 185, 86], vehicular and
pedestrian traffic [68, 2, 40].

These large ensemble of models incorporate rules governing the behaviour of individ-
ual entities within the system. By integrating such mechanisms, these models effectively

o1
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capture the impact of each entity on others, taking into account their relative positions
and velocities. In this manuscript, our focus centres around the dynamics governing animal
swarms, building upon the recent model proposed in [65]. This model introduces sponta-
neous changes of direction within the swarm, independent of external factors like predators,
but rather influenced by a hierarchical interaction structure comprising two dynamic sub-
populations labelled as leaders and followers. The key concept is that each bird possesses
the potential to initiate turns and become a leader, consequently influencing its nearest
neighbours who adopt follower status. This change of labels is characterized as a stochastic
process, where each occurrence represents a random event. Our primary interest lies in ex-
ploring the phenomenon of transient leadership, wherein agents can alter their labels over
time, as examined for example in [4, 143], and also at different scales in [142, 154, 23, 64].
Here, we examine a simplified version of the second-order stochastic differential equations
presented in [65]. Specifically, we remove delay effects and consider that each agent (bird)
can interact with a maximum of M nearest neighbours, consistent with observations in
[14]. Our objective is to study such dynamics at the mesoscopic scale, formally introducing
a kinetic model of the swarms with topological-type interaction dynamics and deriving the
associated mean-field limit. For alternative mean-field and kinetic models with topological
interactions, we refer to [32, 31, 123], and for rigorous derivations, we refer specifically to
[79, 20]. Another primary objective of this study is to efficiently perform numerical sim-
ulations of high-dimensional non-local dynamics. One of the main challenges arises from
the presence of topological-type interactions, necessitating the implementation of ad-hoc
methods to reduce the complexity of the nearest neighbour search process. To address this
computational burden at the mesoscopic scale, we introduce a novel stochastic simulation
algorithm for the simulation of kinetic models such as, [162, 11, 47], in particular intro-
ducing the label switching feature, and adopting k—nearest neighbours search strategy,
following the approach proposed in [107]. By implementing this method, we successfully
reduce the computational complexity of the nearest neighbour search from quadratic to
logarithmic scale, significantly enhancing the efficiency of numerical simulations.

The chapter is organized as follows. In Section 3.2 we introduce the microscopic model
describing which are the forces that act on followers and on leaders. In Section 3.3, we
extend the study to the kinetic level, describing the evolution of the densities and how the
change of labels occurs. In Section 3.4, we introduce the algorithms that can be used to
simulate the binary interaction rules and the change of labels. In Section 3.4.2 we perform
two different validations experiments, testing both the accuracy and the efficiency of the
numerical methods introduced. In particular, we show how it is possible to reduce the
computational costs in dealing with non-locality. In Section 3.5 we simulate the dynamics
at the microscopic and kinetic level for both the two and three dimensional cases.
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3.2 Swarming models with leaders-followers dynamics

We consider a large system of N interacting agents represented by points moving in a
d-dimensional space with an evolving hierarchy of interactions ruled by follower-leaders
dynamics. For every i = 1,..., N, let (z;(t),v;(t)) € R?? denote position and velocity
of the i-th agent at time ¢, with d = 1,2,3, and X\;(¢t) € A = {0,1} the space of labels
indicating at time ¢ the status of agent ¢ to be either follower (F') for \;(t) = 0, or leader
(L) for \;(t) = 1. Moreover we account for N fixed target positions located at z{™¢ € R?
fork=1,..., N4, indicating positions of interested for the swarm such as nest, or foraging
areas [22, 27].
We assume the system of agents evolving according to ODEs system,

T = Vi,
o1 ATP (g 1 A% (s 0:) + A (25 25) ) (1 — \(t
0 = i Z (:L‘Z,LUJ) + (U’MU]) + (‘rwx]) (1 —Xi(?)) (3.2.1)
{j + zj€Brr(z45%)}
+ [A% (i) + A (25) + S(vi)] A(2), i=1,...,N,
where we denoted by Bs(x;;x) the ball centred at x;, with x = (z1,...,2n), containing

the M nearest neighbors to i-agent, assuming that in case of ambiguity, e.g. more than one
agent is at the same distance from agent in position x;, we select the first M agents giving
priority according to the indexing order. Hence, the dynamics encodes different behaviours
according to the value of the label \;(t).

e For \;(t) = 0, we have follower-type interactions characterized by

— repulsion force

/
N -
Arep(l',x ) = —Crepm, (322)
— alignment force

A% (y ") = Coyg (v =), (3.2.3)

— and attraction force
A (2, 2) = Cop (2/ — ) , (3.2.4)

where Cpep > 0, Cg; > 0 and Cyyy > 0 are non-negative constants.

e For \;(t) = 1, we have leaders-type dynamics characterized by a repulsion force

defined as in equation (3.2.2) and by a self-propulsion friction term S(-) defined as

S(v) = Cy(s — ||v||*)v, (3.2.5)
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where s is a given characteristic speed and C, > 0. In presence of sources terms,
leaders are driven by

NST‘C
AT (2) = Csre Y el — z[;7)
k=1

il (3.2.6)

e — |

where Cyc > 0, 277¢ denotes the position of the attraction source (nest, or food) and
©e(+) is a sigmoid function of the following type

1
0e(r;T) = [ p—y (3.2.7)
with regularization parameter ¢ > 0, modelling a perception area around the source
activating when the distance of the agent is below the threshold value 7 > 0. Fur-
thermore, leaders can be forced to move toward the centre of mass x. according to
the force
Te— T

A (@) = Coay (1= el — i) , (3.238)

(e
where C., > 0, and when the distance with respect to the centre of mass is larger

than r.

3.2.1 Stochastic process for leaders emergence

Agents have the ability to switch between being leaders and followers, and vice versa. Such
a change in status is treated as a stochastic process, where each occurrence represents a
random event governed by an assigned probability distribution. Each event is associated
with a transition rate, which quantifies the probability of its occurrence per unit time.
Therefore, for A = (A1,...,An), each label \;(¢) will follow a jump process in this manner

e if \;(t) =1 then it switches to 0 with rate 7w, (¢, z;, vi, Ai; X, v, A),
e if \;(t) = 0 then it switches to 1 with rate mp_,1.(¢, 2, vi, Ai; X, v, A),

where the transition rates mp_,1,(+), 7 r(+) in general are non-linear functions of the state
of the system. In what follows we will consider different choices for the labels’ switching
rules, ranging from random, density dependent and aiming at organizing agents toward a
common target. These choices will be detailed in Section 3.3.2.

3.3 Kinetic modelling of swarming dynamics

In this section, we will provide a kinetic description of the swarming model with leader
emergence and topological interaction, we refer to [12, 3, 143] for related studies in the
context of kinetic models.
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Thus, we associate to each agent a position and velocity (z,v) € R? x R? and a
leadership-level A, as a discrete binary variable in the label space A = {0,1}. We are
interested in the evolution of the probability density function

f=flz,u \t), f:RIxR? x {0,1} x Ry — Ry (3.3.1)

where ¢t € RT denotes as usual the time variable. For each time ¢t > 0, A € {0,1}, we have
the following marginal density

p(\t) = /Rded f(z,v, A t)d(z,v), (3.3.2)

which defines the quantity of agents with label A\ at time ¢. In the sequel, we will assume
that the total number of agents is conserved, namely

p(1,t) + p(0,t) = 1. (3.3.3)
Likewise, we define the marginal density for agents in space and velocity

g(x,v,t) fov)\t A e {0,1}. (3.3.4)

Next, we assume the density f(z,v, \,t) to be solution of a kinetic equation accounting for
pairwise interactions among agents, and for labels transition.

Notational convention. To ease the writing, we will use an equivalent notation for
functions depending on A, where we introduce the indexing given by the discrete label
space A, as follows

EX() = F(,A).
Then, for example, the density f(x,v,t, A\) will be denoted by f\(z,v,t) or the mass p(A,t)
by pa(t).-

3.3.1 Povzner-Boltzmann-type model

We assume that each agent modifies its velocity through a binary interaction occurring
with an other agent within the topological ball B,«(x,t), the ball centred in x whose radius
is defined, for a fixed t > 0, by the following variational problem

r*(x,t) = arg min / AT, Vi, t)daydv, > p* 3.3.5
( a>0 {Z o (2,1) XRd ) ( )

where p* € (0, 1] is the target topological mass, namely the ratio p* = M /N associated to
the microscopic model (3.2.1).
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Hence, we consider pairwise interactions among an agent with state (z,v,)) € R?? x
{0,1} and (24, v4, \s) € By (x,t) x R% x {0,1}, where the post-interaction velocities are
given by
(3.3.6)

/

vV =0+ aFa (T, T, v, 04),
vl =y,

where v,v, € R? denote the pre-interaction velocities and v/, v’ the velocities after the
exchange of information between the two agents. In (3.3.6) we assume

Fa(z, ze,v,v4) = APz, 24) + [Aa”(v, vy) + A% (2, 2,)] (1= )

+ [A77%(2) + A () + S(v)] A (33.1)

For A € {0,1}, the evolution in time of the density function fy(x,v,t) is described by a
integro-differential equation of the Povzner-Boltzmann type [167, 102] as follows

8tf)\<$vvvt) +v- V$f)\(.%',7},t) - ﬂ[f](:(},’l),t) = Q)\(f? f)(xvvvt)v (3'3'8)

where T)\[f](-) accounts for the evolution of the agents in the discrete label space and
Q@ (+,-) is the interaction operator defined as follows

<J1)\f)\(w,'v,t)f/\* (x*alv*7t) - f)\(:B,’U,t)f,\* (ZC*,U*,t)> d(JE*,U*),

(3.3.9)
where ('v,/v,) are the pre-interaction velocities, and the term Jy denotes the Jacobian of
the transformation (v,v.) — (v',v)) with (v/,v}) the post-interaction velocities, and 7 > 0
is a constant relaxation rate representing the interaction frequency.

Q)\(fv f)(ib‘,’l},t) = 772
Ax

B'r* (z,t) XRd

3.3.2 Master equation for leaders transition

In the previous section, we have introduced the transition operator Ty[f](z,v,t) = T[f](x, v, A, t)
characterizing the evolution of the agents in the discrete space of labels A = {0,1} (lead-
ers/followers). Such operator is defined as follows

%[f](x,v,t) :ﬂL%Ffl(xavat) - 7TF_>Lf0(J},U,t),

3.3.10
ﬂ[f](x7vat) :7TF—>Lf0(:U>U7t) - 7TL—>Ff1(x7U7t)> ( )

where mp_p ;= wp_p(x,v,t; f) and 7 p := w1 p(x,v,t; f) are certain transition rates.
Thus the evolution of the transition process of labels can be described by the evolution
equation for py(t) = p(\, t),

%p,\(t) — | Talf)(z,v,t) d(z,v) = 0. (3.3.11)
R2d
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From the definition of the transition operator 7)[-] and (3.3.3) it follows the conservation
of the mass,

%Zp)\(t) - Z/ T, v.8) d(z,v) = 0. (3.3.12)
N N R2d

In the sequel we list possible choices of transition rates in (3.3.10).

Constant rates. Leaders emerge with rate grr, > 0 and return to the followers status
with rate g > 0. Hence, the transition rates write as follows

TL—F = qLF, TF—L = qFL- (3.3.13)

Thus, we can rewrite equation (3.3.11) as

Op1(t) = qrrp1(t) — qrrpo(t),

(3.3.14)

Apo(t) = qurpr(t) — qrropo(t),

and find the stationary solution of equation (3.3.14) that is
o= L L (3.3.15)

g p pry .
qLr + qrL’ 0 qLr + qrr

Density-dependent rates. Leaders emerge with higher probability where the followers
density is higher and the leaders one is lower and they return to the followers status with
higher probability if the followers concentration around them is lower, similarly to [1]. The
transition rates reads

TL—sF —(4F (1 — DF[f](:c,t)), TEsL — (4L (1 — DL[f](a:,t)), (3316)

where ¢p, g1, are constant parameters and the functions Dp|[f](x,t) and Dr[f](z,t) repre-
sent the concentration of leaders and followers in position z and are defined as

Delfllet) = Se(t) [ e fuly. whd(yw),
e (3.3.17)
Dulfl(et) = Sult) [ Ay ),

with Sp(t), Sp(t) normalization constants to ensure that the above quantities are bounded
by one and with § > 0.
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Target-oriented rates. Leaders emerge when their direction is oriented in the correct
direction toward a target position, Z, such as the nesting or foraging area. We consider the
following rates

0, if a(x,v,t; f) <@, 0, if a(x,v,t; f) > a,
T = T =
oL 1, if a(z,v,t; f) > @, L=r 1, if a(z,v,t; f) < a,
(3.3.18)
with a, @ € [—1, 1] and
a(z,v,t; f) = cos (£ (z — z,G[f](z,v,1))), (3.3.19)

with Z(+, ) denoting the angle between two vectors. The functional G[f](-) accounts for the
directional information of agents according to

g[f](:c,v,t) = S(U) - Xc[f](x7t) - Vc[f](x7v7t)> (3'3'20)

where S(v) is the self-propulsion term, and the terms A;[f](-), Vc[f](-) account for the
average influence induced by neighbours as follows

Xe[f](z,t) = / A (2, 2,) fr (4, Uk, t)dasduy,
BT*(m,t)XRd

Vol ]z, v, 1) = / A (5, 6.) (22, 0, D) dados,
Br*(z,t) xRd

with A% (.,.), A% (. .) defined as in equation (3.2.3)-(3.2.4). Note that in (3.3.20), when
the term G[f] is partially aligned with the target direction z — x, i.e., a(x,v,t; f) > @,
agents switch to, or remain in, leader status, naturally steering their dynamics towards the
target T. Conversely, if a(z,v,t; f) < «, the agent with position and velocity (z,v) remains
in, or is switched to, follower status. Figure 3.1 illustrates two possible configurations.

A=1
°
°
glf] °
<7‘:L‘
°
°
o ° o T-z e o ©
Target © Target © ° o ¢

Figure 3.1: On the left the case in which agent x remains or switches to follower status
(A =10), and on the right the case in which it remains or switches to leader status (A = 1).
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Remark 4 (Multiple-label case and continuous limit). We observe that the previous for-
mulation can be extended to include multiple levels of leadership, up to a continuous space
of labels [64, 4]. Hence, we consider A € A = {Ay,..., Ay, } such that Ay = kAX with \; =0
and Ay, = 1. The transition operator 7x[-] in the multiple-label case for k =2,..., N, — 1
reads
TlA®) = (T 0 = THA®) = (T 110 - T ), (3.3.21)
and for the boundary values Ay = 0, A\, = 1 we have
Tilf(0) = B0 - T, .
TN LF1(E) = T [F1(8) = Ty, 1 [£1(2).

In the above expressions

77:_[f] (t) = 7T>\k_>>\k—1fk(t)’ 77€_ [f] (t) = T, = Agt1 fk(t)’

where we denoted by 7y, _x, = T, -\, (Z,v,; f) the transition rates from the state A,
to the state A, and we used the shorten notation for the density fi(t) := f(x,v, A, t) and
the transition operator Ti[f](t) := T[f](z,v, A, t). Hence, the evolution of the density in
the label space is ruled by

%fk(t) = Ti[f](t), k=1,...,Ne (3.3.23)

Furthermore, from (3.3.21) we can retrieve a transition operator for a continuous label
space, A € [0,1] by scaling the time by 1/A\ and by considering the limit for Ny — oo and
AX — 0 in equation (3.3.23),

Oufr() = O T = T A1(8)] (3.3.24)
for any A € [0,1] where

+ T+ . .
T = g BIOTIO -y gy T WO Tl

Since at the boundary we have no inflow and outflow of mass, thanks to (3.3.22), we
have

N [T;[f] (t) — T 1] (t)] —0, Ae{o1). (3.3.25)

Finally, we can write the master equation for the density integrating (3.3.24) as follows

dhp(At) = (9,\/

R2d

(T, 0) = Ty )G, v, )] e, v), (3.3.26)

where, for transition operators of type T.=[f](z,v,t) = &*(\)fa(x,v,t), we retrieve the
transport equation for the density py(t) in the label space in the following form

Bipa(t) = D1 | (K7 () = k= (V) pa(0)]. (3.3.27)
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3.3.3 Mean-field asymptotics

In order to retrieve asymptotic behaviour of the Boltzmann-type equation (3.3.8), we resort
on a mean-field approximation of the interaction dynamics. Thus we introduce a grazing
collision limit for the interaction operator (3.3.9), following the approach in [162, 50].
Thus, we rescale the interaction frequency n and the interaction propensity « to maintain
asymptotically the memory of the microscopic interactions, as follows

a=c¢, n=-, (3.3.28)

for € > 0, which corresponds to the case where the interaction kernel concentrates on
binary interactions producing very small changes in the agents velocity but at the same
time the number of interactions becomes very large. For now on, for simplicity we remove
the dependence on time ¢. We introduce the test function ¥(z,v) € C}(R? x R?) and we
write the weak form of the scaled kinetic equation (3.3.8)

/ (@cfa(z,v) + v - Vo fa(z,0)) Yz, v)d(z,0) = [ Tafl(z,0)¢(x, v)d(z,v) =

R2d

(3.3.29)
! Z L./ B t) = 9(,0)) P (e 02) (20, 0)d(, 0)d (2, 02),
R2d B, «(z, t)XRd
with scaled interactions (3.3.6) as follows
v — v = eF\(, T, v, 04). (3.3.30)

Since as € — 0, we have v — v we can expand 1 (x,v") in Taylor series centred in (x,v) up
to second order and rewrite the right hand side of equation (3.3.29) as

1 / -
€ Z /]RM /Br (z,0) XR? (w(w,v ) - ?ﬂ(x,v)) dfx.dfx =

(3.3.31)
*Z o], eben) & it + R,

where we used the shorten notation dfy, = f(x«, v, \x)d(xs,v4), dfx = f(z,v, N)d(z,v),
and where R(e) indicates the remainder which is given by

2 o),
= — 8(1’3 (2,0) (v —v);(v' —v); | dfr,dfy, 3.3.32
25%: S Z )i(v' = v); ( )

i,5=1

with
v=9v+ (1 =),
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for some v € [0, 1]. Therefore, the scaled binary interaction term (3.3.31) reads
D L./ Vatla,v) - Pl @, v,0.)df. dfs + R(E). (3.3.33)
R2d B, «(z,t) xR

Integrating equation (3.3.33) by parts and taking the limit ¢ — 0 we have

Z/ / vvq;b(l‘)v) 'F)\(xvx*7vav*)df>\*df)\ -
)\* R2d BT*(z,t)XRd

(3.3.34)
_Z< [f)\ T U)/ .7'—)\($,~T*7U,U*)df)\*}>w($7v)>7

B’r* (t,z) xRd

where we denoted the inner scalar product

(h,¢) := /de h(z,v)p(x,v)d(z,v), (3.3.35)

for any function h(z,v), ¢(z,v) for which the integral in (3.3.35) is well defined. By similar
arguments of [3], it can be shown rigorously that R(e) — 0, as ¢ — 0. Thus, we can rewrite
equation (3.3.29) as follows

<8tf)\($,’l)) +v- vmfA($7v) - ﬂ[f](afav)ﬂ/f(ﬂfvv» =
— .’L’ v Ty Ty, VU,V xT,v (3336)
Z< 20N )/BT*(Z,t)de]:A( w0 v )df ] (e, )>.

Finally, we retrieve the mean-field equation as the strong form of (3.3.36)
8tf)\(«7377)) +uv- fox(x,v) - ’T)\[f]((lf,’l}) =
—Vy- [f,\(a:,v)/ Fa(@, 24, v,04) Zf,\*(x*,v*)d(x*,v*)}.
Ax

Br* (x,t) xR

(3.3.37)

Summing over the values of A in equation (3.3.37) the transition operator vanishes as in
(3.3.12) and we obtain the mean-field model for the total density g(z,v) as

Og(x,v) + v - Veg(x,v) = [Z iz, v / .7:)\(56,:E*,’U,’U*)g(.’ﬂ*,U*)d($*,’0*)].

By, (1) ¥R?

(3.3.38)

Remark 5. Note that the continuous mean-field model (3.3.37) and the microscopic one
(3.2.1) are equivalent when we consider the empirical distribution of the N-particles

N (z,v, 1) 25 x —x;(t))0(v —v;(t))d(A — N\i(2)), (3.3.39)

where §(-) indicates the Dirac-delta function.
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3.4 Stochastic particle-based approximation

We aim at solving the large system of agent (3.2.1) for N > 1, solving the mean-field model
(3.3.37) by means of the scaled Boltzmann equation in the asymptotic regime (3.3.28). In
particular, we aim at developing asymptotic stochastic algorithms for the simulation of the
swarming dynamics, such as in [11, 162]. These approaches, based on Monte-Carlo algo-
rithms are based of direct simulation Monte-Carlo methods (DSMCs) for kinetic equations
[158, 161]. We mention also Random Batch Methods (RBMs) which, similarly, have been

devised for simulating large systems of interacting agents [131].

3.4.1 Asymptotic Nanbu-type algorithm

In order to solve the mean-field dynamics we consider the Boltzmann-type equation (3.3.8)
in the scaling limit (3.3.28), and we split the dynamics evaluating in three different steps
the free transport, the label evolution and the interaction process, as follows (3.3.8)

O fa(z,v) = —v - Vyfa(z,v) (3.4.1)
A fa(z,v) = TA[f](z,v) (3.4.2)
O fa(z,v) = Q\(fa, /o) (z,v). (3.4.3)

In order to approximate the time evolution of the density fy(x,v,t) we assume to sample

N particles (29,00, AY) from the initial distribution. We consider a time interval [0,7]]

discretized in V; intervals of size At.

Transport step. First, we focus on the transport step in equation (3.4.1) and we ap-
proximate the solution at time ¢"*! by

et =2 + Atol,  i=1,...,Ns (3.4.4)

Labels switching. Secondly, we simulate how the labels change denoting by f{' the
approximation of fy(z,v,nAt), and writing the discrete version of the equation (3.4.2), for
the transition operator (3.3.10) as follows

(?+1 = (1 — At W%*)L) f(? + At TF?/HF f{La

n+1 n n n n (345)
1T =Q0-AtiLp) i F At TR S0

The following Algorithm 3.4.1 describes how to simulate equation (3.4.5) in a time interval
[0,T] divided into N; time steps.
Algorithm 3.4.1. [Labels switching]

1. Given Ny samples (22,00, A?) from the initial distribution f%;

17717
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2. forn=0to V;

(a) fori=1to N,

i. compute the following probabilities rates

pL = Al Tpp, pr = At T,

ii. if A =0,
with probability pr, agent ¢ becomes a leader: )\:-LH =1,

iii. if A? =1,

with probability pr agent ¢ becomes a follower: )\?H =0,

end for

end for

Interaction step. Finally, we consider the interaction step (3.4.3) decomposing the in-
teraction operator (3.3.9) in its gain and loss part,

1 *
Qilhnhn) = 2 [ (e f) =)
where p* = M/N is the topological mass. Considering a forward discretization we obtain

. *At " *At Q€,+ fn7 fn
T - (1— pé_ )fA +p5 (pj 3) (3.4.6)

Equation (3.4.6) can be interpreted as follows. With probability 1 — p*At/e an individual
in position z, velocity v and label A will not interact with other individuals and, with
probability p*At/e, it will interact with another individual according to

ot =l 4 eFxe(af, af, v, vf), (3.4.7)
foranyi =1,..., Ny, and where (3:?, ’U;L) is selected randomly among the nearest neighbours

belonging to the topological ball B« (x;,t). We will assume p*At = ¢ to maximize the total
number of interactions and ensure that at each time step all agents interact with another
individual with probability one.

Note that the sampling procedure of agents from the topological ball B« (z;,t) can
have extremely high computational costs, especially when the sample size is large, since it
requires the explicit computation of the distances between each agent 7 and all the others
agents. In order to improve the computational efficiency of this step we propose a procedure
based on two steps: a) an approximation of the topological ball, b) k—Nearest Neighbours
(k-NN) search.

a) Topological ball approximation. To avoid the expensive procedure of computing the
topological ball over the whole sample, we consider a subsample of size N, of the N, selected
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particles such that N, < N, and we define the approximation to radius of the topological
ball as follows

N,
. : 1 «
Ts(xi, t) = arg min {Nc kgl XB, (z:)(Tk) > p } , (3.4.8)

where p* is the target topological mass.

b) k—NN search. We perform a k—NN search over a k-d binary tree. First, we construct
the binary tree on the subsample of size N, in such a way to partition the space and
organize the points optimally dividing them according to their medians. We assume that
every leaf-node contains at most NV; points. Then, we use a k-NN algorithm to find the
p* N, nearest neighbours to a given agent i, using the tree structure. We will show in
the numerical experiments that this algorithm reduces the computational costs from the
original quadratic to logarithmic. We refer to [107] for further details about this procedure.

Algorithm 3.4.2 describes how to solve equation (3.4.6) in a time interval [0, 7] divided
into Ny time steps.

Algorithm 3.4.2. [Asymptotic Nanbu algorithm]

9,09, A%) from the initial distribution f{;

1) )

1. Give Ng samples (x
2. Set the value of the topological mass p* and of the subsample size N;
3. forn=0to V;

(a) select a subsample of size N,
(b) construct a binary tree over the subsample, with leaf-nodes of size at most N;
(¢) fori =1 to N

i. find the p* N, nearest agents using a kNN search algorithm on the tree,

ii. select randomly an index j among the nearest neighbors,
n+1

iii. compute the velocity change v]""" as in equation (3.4.7),

iv. Update the position z; according to (3.4.4), with p*At = e.

end for

end for

3.4.2 Numerical validation

In this section we perform different numerical experiments to test both the accuracy and
the efficiency of the Asymptotic Nanbu Algorithm 3.4.2 with k~NN search.
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Accuracy. Consider a model in which N, agents with position x; and velocity v; interact
with their nearest M neighbours without changing their labels and their position. Assume
agents are subjected just to alignment forces. Hence, their dynamics at the microscopic
level is governed by the following ODE for ¢ = 1,..., Ny,

=

11 &
p* Ns 4

v = (Vj = Vi) XBay (%) (5) (3.4.9)

1

<.
Il

where p* = M /Ny is the target topological mass. At the kinetic level, suppose that agents
modify their velocity according to binary interactions. Assume that at any time step an
agent with position and velocity (x,v) meets another agent with position and velocity
(Z+,v4) € Byr (¢, ) where 1} is defined as in (3.4.8). Its post-interaction velocity is given
by

v =v+e(vy —v), (3.4.10)

where ¢ > 0 is a small parameter. Recall that the ball B, (¢,x) by definition contains a
certain percentage of mass, that we suppose to be p*. If we denote by f(x,v,t) the density
of agents at time t with position z and velocity v, then the kinetic equation describing its
evolution reads

Oif(x,v,t) = =V, - [f(m,v,t)/ (Ve — V) f (24, Vs, t)dx s dvs | - (3.4.11)

B'r* (t,x) xRd

The microscopic model in (3.4.9) can be solved exactly and the evolution of the velocity is
given by

t 1 N
vi(t) = v;(0)e " + e_t/ v;(t)eldt, with v;(t) = p—— ZUJ )X B (zi5%) (T5)-
0

(3.4.12)
We choose as initial distribution the sum of two 2d-Gaussian in the plane (x,v) one with
mean (—0.33, —0.16) and the other with mean (0.33,0.16) and both with standard deviation
(0.12,0.06). The dynamics at the kinetic level is simulated with Algorithm 3.4.2, where we
compute the velocity change as in equation (3.4.10). We suppose Ny, = 10°, and ¢ =
107°,...,10°. We perform the computations assuming the subsample is made with the p =
100N./N;% of the total mass, for a certain p. In Figure 3.2 we plot the initial distribution
in the v-x plane and the marginals in  and v.
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Initial configuration Initial marginal distribution in x Initial marginal distribution in v

0.1

\ 0.05

Figure 3.2: Validation test: initial configuration and its marginals in  and v.

Then, we run S = 100 simulations and we plot in figure 3.3 the mean and the standard
deviation as a shaded area of the velocity distribution at time T = 3 for N, = 10°,
p* =0.01,0.35,0.75 and ¢ = 1072 for different values of p.

Pt =001, N,=10°% e =000, T=3 pt =035 N,=10° ¢ =0001,T=3 pt =075, N,=10° ¢ = 0001, T=3

——Fxact - p=100% -G p=50% ——Fxact -o p=100% -G p=50% ——Fxact -o p=100% -G p=50%

U1 aep=pm -4 p=0.1% U1 aep=pm -4 p=0.1% U1 aep=pm -4 p=01%

Figure 3.3: Validation test: comparison between the solution to the kinetic equation in
(3.4.11) computed by means of Asymptotic Nanbu algorithm 3.4.2 and the exact solution
in (3.4.12). Mean (dashed line) and standard deviation (shaded area) of the velocity dis-
tribution computed over S = 100 simulations for different values of p. From the left to the
right p* = 0.01,0.35,0.75. Markers have been added just to indicate different lines.

In Figure 3.4 for different values of p*, the Lo-norm of the error between the solution to
the kinetic equation in (3.4.11), simulated by means of the Asymptotic Nanbu algorithm
3.4.2 (one simulation) for different values of p, and the exact solution in (3.4.12). Note that
we observe a saturation effect for ¢ ~ 1072,
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Relative error: N, = 10°, p* = 0.01 Relative error: N, = 10%, p* = 0.35 Relative error: N, = 10°, p* = 0.75
0 ] ol . 0 . e _
10 %‘:8‘:0- - _/B‘:':-:-g—:-:'g:- \ 10 g e e .B:g- _____ E"""B‘;/aﬂ&i 10 —8 :’Q‘: a8 - o L
=S g / N . o~ -=-e
101} = £-=2 110! Se LA 1071
_A,-A-—"—\A,——/“ ) g K
102 1 107? Hmm 11072
—+—p = 100% —+—p = 100% —+—p = 100%
103 ~Ap=50% |1 103 A p=50% 103 —/c p=50%
p=2% p=2% p=2%
1074 -o-p=1% |[{ 107* - p=1% 107 -0 p=1%
~&-p=0.1% ~8-p=0.1% -&-p=0.1%
0.0002 0.001 0.01 0.1 1 0.0002 0.001 0.01 0.1 1 0.0002 0.001 0.01 0.1 1
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Figure 3.4: Validation test: Lo- norm of the error between the solution to the kinetic
equation in (3.4.11) simulated by means of the Asymptotic Nanbu algorithm 3.4.2 (one
simulation) and the exact solution in (3.4.12). From the left to the right p* = 0.01,0.35, 1.
Markers represent the error for the different values of €.

Computational costs. We now compare the computational costs of the exhaustive
search and the k~NN search. The computational cost of an exhaustive search is O(dN2),
where d is the space dimension and Ng the number of particles. Indeed, first one needs to
compute the distances between each point and all the others, with a cost of O(dN?2), and
then to sort them, with a cost of O(N2log(Ny)). The cost of a k-NN search is logarithmic
in time. First one needs to organize agents optimally with a k-d tree. The cost of this
operation is proportional to Nglog(Ns). Then the idea is to perform a search over the tree
to select which are the nearest agents. It can be shown (see [107]) that the k~NN search
algorithm examines the nodes in optimal order, that is in order of increasing dissimilarities,
and that the number of nodes that should be examined is proportional to ((p* Ng)/+1)%.
Hence, the total cost to construct a k-d tree and to perform the search over it is

O(maz(((p*Ns)'* + 1)%og(Ny), Nslog(Ny)). (3.4.13)

In Figure 3.5 we see the comparison between the computational cost to perform one
exhaustive and one k—-NN search as N, varies for different values of p*. We set Ny =
5x 103,...,1.5 x 10%. The kNN computational cost increases as p* increases. In Figure
3.6 we see a comparison between the computational costs of a k~NN search as Ny varies
for different subsamples percentage size p. We see that the computational cost decreases
proportionally to the subsample size.
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E

Computational costs (p* = 0.01) Computational costs (p* = 0.35) Computational costs (p* = 0.75)

10° 10° 10°
—a—Exaustive search —a—Exaustive search —&— Exaustive search
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0.5 1 15 0.5 1 L5 05 1 L5
N, x10* N, x10* N, X104

Figure 3.5: Comparison between the computational costs of the exhaustive search and the
k—NN search for different values of Ng. From the left to the right p* = 0.01,0.35,0.75.
Markers represent the computational costs relative to the different values of V.

Cost k-nn search (p* = 0.01)

Cost k-nn search (p* = 0.35) Cost k-nn search (p* = 0.75)
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Figure 3.6: Comparison between the computational costs of the exhaustive search and the
k—NN search for different values of Ng; and of the percentage p of the subsample size. From
the left to the right p* = 0.01,0.35,0.75. Markers represent the computational costs relative
to the different values of V.

3.5 Numerical experiments

We present different numerical experiments simulating the two and three dimensional dy-
namics both at the microscopic and mesoscopic levels. The dynamics at microscopic level
is discretized by a forward Euler scheme with a time step At = 0.01, whereas the evolution
of the kinetic dynamics is approximated by the Asymptotic Nanbu algorithm described in
3.4.2 with € = 0.01. The time evolution of the labels is computed with Algorithm 3.4.1 at
both the microscopic and mesoscopic levels. In the microscopic case we set N = 400. In the
mesoscopic case we choose a sample of O(Ny) particles, with Ny = 5 x 10°, and a subsample
of O(N,.) particles, with N. = 10* that corresponds to a percentage p = 2% of the total
mass, for the approximation of the density. We assume the topological target mass to be
p* = 0.01. Table 3.1 reports the parameters of the model that remain unchanged in the
various scenarios. The other parameters will be specified later.
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Table 3.1: Model parameters for the different scenarios.
Crep Cati Carr  Cy S r r €

2D model | 100 12 0.7 5 10 200 1 200
3D model | 100 12 0.7 5 10 350 20 150

3.5.1 Numerical test in two spatial dimensions

We consider the swarming dynamics evolving on the spatial space (x,y) € R? and velocity
space (vg,vy) € R2.

Test 2D with no food sources

Suppose the model includes no food sources, i.e. Cy.. = 0, and no attraction to the centre
of mass, i.e. Cyr = 0. We simulate the dynamics up to time T' = 500, and we report in
Figure 3.7 the initial configuration for both the microscopic and mesoscopic dynamics.

iti — Total density (t = 0 1074
200 Agen‘gs position (t 0) 800 ‘ y ( ‘ ) %
1.5
600 + 1 600 t
>> - - . 1
o® °
400 + ° 1 400 +
0.5
200 ‘ ‘ 200 ‘ ‘ 0
200 400 600 800 200 400 600 800
X X

Figure 3.7: Initial configuration in the spatial 2D case with no food sources.

At time ¢ = 0, agents are normally distributed with mean ;1 = 500 and variance o2 = 252
and are in the followers status. Labels change according to the transition rates defined in
(3.3.13) with grr = 2 x 107* and qrr = 4 x 1073.

Microscopic case. In Figure 3.8 we report three snapshots of the dynamics at time
t = 50, t = 300 and ¢t = 500, for the dynamics without leaders’ emergence (top row)
and with leaders’ emergence (bottom row). We observe that, without leaders, agents align
and form a compact swarm, whereas with leaders’ emergence we observe the formation of
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different groups. The splitting is not symmetric since leaders’ emergence occurs randomly
and this is reflected in the cluster formation.

No leaders (t = 50) No leaders (t = 300) No leaders (t = 500)

600 ] GO0 GO0
500 ‘ 500 500
400 . 400 ' 400
= 300 = 300 = 300
200 200 200

100 100 L0

1 [‘]ﬂ '_’I.NJ .'H.]lJ 10 :’}[‘1[] 1 [‘]ﬂ '_’I.NJ .'H.]lJ 1] r}fm 1000 '_’I.NJ .'H.]lJ 1] r}fm
X X =
pt =001 (t = 50) g = 0.01 (t = 300) ¢ = 0.01 (t = 500)

Y] Y] Y]

500 o 500 : 50H) ‘
i i . - i

-5 0 500 -5 0 500 -5 0 500

Figure 3.8: Three snapshots of the 2D dynamics at the microscopic level described in (3.2.1)
with A evolving with rates (3.3.13) taken at time ¢ = 50, ¢ = 300 and ¢ = 500 and assuming
Cetr = Cgpe = 0. In the first row, the dynamics without leaders. In the second row, the
dynamics with leaders assuming p* = 0.01. We represent in blue the agents in the followers
status and in red the ones in the leaders status.

Mesoscopic case. In Figure 3.9 we report three snapshots of the dynamics at time
t = 50, t = 300, t = 500. In the first row, the time evolution of the total density and in
red the velocity vector field of the leaders. In the second row, the evolution of the leaders’
density. The behavior is similar to the one of the microscopic case, where we observe
the formation of various clusters, and the emergence of leaders uniformly over the swarm
density.
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Figure 3.9: Three snapshots of the 2D dynamics at the mesoscopic level described in (3.3.37)
and simulated by means of the Asymptotic Nanbu algorithm 3.4.2 with A evolving with

rates (3.3.13) as in Algorithm 3.4.1, taken at time ¢t = 50, ¢ = 300 and t =

500 and assuming

Cetr = Cgre = 0. In the first row, the dynamics of the total mass and in red the velocity
vector field of the leaders. In the second row, the leaders’ dynamics.

In Figure 3.10 the agents percentages for the dynamics with leaders.
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Figure 3.10: Agents percentages. Markers have been added just to distinguish the different

lines.
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The videos of the simulations of this subsection are available at [VIDEO].

Test 2D: two food sources

Assume the model includes two food sources located in z7"¢ = (300,500) and z§¢ =

(1000, 500). Assume Cgy = Cgpe = 0.75. Run the dynamics until time 7" = 200. In Figure
3.11 the initial configuration for the microscopic and mesoscopic case. We assume that
initially the 87.5% of agents is in the followers status. Among them the 75% is normally
distributed with mean p = 550 and variance o2 = 10? while the 12.5% is normally dis-
tributed with mean p = 650 and variance o = 50?. The remaining 12.5% is in the leaders
status and it is normally distributed with mean p = 800 and variance 0 = 10%. New
leaders emerge with higher probability where the followers concentration is higher. Leaders
return in the follower status with higher probability if the followers concentration around
their position is lower. Hence we consider density dependent transition rates defined in
equation (3.3.16) with ¢, = 4 x 1072 and qr = 3 x 1073.

s Dositi — Total density (t = 0 107 Leaders density (t = 0 107
600 Agents position (t = 0) 600 y ( ) x 600 y ( ) x
o Leader
- 1.5
550 O Food source 550 0.8 550
> 500 o g’l é o > 500 o | o 06 . 500 o | o 1
. 0.4
450 450 450 0.5
0.2
400 400 0 400
0 200 400 600 800 1000 1200 0 500 1000 0 500 1000
X X X

Figure 3.11: Initial configuration in the 2D case with two food sources.

Microscopic case. In Figure 3.12 three snapshots of the dynamics at time t = 50,
t =100, t = 200. Agents that at time ¢ = 0 were in the leaders status change immediately
their labels since no followers are positioned around them. A large group is attracted by
one of the two food sources while the remaining part moves subjected just to attraction,
repulsion and alignment forces without being attracted by the other food source. Once this
smaller group moves far away from the main group, leaders start to be attracted to the
centre of mass. In late time, all agents join and move toward one of the two food sources.
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Figure 3.12: Three snapshots of the 2D dynamics at the microscopic level described in
(3.2.1) with X evolving with rates (3.3.16) taken at time ¢ = 50, ¢ = 100 and ¢ = 200 and

assuming Cgy = Cgre = 0.75. We represent in blue the agents in the followers status and
in red the ones in the leaders status.

Mesoscopic case. In Figure 3.13 three snapshots of the dynamics at time t = 50, t = 100,
t = 200. In the first row the time evolution of the total density and in red the velocity
vector field of the leaders. In the second row the time evolution of the leaders’ density. The
behaviour is similar to the one observed in the microscopic case.
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Figure 3.13: Three snapshots of the 2D dynamics at the mesoscopic level described in
(3.3.37) and simulated by means of the Asymptotic Nanbu algorithm 3.4.2 with A evolving
with rates (3.3.16) as in Algorithm 3.4.1, taken at time ¢ = 50, ¢t = 100 and ¢ = 200
and assuming C, = Cy = 0.75. First row: evolution of the total density and in red the
velocity vector field of the leaders’ density. Second row: evolution of the leaders’ density.

In Figure 3.14 the time evolution of the percentages of leaders and followers for the
two dimensional spatial test with two food sources. The agents percentages have been
computed both by counting the effective number of followers and leaders per time steps,
and as stationary solution to the master equation (3.3.14). The densities reach the positive
equilibrium defined in equation (3.3.15). Indeed, the transition rates defined in (3.3.16)
can be approximated by constant values. In particular, for any fixed time t > 0, for any
A € {0,1} and for any x € R? we have

Trse(e X ) =alt),  mron(x X fit) = B(t) (3.5.1)

where

a(t) =Eo (mp-r(),  B(t) =Ea (mr-r()), (3.5.2)

with E;(-) denoting the mean value with respect to .
Similar results can be obtained for the 2D model without food sources since the transition
rates are constants values, by definition.
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Figure 3.14: Agents percentages: microscopic (on the left) and mesoscopic (on the right)
two dimensional model with two food sources. In black and in red the agents percentages
computed by counting the effective number of followers and leaders per time steps. In blue
and in magenta the stationary solution to the master equation (3.3.14).

The videos of the simulations of this subsection are available at [VIDEO)].

Test 2D: one food source

Assume the model includes one food source located in z3"¢ = (300, 500). Run the simulation
until time T = 120. Suppose labels change aiming at organizing agents toward a common
target, that in this case is supposed to be the food source x{". In particular, assume A
varies with rates (3.3.18) with & = 0.7 and a = 0.3. In Figure 3.15 the initial configuration
for both the microscopic and mesoscopic case.
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Figure 3.15: Initial configuration in the 2D case with one food source.

Microscopic case. In Figure 3.16 three snapshots of the dynamics at time t = 5, ¢t = 20
and t = 50 with leaders and with G[f](-) chosen as in (3.3.20). Followers are driven by
leaders and reach the target position.
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Figure 3.16: Three snapshots of the 2D dynamics at the microscopic level described in
(3.2.1) with A evolving with rates (3.3.18) taken at time ¢ = 5, ¢ = 20 and ¢t = 50 and
assuming Ceyy = Cgre = 0. We represent in blue the agents in the followers status and in
red the ones in the leaders status.

Mesoscopic case. In Figure 3.17 three snapshots of the dynamics at time t = 5, t = 20,
t = 50 with transition rates depending on the orientation according to (3.3.18). In the first
row, the evolution of the whole mass, and in red the velocity vector field of the leaders. In
the second row, the evolution of the leaders mass.
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Figure 3.17: Three snapshots of the 2D dynamics at the mesoscopic level described in
(3.3.37) and simulated by means of the Asymptotic Nanbu algorithm 3.4.2 with A evolving
with rates (3.3.18) as in Algorithm 3.4.1, taken at time ¢t = 5, ¢ = 20 and ¢t = 50 and
assuming Ce = Cyre = 0. First row: evolution of the total density and in red the velocity
vector field of the leaders. Second row: evolution of the leaders density.

In Figure 3.18 we report in the first row the angle velocity distribution at time ¢ = 100,
t = 120, ¢ = 180 and in the second row the correspondent velocity vector field, outlining
the milling behaviour around the target positions = = x{"“. The videos of the simulations

of this subsection are available at [VIDEO].

3.5.2 Numerical test in 3D with two food sources

We consider the three dimensional model in space and velocity, simulating the swarming
dynamics up time 7' = 200. Initially agents are normally distributed with mean p = 500
and variance 02 = 252 in both spatial and velocity dimension, and are all in the followers
status. We report in Figure 3.19 the initial configuration for both the microscopic and
mesoscopic case. For the mesoscopic case, we also depict on the (x,y) plane the projection
of the spatial density.
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Figure 3.18: Angle velocity distribution (first row) and velocity vector field (second row) at
time ¢t = 100, t = 120, t = 180 obtained by simulating the dynamics in (3.3.37) by means
of the algorithm 3.4.2 with A evolving with rates (3.3.18) as in algorithm 3.4.1.
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Figure 3.19: Initial configuration in the 3D case with food sources.
Assume the two food sources to be located in x§"™¢ = (200,500,500) and z§"¢ =

(800, 500, 500). Suppose that leaders emerge with density-dependent transition rates as de-
fined in (3.3.16) and where we assume the constants to be ¢, = 4x 1072 and gr = 3 x 1073,
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Microscopic case. In Figure 3.20 three snapshots of the dynamics at time t = 50,
t = 100, t = 200. First row: Ceeptre = 0, Crooqa = 0.75. Agents split in two groups moving
toward the two food sources. Second row: Cgyr = 4, Cgre = 0.75. At final time agents move
toward one of the two food sources.
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Figure 3.20: Three snapshots of the 3D dynamics at the microscopic level described in
(3.2.1) with X evolving with rates (3.3.16) taken at time ¢ = 50, t = 100 and t = 200. First
row, Cer = 0, Csre = 0.75. Second row, Cur = 4, Cgre = 0.75. We represent in blue the
agents in the followers status and in red the ones in the leaders status.

Mesoscopic case. In Figure 3.21 we report three snapshots of the dynamics at time
t = 50, t = 100, t = 200 and in red the velocity vector field. We add also the density
distribution of the whole flock projected over the plane (x,y) and in red the leaders velocity
vector field. First row: Cuy = 0, Cy. = 0.75. Second row: Cur = 4, Cspe = 0.75. The
behaviour is similar to the one in the microscopic case.
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Figure 3.21: Three snapshots of the 3D dynamics at the mesoscopic level described in
(3.3.37) and simulated by means of the Asymptotic Nanbu algorithm 3.4.2 with A evolving
with rates (3.3.16) as in Algorithm 3.4.1, taken at time ¢ = 50, t = 100 and ¢ = 200. First
row, Cer = 0, Cgpre = 0.75. Second row, Cutr = 4, Cyre = 0.75. In red the velocity vector
field.

The videos of the simulations of this subsection are available at [VIDEO].

3.6 Conclusions

In this chapter, we have studied collective behaviour of birds under a follower-leaders
dynamics, starting from a simplified version of the model presented in [65]. Through the
emergence of leaders, we recover the ability to split the initial configuration and initiate
directional changes without the need of external influences. We derived a kinetic model to
effectively depict the motion of a large swarm with transient leadership and topological
interactions, and subsequently we simulated the dynamics introducing a novel stochastic
particle method. A significant emphasis was placed on studying topological interactions.
We tackled the issue of the numerical evaluation of nearest Neighbors reducing the compu-
tational costs of the search from quadratic to logarithmic by optimally organizing agents
in a binary tree and performing a k-NN search. Moreover, we directed our attention to
transient leadership, showcasing how labels can change over time, particularly for driving
agents towards a common target. Various strategies for leaders’ emergence were explored,
including continuous leadership levels, as introduced in Remark 4. Additionally, it would
be intriguing to describe the original model from a kinetic viewpoint, reintroducing delay,
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which, as demonstrated in [65], appears to play a crucial role in achieving desired config-
urations. Finally, several questions arise concerning the study of non-local terms in high
dimensions. For instance, it could be beneficial to further enhance the numerical scheme
implemented, focusing on other useful strategies for approximating topological interactions.
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Chapter 4

Kinetic based optimization enhanced
by genetic dynamics

In this chapter we propose and analyse a variant of the recently introduced kinetic based
optimization method that incorporates ideas like survival-of-the-fittest and mutation strate-
gies well-known from genetic algorithms. Thus, we provide a first attempt to reach out from
the class of consensus/kinetic-based algorithms towards genetic metaheuristics. Different
generations of genetic algorithms are represented via two species identified with different
labels, binary interactions are prescribed on the particle level and then we derive a mean-
field approximation in order to analyse the method in terms of convergence. Numerical
results underline the feasibility of the approach and show in particular that the genetic
dynamics allows to improve the efficiency, of this class of global optimization methods in
terms of computational cost.

The results presented in this chapter have been published in [9] .

4.1 Introduction

In recent years a new perspective on gradient-free methods for global optimization of non-
convex high-dimensional functions was established based on collective motion of particles.
The mathematical depiction of self-organizing dynamics has significant implications in var-
ious applications, including traffic flow, pedestrian dynamics, flock behavior of birds, cell
migration, and its primary focus lies in comprehending emergent properties of large inter-
acting systems across different scales, see for example [2, 18, 19, 50, 155]. Hence, this new
class of methods aims to exploit the collective dynamics of swarms to find global optimizers
as consensus points emerging from a system of interacting agents, where each agent repre-
sents an evaluation of the objective function. In this context, Consensus-based optimization
(CBO) is a global optimization method allowing rigorous proofs that the swarms concen-
trate arbitrarily close to the unique global minimizer of the objective function, we refer to
[48, 103, 104, 117, 165] and the overview in [186]. In CBO, differently from gradient-based
methods, such as stochastic gradient descent[39], the landscape of the objective functions
is explored via function evaluations only. Indeed, the objective value at the current position
and the current position of the agents is exchanged, with the help of a weighted mean value
which is constructed such that the Laplace principle [82] applies. The dynamics is tailored
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such that the agents confine towards the weighted-mean on the one hand, and randomly
explore the landscape on the other hand. This already indicates that the two components
of the dynamics need to be well-balanced to obtain desirable results. CBO was a first step
towards the mathematical understanding of metaheuristics for global optimization, such
as particle swarm optimization (PSO) methods, where second order dynamics is used for
the evolution of the particles [135, 166]. Recently, the gap between the first-order method
CBO and PSO was bridged in [117], further extensions were provided for systems with
memory or momentum effects [57, 187], for constrained optimization [37], multi-objective
problems [36, 137] and jump-diffusion processes [134]. More recently, kinetic-based opti-
mization (KBO) methods have been proposed in[21], where each agent with position z
moves subject to the following interaction rules

¥ =z+vp(2#) —z)+oprD(@)E, (4.1.1)

where 2’ denotes the post iteration position, o, vr are positive parameters which allow
to balance the exploitation and exploration of the swarm, & is a random perturbation
term, D(x) is a diffusion matrix and Z(¢) denotes the global estimate of the position of the
global minimizer at time ¢. In addition to this dynamics a drift towards the local best and
a local diffusion term is proposed in [21]. The corresponding dynamics is described by a
multidimensional Boltzmann equation and can be simulated with the help of Monte Carlo
algorithms [11, 162].

With this work, we aim at extending KBO algorithm reaching out towards genetic
algorithms (GA) [152, 183], a very popular class of metaheuristics that is widely used
in engineering. The GA models a natural selection process based on biological evolution
[115, 153]. To this end, individuals (parents) from the current population are selected
and their objective values (gene information) is combined to generate the next generation
(children). The selection process is usually driven by a survival-of-the-fittest idea, hence
over successive generations, the system is assumed to evolve towards an optimal solution.
Agents in promising positions, i.e., with small objective values, are labeled as parents and
the others are labeled as children. Parents do not modify their position, hence they survive
the iteration like in a survival-of-the-fittest strategy. In contrast, a child in position x
interacts with a randomly chosen parent in position x, and updates the position according
to the rules

' =x,, with rate vp,
¥ =z, withratel—vp. (4.1.2)

Here 2’ denotes the post interaction position and vg > 0 is the jump rate. Furthermore,
mutations can occur, that means a child in position x encounters a random perturbation
of the form

¥ =x+ opé, (4.1.3)
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where o is a positive parameter and £ random vector drawn from a normal distribution.
Slight modifications of the mutation process can be considered, assuming that all children
encounter a random perturbation of the type

¥ =z +opD(z)E, (4.1.4)

with diffusion matrix D(x).

Thus, to establish a relation between KBO and GA, we divide the swarm into two
species called followers (children) and leaders (parents) via a labeling strategy, evolving
according to different transition processes [4, 144]. In this setting, leaders are selected
analogously to parents in genetic algorithms, whereas the process of child’s generation is
substituted by the relaxation of the followers toward the leaders’ position. Then, the dy-
namics of KBO (4.1.1) is split between the leaders, which move toward the global optimum
estimate z, and the followers, which explore the minimization landscape. Furthermore, we
aim to improve the performance of these algorithms by relying on the higher flexibility of
the particle dynamics.

More details are presented in the following sections which are organized as follows: in
Section 4.2 we introduce the Genetic Kinetic based optimization methods focusing on the
description of the binary interactions rules which describes the dynamics. In Section 4.3,
we derive the mean field, in particular the evolution equations of the density functions of
the two species. In Section 4.2.2, we discuss different strategies of how to assign labels.
In Section 4.4, we provide a theoretical analysis including the exponential decay of the
variance and the convergence of the method to the global minimum. In Section 4.5, we
describe Nanbu’s algorithm which is used to obtain the numerical results presented in
Section 4.6. Here, we show different numerical experiments, testing the efficiency in terms
of success rate and number of iterations and compare the results of the GKBO algorithm,
to KBO and genetic algorithms.

4.2 Genetic kinetic based optimization (GKBO)

The GKBO method we propose in the following enhances kinetic based optimization, which
belongs to the class of consensus based algorithms, with ideas from genetic algorithms. To
this end, we assume to have a population divided into two groups, similar to the parent
and children populations in genetic algorithms. The two groups are specified with the help
of labels leading to a modified KBO dynamic with followers and leaders. The dynamics is
tailored in such a way that the the population clusters at the unique global minimum of
the possibly non-convex objective function £: RY — R. Hence, in the long time limit the
dynamics solves the global optimization problem given by

in & 4.2.1
min £(z), (4.2.1)
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where £ is assumed to have a unique global minimizer. In more detail, each agent is de-
scribed by its position € R? varying continuously and a binary variable for the leadership-
level X € {0,1}. In the following we identify leaders with A = 1 and followers with A = 0.
We are interested in the evolution of the density function

f=flx,\Nt), [f:REx{0,1} xRy — R, (4.2.2)

where ¢t € RT denotes as usual the time variable. In the rest of the chapter we denote
flx, A\ t) as fa(x,t) and define

glz,t) = Y filz,1), (4.2.3)
Ae{0,1}

to be the density of the whole population at time ¢. We assume that g(z,t) is normalized,
hence a probability measure and introduce the fractions py € [0,1] with A € {0,1} s.t.
po +p1=1and f\(x,t)/py are probability measures as well.

4.2.1 Binary interaction between agents

A binary interaction of agents with state (x,\) and (x., A«) is described by their post-
interaction positions given by

v =x+ (vp(re —2) + opD(2)€) \u(1 — ) + v (2(t) — 7))\,
Tl = x4, (4.2.4)

where o, vp, v, are positive parameters, £ is a normally distributed random number and
D(z) is the diffusion matrix, defined to be either

D(z) = |2(t) — z|Idg, (4.2.5)
in the case of isotropic diffusion [165], or
D(z) = diag{(&(t) — )1, ... (Z(t) — x)q}, (4.2.6)

in the case of anisotropic diffusion [52]. In equation (4.2.4)- (4.2.5)-(4.2.6) the term Z(¢)
is the global estimate of the best position of the minimizer. The term Z(t) is computed
as a convex combination of particle locations weighted by the cost function according to
Laplace principle [82]. In case we consider the whole population, we have

 Jpawe €@ g(x, t)da
 Jpee€@g(z, t)dx

a(t) (4.2.7)

and Laplace principle yields

lim (— 1/]Rd e*ag(x)g(a;,t)dw> = inf  &(x). (4.2.8)

a—00 o xesupp g(z,t)
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In the section on numerical results we will also consider variants, where the weighted mean
is computed with information of leaders or followers only. In (4.2.4) we use a compact form
to describe both the followers and leaders dynamics. In particular, if we assume A = 0 (and
A« = 1) we retrieve the followers dynamics,

v =z + (vp(re — ) + opD(2)€),

/
Ty, = Ty,

where x,x, denote the pre-interaction positions of a follower and a leader, respectively.
Followers are attracted toward a randomly selected leader and explore the space, searching
for a possible position of the global minimizer. On the contrary, if A = 1, we retrieve the
leaders dynamics,

¥ =z +v(2(t) — ),

/
Ty, = Ty,

where x, z, denote the pre-interaction positions of two leaders. Hence, leaders do not explore
the space but they relax their position toward the estimated position of the global minimizer
at time ¢, which is given by Z(t), defined in (4.2.7).

Remark 6. Note that (4.2.4) implies that no follower-follower interactions are considered,
since if both A and A, are equal to zero the agents keep their positions.

Remark 7. The goal of these algorithms is to find the global minimizer by letting agents
concentrate on it. The exploration part slows down the convergence, especially for high
value of the diffusion parameters. In the GKBO algorithm, just one of the two populations,
the followers, is involved in the exploration process while the other agents, the leaders, are
reaching quite immediately consensus on the estimated position of the global minimizer.
Under these assumptions, the convergence process is speeded up, as we will see in the
numerical experiments in Section 4.6.1.

4.2.2 Emergence of leaders and followers

The emergence of leaders and followers is realized with the help of a transition operator
which acts as follows

Tlfol(z,t) = mmr(z, A ) fi(@, 1) — mpon(@, As ) fol(z, 1),
T[fl](l.?t) F—)L(ﬂ?,)\, f)fO(xﬂt) _7TL_>F(33,/\7f>f1(.%',t>, (429)
where mp_,1(+) and 7, p(+) are certain transition rates, possibly depending on the current

states. In the simplest case, if we assume that leaders emerge with fixed rate 7py > 0 and
return to the followers status with fixed rate 7z > 0 then the transition rates reduce to

=T
=T

TL—F = TLF, TF—L = TFL- (4.2.10)
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However, we also cover more general cases, as for example proposed in [123], where each
agent in position x is associated with a weight

w(z,t) = %# {y € AQ®) : |€(@min) — EW)] < [E(@min) — E(x)[}

_1 1€ @min(t) — E(y)]
N 2 /Rd Xon (\S(xmm(t)) - 5(33)|) fly, A t)dy,

xe{0,1}

with x[o,1)(-) denoting the characteristic function of the interval [0, 1) and

min(t) = in & )
Tmin (1) arg min (2)

where A(t) is the set of agents at time ¢. Assuming that agents with weight smaller than a
certain threshold w, which depends on the amount of leaders that we would like to generate,
are in the leaders status while the others are in the followers status, then we can write the
transition rates as follows

1, if w(x,t) > o, 0, if w(z,t) > o, (42.11)
e = e = L.
L=t 0, if w(z,t) <o, =t 1, if w(z,t) < w.

The evolution of the emergence and decay of leaders can be described by the master
equation

G0+ [ Ti@ A =0, (4212)

for X € {0,1}, with p\(t) = [pa fa(2,t)dz. From the above definition of the transition
operator T[], it follows that

d
— t) = 0. 4.2.1
dt Z pA(t) =0 ( 3)
Ae{0,1}
In case of constant transition rates
T—r() =mLp,  TFoL() =TEL, (4.2.14)

we can rewrite equation (4.2.12) as

Op1(t) = mrrpo(t) — Trrpi(t),

Opo(t) = mrrpi(t) — mrLpo(t). (4.2.15)
which allows us to calculate its stationary solution explicitly as
0o TFL 0o TLF
=— =—. 4.2.16
& TLF + TFL Po TLF + TFL ( )

Remark 8. The weighted strategy is inspired from the selection criterion of GA, where
parents are chosen to be the agents in best position w.r.t. the cost function. In the numerical
experiments we will also consider a mixed strategy, assuming that a certain percentage p
of the total amount of leaders change their label according to the weighted strategy and
the remaining ones changes their label randomly.
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4.3 Derivation of the mean-field equation

Combining the interaction and transition dynamic described in the previous section, we
obtain the evolution of the density function fy(x,t) which is described by the integro-
differential equation of Boltzmann-type

Oufr(a,t) = TIAl@, ) = Y QU fr) (1), (4.3.1)

)‘*6{071}

where T is the transition operator and Q(-,-) is the binary interaction operator defined
as follows

Qi) =n [ (FHE 000~ Hle0f ) dode,, (432)

where (2/,2)) are the pre-interaction positions generated by the couple (z,x.) after the
interaction (4.2.4). The term .J denotes the Jacobian of the transformation (z,z.) —
(2',2}) and n > 0 is a constant relaxation rate representing the interaction frequency.
To obtain a weak-formulation, we consider a test function ¢(z) and rewrite the collision
operator

LU i@ tota)ds = [ (06) = 6@) e tlis(e Odede.. (133)

R2d
Hence, the weak form of (4.3.1) reads

2 [ nevowis - [ TihIw 06 -

9t
"y < L. [qb(m’)—d»(x)}fA<x,t>fA*<x*,t)d:cdx*>. (4.3.4)

A€{0,1}

To simplify the computations, we assume to have constant transition rates (4.2.14) and to
be in the quasi-stationary state p3° i.e. py = p3° for any A € {0, 1} as in (4.2.16). Moreover,
we introduce the scaling parameter € > 0 and consider

VF = U—Fs, vy — nye, OF — Uiﬁ, n— 1 (4.3.5)
p1 P1 VP1 €
This scaling corresponds to the case where the interaction kernel concentrates on binary
interactions producing very small changes in the agents position but at the same time the
number of interactions becomes very large.
To obtain the mean-field equation, we consider the Taylor expansion of the test function
¢(x') centred in x given by

o(a') — p(x) = Vop(z) - (2" — ) + %Am(:c)(x’ —2)2 4+ 0(e?), (4.3.6)
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and use it to rewrite (4.3.4) as follows
0
a1 /Rd Iz, t)o(x)dx — /Rd T (x, t)p(x)de =
Z {/de <”F(m* — )M (1= X) + Vi(@(t) - x))\> - Vad(z)dfrdf

A €{0,1} P P1
2
+ 7 [ D - A)QAEAxcb(x)dedfM} L 0e), (4.3.7)
RQd

where for simplicity we write dfy = fi(z,t)dz and df\, = fi, (x4, t)dz.. Now, taking the
limit € — 0, integrating by parts and rewriting the equation in strong form yields

i -a)ien)

%fl(x, t) — TIf)(z,t) = —%vx : [(:@(t) - m) filz, t)} , (4.3.8)

%fo(a:,t) = Tlfol(z,t) = ?Aw [D2(x)f0(x’t)} — vV K

where D(x) is the diffusion matrix defined in (4.2.6)-(4.2.5), Z(t) is the global estimate of
the global minimizer at time ¢ defined in equation (4.2.7) and

mq(t) :/ zfi(x,t)dx (4.3.9)
R2d
denotes the centre of mass of the leaders at time ¢.

Remark 9. Multiplying both side of the second equation in (4.3.8) by x /v, integrating
and taking the formal limit v;, — 400, we get
m (1)
Pl

Plugging it into the first equation in (4.3.8), assuming 7 [fo](z,t) = 0, we recover the
equation that governs the dynamics in absence of leaders that is

= &(t).

2 ol 1) = ”f‘AI (D@2 folw,t)| = veVa- [ (30) - 2) fola,1)]. (4.3.10)

To summarize, the diagram in Figure 4.1 describes the relation between the three
algorithms at the particle and mean field level.

4.4 Moments estimates and convergence to the global min-
imum

Following the idea introduced in [21, 165] we provide moments estimates, showing that
the variance decreases exponentially to zero, and we prove the convergence of the method
toward the position of the global minimum. In this section we study the behaviour of the
two population dynamic, we therefore assume throughout this section pg, p1 > 0.
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P:’article level vy = 0
‘ D(x) = 1,
TFL, TLF aS Continuous
KBO [21] GKBO in (4.2.11) GA[183)
(see (4.1.1)) (see (4.2.4)) (see (4.1.2)-

(4.1.3)-(4.1.4))

e—0 e—0
=1
Mean field | 7* 70 07 0 Mean field
CBO [48] L= TERT T GCBO
(see (4.3.10)) (see (4.3.8))

1Mea.11ﬁeldleval,”,”,””””””,”””,,,,””””””,”,””””””””J

Figure 4.1: Diagram describing the relation between the KBO, the GKBO with weighted

and random strategies and the GA.

4.4.1 Evolution of the moment estimates

We define the first two moments of the total population by
m(t) = mo(t) + mi(t), e(t) = eo(t) + e1(t),
respectively, where
mo(t) = / x fo(z,t)dz, eo(t) = / 2|2 fo(x, t)dz,
Rd Rd
mi(t) = / z fi(z,t)dz, ei(t) = / |z|? f1 (, t)de,
Rd Rd
are the first two moments of the subpopulations f)(z,t) for A € {0,1} and

V(t) = vo(t) + 01 (t),

the sum of the variances of the subpopulations given by

vo(t) = /Rd

Remark 10. For the following computations it is helpful to have in mind that

T — J’zfo(x,t)dx, v1(t) = /]Rd x

mit) = [ el +hwo)s, o) = [ ot + Al )

(4.4.1)

(4.4.2)

(4.4.3)

(4.4.4)
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but due to the nonlinearity

#/“u— 2ol 1) + fule, 1)) de.

Proposition 2. Let us assume the transitions have equilibrated, that is, po = py° and
p1 = p°. Furthermore let E(x) positive and bounded for all x € R?, in particular, there
exist constants £,€ > 0 such that

= iI;fg(ﬂf) < &(z) <sup&(z) :=¢€, (4.4.5)

and define 6 = ko%bg, with bs = exp(a(€ — £)), where k = d in the case of isotropic
diffusion and k =1 in the case of anisotropic diffusion. If

vp = vr, VF > max {g p21 } (4.4.6)

it holds

@t = vp(E —m)(®),

dt
d . . mo(t mi1(t)\?
V( ) ( 2VF + O')V(t) + (O’popl — TLFP1 — 7TFLP0) <O() — 1()> . (4.4.7)
dt Po P1
Proof. Let us define for simplicity
1 1
Mﬁﬁ:_/xﬁ@wm, BAO) = [ P (et
Px JRd P
1
no = | |- MA’ Az, t)dz, (4.4.8)
A

for any A € {0,1} such that

m(t) = poMo(t) + p1Mi(t),  e(t) = poEo(t) + pr1E1(2),
V(t) = poVo(t) + p1Va(t).
We begin by computing the evolution of the first moments
d d
Som(t) = po 'y Mo(t) + py
For the first term of (4.4.9) we obtain

dMo( t) = /Rdxatfo =

dt
= / 96[ —7nrrfi +7mrLfo+
Rd

d
M (). (4.4.9)

— Vg (VF(Ml - l')fl)) + of‘Ax (D2(l‘)f0) }da: =
= —mrpp1 My (t) + mrprpoMo(t) + pove (M — My)(t). (4.4.10)
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and for the second term in (4.4.9) it holds
d

dtMl( ) = /dﬂfatfl = /Rdi[WLFfl —7rrfo— V- (ﬁ(ix)ﬁ) }dm =

= nrrp1Mi(t) — mrrpoMo(t) + v (2 — Mi)(?)
Together this yields

(4.4.11)
d .
ﬁm(t) = I/Fpo(Ml — Mo)(t) + VL(l’ — Ml)( ) (4.4.12)
and recalling the definition of My(¢) and M (t) in (4.4.8) we get
d
Lm(t) = vi(t) — vpml(t) + <pr0 +up - ”L> ma (t). (4.4.13)
dt p1 p1
By the first assumption in (4.4.6) we can recover the first equation of the statement
For V(t) we have
dV()— iV(t)—F dV() (4.4.14)
dt PO V0 PV -4
We investigate the terms separately. First, we obtain
- 7Ll Mo
o mdt 0 0=
2 d 1 9
— xr — Mo(t), —fMo(t) dfo + — ’JZ - Mo( )‘ Ot fo (4.4.15)
Po JRd dt Po JRrd
=:1y

0
We note that Iy vanishes, since 2p, 1 fRd:c — My(t)dfp = 0. We divide I; into its drift
diffusion and transition parts to obtain
L=1I+1I+ 13, (4.4.16)
with



94 CHAPTER 4. FOLLOWER-LEADER DYNAMICS IN OPTIMIZATION

and, by an application of Jensen inequality we get

/ |z — My(t)]*A (UEWDQ(a;)f()) dx =

- "F/ Kl (t) — af2dfy =

2/)0
Wg dy
ST e
2p0 Rd R4 fde & (y)g(
<2 !y*w!g() o(z)dxdy =
Po

— ;}0 (PoEo(t) + p1E1(t) — (poMo(t) + p1 My (1))?) =

=2 (V(t) + popr (Mo(t) — Ml(t))2> : (4.4.18)
Po
and finally,
Iy _plo |z — Mo(t)]* (—mpfi + mpLfo) do =
a %F (2% + Mg (t) = 2cMo(1)) dfs + 7L Vo(t) =
Rd
- %}F (p1Vi(t) + p1(Mo — M1)*(t)) + mrLVo(t), (4.4.19)

where we add and subtract py MZ(t) in the last term of I3.
For Vi(t) we have

d
v ~ My
gl pldt/ [z = Mi()Pdfy =

[)21 » <x—M1(t),—M1(t)) df0+p11/Rd o= MyO)2Ofr.  (4.4.20)

-~

=:15 =:13
Similarly to the case Iy one can easily conclude that Iy vanishes. We divide I3 into the drift
and transition part to obtain

Iy = If + I, (4.4.21)
with
o_ 1 . v .
= Ml(t)|2< LY, (a0 )f1)>
=2 [ (o M) @) - a)d —
P1 JRI
_ Qp”f (M(03(0) ~ Eu(®) ~ Ba(03(0)+ MFD) = ~22V1, (4.4.22)
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and

1
== |z—MG®P(mrfi — 7rpfo)de =
P1 JRd
- jpﬂ (& M) — 20 M (1)) o + VA () =
1 Jr
TFL

(poVo(t) + po(Mo — My)?(t)) + mLpVa(t),

(4.4.23)
where we add and subtract pgMgZ(t) in the last term of I3.
Altogether, we get
2VF ~
av(t) <p1 | 2vF + po — o Vo(t) + (=2vp + ) V(t)+
1
+ (Gpop1 — TLEpL — TELP) (Mo — My)? (t). (4.4.24)
Using the assumptions, we recover the second inequality in (4.4.7). O
Corollary 1. Let the assumptions of Proposition 2 hold, and in addition suppose that
TLFP1 TFL , __ a(E-E)
Vp > max , , with bg = e*'\=" /. 4.4.25
{PO(l —bgp1) bzpo } ¢ ( )
Then it holds
t t) |2
mo(t) _ M‘ S0, V(t)=0,  ast— oo (4.4.26)
Po P1
Proof. Let us first study the behavior of |Mg — M;|2(t). We have

%|M0 — My|2(t) = 2 (Mo — M) (t)i

o (Mo — M) (1) <
< —2up| My — My (t) + 2(Mo — My)(t) (CiMi(t) — CoMo(t)) =

R

- G

: 4.4.27
M (1) ( )
with
- bs — 1—pibs
¢y — _TrL—vrpobe e, wrrp1 +vepo(l — p1 g)’ (4.4.28)
P1 PoP1
and we used equations (4.4.10)-(4.4.11) and the estimate

(1) = Jga e~ @ g(z, t)dx - e
= Jgae @ g(x, t)dx —

— z g(x,t)dx = bg m(t). (4.4.29)
eaé‘ Rd
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Note that, if condition (4.4.25) holds then Cy, C; > 0 and so

=[] [ B a0

since the above matrix is weakly diagonal dominant and hence positive semidefinite. Alto-
gether, we obtain the estimate

%\Mg — My)(t) < —2vp|My — My (t). (4.4.31)
and an application of Gronwall lemma yields
|Mo — My |2(t) < |Mo — My [*(0)e= 271, (4.4.32)
which allow us to conclude |My — M1|?(t) — 0 as t — co.
In particular, this implies
| Mo — M| () < |Mo — My[*(0), (4.4.33)

which helps us to show the second statment. Indeed, we rewrite the second inequality in
(4.4.7) in integral form as

V(t) < V(0) + C° My — My]*(0) /Ot ds — C, /Ot V(s)ds, (4.4.34)

with C,g =Gpop1 — TrLrp1 — TrLpo and C, = 2vp — 6. Moreover, we note that
t = V(0) +Cy|Mo — My *(0)t,
is a non-decreasing function. Hence, again using Gronwall lemma, we get

V(t) < |V(0) + CJ|Mo — My|*(0)t] e, (4.4.35)

which implies V' (t) — 0 as t — oc. O

The fact that V(¢) vanishes in the limit ¢ — oo allows us to conclude that the crowd
concentrates. However, the position of the concentration point is unknown. This position
is quantified in the following section.
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4.4.2 Convergence to the global minimum

In this section, we determine the conditions under which the mean value of the population
is a reasonable approximation of the global minimizer.

Proposition 3. Suppose the assumptions of Proposition 2 hold. Further, we assume that
£ € C*(RY) and that there exist constants ¢y, co > 0 such that

sup |[VE(y)| < ey, sup |AE(y)| < ca, (4.4.36)
yER? yeR?

and that the initial condition is well-prepared in the sense that the minimizer of £ is in the
support of the initial population and

w 3
< - 4.
MZ0) S 1 (4.4.37)
18 satisfied with
Ma(t):/ e @ g (2)dx, (4.4.38)
Rd
and
1 =2ae al [01\/5 <VF + > + CQJFk]
1
1 CY  popr) 2 4C* \/Popim
: V() 4y (2 PP 2y 4 D VPOPTm LY 4.4.39
ma { V) 40 (G54 22) v+ T+ VP (4.439)
with

- - mo(0 m1(0 2
Cg:aﬂopl—ﬂLFpl—WFLpoa Cy = 2vp — 0, %n:( 22)— ;E )> ,

and C* is the maximal value of

Cu
t— e 11/COyput.
Then there exists & € R? such that m(t) — & as t — oo and

E(F) =& +r(a) + loi 2 (4.4.40)

where r(a) = —Llog(Ma(0)) — € — 0, as a — .

Proof. First, we show

‘%m(t)‘ =0, (4.4.41)
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as t — oo. To this end, we rewrite

o0 (@)
’%m(t)‘ = ‘VF /Rd (JWa(t) - 1) z g(z)dx

where we use the first estimate in (4.4.7) and the definition of #(t). Applying Jensen
inequality and using the estimate

, (4.4.42)

we get,

1%

i _ F —aé(x) / —a&(x) _
‘dtm(t)‘ = Ma(t)‘/de xe g9(x)g(zs)dzdz, » Ti€ g(z)g(zy)dzrdr,| =

14

M:Et) ‘ /de(x — x*)e_ag(x)g(l‘)g(l“*)d:cdgg*
Vg
a(t)

1/2
< bgvp </ |z — a:*|2g(a:)g(x*)dxdx*> =
- R2d

<

/R% |z — 2.|e @) g(2)g () dudz, <

S

— 0, as t — 0o, (4.4.43)

since both, V(¢) and (Mo — M;)%(t), go to zero as t — co. Thus, there exists # € R? such
that

z =m(0) —I—/O %m(s)ds = lim m(t). (4.4.44)

t—o00

Let us now focus on the term M, (t)

ng(t) = 2M, (t) —Mq (t) = 2M,(t) / e €@ g, g(z, t)da, (4.4.45)
dt dt R4

with
Oug(.t) = Oufolw,t) + Oufi(@,t) = —veVa - |(M1 = ) fol, 1)+

O'2 14
+ 2L 8 | DX(@) folw.1)| - p—jvx @) - ) i) (4.4.46)
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where we recall that we assume vy, = vp and

S Tl ) =o.

Aeq{0,1}

We consider the terms separately to obtain

I=- VF/ e @)y, . [(M1 - :v)fg}da: -
R4

= —I/Fa/ e ¢@VE (1) (2, — x)dfodfy >
R2d

M, (t)
> _ —ag o . — x|dgdg, >

e—20¢§ 9 1/2
> - « — x|°dgdg, >
= VFaMa(t)Cl </R2d$ z|*dg 9) =

—2a€ 1/2

> _VFaJZT(t)CI\/i [V(t) + pop1 (Mo — M1)2(t)] , (4.4.47)

2
P :UF/ e @A, {DZ(JI)f()} dx =
Rd
= —UFQ/ e C@AE (x)k|2(t) — z|*dfo+
R4
4 IE o2 / WY £ () @ Vo (2)k|3(t) — 2dfo >
R2d

2
> —Okach_ag/ |Z(t) — z|?dg >
2 Ra

M (t)
ao? g 20E
> I « — x|?dgdg, >
=72 "L /Rm‘x z|"dgdg
> _@kc ¢ ot [V(t)+ (Mo — My)%(t) (4.4.48)
= 5 2Ma(t) LopP1 0 1 ; .
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and
I3 = — ’/F/ —af(z)yy . [(:&(t) — aj)fl}dx >
P1 JRd
> —%c e—af/ \i(t) —x\dg >
P1
—2a& 1/2
avgp e = 9
—C1—/—— Ty — X d d » 2
N P1 lMa(t) (/de| | 9 g)
—20f 1/2
_avr € .
o1 M(D) {V(t)JFPDPl(MO M) (t)} , (4.4.49)

where we use assumption (4.4.36), we integrate by parts, use Jensen inequality and the
previous estimates. Altogether, we estimate (4.4.45) as follows
dMa(t)
dt

> —2ae 2 [ClﬁVF (1 + p11> (V(t) + pop1 (Mo — M'I)Q(t))l/2 +
+ a0tk (V) + popr (Mo — M)2(1)) |. (4.4.50)

Using the estimates for the mean and variance in (4.4.32)-(4.4.35) and integrating equation
(4.4.50) we get

1
M2(t) >M?2(0) — 20e™ %€ [clﬁup <1 + ,0> + cza%k‘] :
1

t
- max {/ [V(0) + Cgfyms] e O 4 pop1yme 2V FSds,
0

t
/ \/[V(O) + COps] e=Cos + poplvmez’/FSds} : (4.4.51)
0

We integrate the first integral in (4.4.51) by parts to get

¢ V(0) c0 p
0 —Cys —21/Fsd < Yy 001 '
/0 [V(O) + CU'VmS] € + pop1yme s = C. + Tm (Cg + TVF

Moreover, applying Holder inequality to the second integral in (4.4.51) yields

t
/ \/[V(O) + COvms| e=Cvs + pop1yme2rsds <
0
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where C* := max V/COymse =3 and we use the fact that
Va+b < a+ Vb,
for and a,b > 0. Altogether, using assumption (4.4.37) we obtain
2 2 [y
Ma(t) > Ma(o) — M > ZMa(())v (4452)
with u defined as in equation (4.4.39). Thus
1
M, (t) > iMa(O). (4.4.53)
In addition, since m(t) —  and V() — 0 as t — oo it holds,
/ —0€@) g(z)dx — e @), (4.4.54)
Rd

as t — oo as a consequence of Chebishev inequality (see [48]). Thus

. M,
0>e @ > M 0) <= 0>—-a&(F)>log <(0>) , (4.4.55)

2

| =

that is
log(2)

«

0< @) < —é log (M, (0)) + (4.4.56)

Finally, 0 < (%) < £ as a@ — 00, since the first term tends to £ thanks to Laplace principle
and log(2)/« vanishes in the limit. O

Remark 11. We emphasize the following observations:
e In order to satisfy condition (4.4.37), V(0) and m(0) need to be small.

e Note that if we assume to have anisotropic diffusion the convergence is guaranteed
independently of the parameters choice and, in particular, of the dimension d. For
this reason, all numerical examples of the next section consider the anisotropic noise.

4.5 Numerical methods

In order to approximate the time evolution of the density fy(z,t) we sample N, parti-
cles (acl , )\?) i=1,...,Ns from the initial distribution. We consider a time interval [0, 7]
discretized in N; intervals of length h. The interaction step is solved by means of binary

interaction algorithms, see [160, 162] for details.
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We denote the approximation of fy(x,nh) at time t" by f{(z). For any A € {0, 1} fixed,
the next iterate is given by

= (1= R0+t T QR (45.1)

€
A€{0,1}

where ¢ > 0 is a frequency parameter and QT (fY, fy.) is the gain part of the collision
operator defined in (4.3.3). Equation (4.5.1) can be interpreted as follows: with probability
1 — h/e an individual in position x does not interact with other individuals and with
probability h/e it interacts with another randomly selected individual. In the following we
will assume h = €.

In order to simulate changes of the label A\, we discretize equation (4.2.12). For any
fixed z € R?, we obtain

0 (@) = (1 —e mrop) fi(x) + e marp f(2),
{Hl(a;) = (1 —€ 7TL—>F) ff(x) +e&MRFL f(?(l'), (4.5.2)

where mp_,(-) and 7 p(-) are the transition rates as defined in (4.2.10)-(4.2.11). The
details of the numerical scheme are summarized in Algorithm 4.5.1. Here, the parameters
Ostar and Jjgqu are used to check if consensus has been reached in the last jy .y iterations
within a tolerance dgqy. In more detail, we stop the iteration if the distance of the cur-
rent and previous mean Z is smaller then the tolerance &4y for at least jgqp iterations.
In this case, the evolution is stopped before the total number of iterations has been reached.

Algorithm 4.5.1. [GKBO]
1. Draw (29,A%);2; N, from the initial distribution f/(\](m) and set n =0, j = 0.
2. Compute ¥ as in equation (4.2.7).
3. while n < Ny and j < Jstall

(a) fori=1to N
e Select randomly a leader with position y;!, k # i.
e Compute the new positions

x:-”rl =z} + vpe (y,?+1 — x?) + opveDE (1 — AY) +evp (T — x) AT,
yZH =yp +vre(@™ —yp). (4.5.3)

e Compute the following probabilities rates

pL =€ mpon (PR, pr = ¢ Trop(zl T AD).
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o if \' =0,
with probability pr agents ¢ becomes a leader: )\?H =1.
o if \' =1,

with probability pr agents ¢ becomes a follower: )\?H =0.
end for
(b) Compute #"*! as in equation (4.2.7).
(¢) if & — #"|oe < Gutan
j+—J+1
end if

n<n-+1
end while

The above algorithm is inspired from Nanbu’s method[157], for larger class of direct
simulation Monte-Carlo algorithm for interacting particle dynamics we refer to[11, 162].

4.6 Validation tests

In this section we test the performance of the GKBO algorithm in terms of success rate
and number of needed iterations. We consider the translated Rastrigin function with global
minimum in Z = 1 for the vast majority of the tests. In the last experiment we compare
the results for different benchmark functions (see [130] for a complete list). If not explicitly
specified, we run M = 20 simulations and, according to [21, 48], we consider a simulation
successful if

|Z(t) — Z]|so < 0.25. (4.6.1)

We set o = 5-10% and we adopt the numerical trick described in [104] to allow for arbitrary
large values of a. We assume N = 200 and that agents are initially uniformly distributed
in the hypercube [—4.12,0]%, which does not contain the global minimum. At time t = 0
we suppose all agents are in the followers status and they change their label according
to equation (4.2.12). For the GKBO algorithm we set the total percentage of leaders is
p1° = 0.5, if not specified explicitly. Hence, the transition rates are defined as in equation
(4.2.10), with mpp = mpp = 0.2, if the emergence of leaders is random or as defined in
equation (4.2.11) if the labels change according to the weighted criterion defined in Section
4.2.2. We will consider also a mixed strategy with p = 0.5, that is, among the total amount
of generated leaders, 50% change their labels according to the weighted strategy and the
remaining ones change their labels randomly. We let the dynamics in (4.2.4) to evolve
for Ny = 10000 iterations with ¢ = 0.1, where differently specified. We set jsqu = 1000,
Sstair = 1074 We assume vy = 1, vy, = 10 while the diffusion parameter and the dimension
change in the different tests and will be specified later.
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4.6.1 Test 1: Comparison of different followers / leaders ratios

Suppose o = 4, d = 20. Table 4.1 reports the mean of the number of iterations and success
rate (in parenthesis) for the GKBO algorithm tested on the translated Rastrigin function
as the leaders mass at the equilibrium p$°, defined as in equation (4.2.16), varies. The
success rate and number of iterations for the KBO algorithm are 1 and 10000 respectively.
GKBO outperforms KBO in terms of the number of iterations. However, the success rate
of GKBO with random leader emergence deteriorates for p$® = 0.75.

Table 4.1: Mean of the number of iterations (success rate) for the GKBO algorithm tested
on the translated Rastrigin function as the leaders mass at the equilibrium p$° varies.
| GKBO random GKBO p=0.5 GKBO weighted

P =0.25 3008 (1) 3588 (1) 6421 (1)
P =05 2898 (1) 3477 (1) 6612 (1)
p =075 | 4252 (0.6) 4566 (1) 7741 (1)

4.6.2 Test 2: GKBO for different choices of &

We compare the results of the algorithm with & as in (4.2.7) and slight modifications given
by
o fRd xe_ag(x)fO(Ia t)dl‘ o fRd xe—aé‘(a})fl (1:7 t)d‘/L‘

P — Tr = 4.6.2
e @ fy(m x| T [ e €@ fy(z, tyda (4.6.2)

which corresponds to the cases where the weighted mean depends only on the followers or
only on the leaders, respectively.

In Figure 4.2 the success rate and number of iterations as op and d varies for z (left),
&y (middle) and 2 (right). In the first row, results for the case with random leaders gen-
eration are shown, in the second row the mixed leaders generation with p = 0.5 and in
the third row the case with weighted leaders generation. Note that the performance of the
random strategy, especially for large values of the dimension d is higher if Zp(t) is used
for the estimate of the global minimizer. This can be explained by a better exploration
phase of the particles during the evolution, whereas the leaders position &7 may result in
a less accurate estimate, since labels change randomly. The weighted strategy with ()
has computational advantages since leaders are chosen to be the agents with optimal po-
sition and the computation of the Z (t) requires a lower number of evaluations of the cost
function. This may be advantageous in particular if the evaluation of the cost function is
numerically expensive.
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Figure 4.2: Success rates for varying or and d for the translated Rastrigin function with
dynamics simulated with the GKBO method for z (left), £ (middle), £z, (right). The first
row is with random leader emergence, second row with mixed strategy p = 0.5 and third
row with weighted leader emergence.

4.6.3 Test 3: Comparison in d = 20 dimensions for varying op

We fix d = 20 and let op vary from o = 0.1 to o = 10 to compare the performance
of GKBO (equation (4.2.4)), standard GA (equation (4.1.2)-(4.1.3)), the modified GA
(equation (4.1.2)-(4.1.4)) and the KBO (equation (4.1.1)).

In Figure 4.3 the success rates and means of the number of iterations obtained with
the different algorithms in the case of the translated Rastrigin function is shown. Here,
test GKBO with &, Zr and 2, as defined above and study random leader emergence (left),
mixed leader emergence with p = 0.5 (middle), and weighted leader emergence (right).
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Altough the success rates of KBO and the variants of GKBO behave similar, the GKBO
versions required less iterations. Moreover, we remark that the behavior of the GKBO with
weighted leaders generation and with  as in equation (4.2.7) and of the KBO is similar,
as expected from our analysis.

i i —
g g g
= 2 =
22 2 0 2
8 =] 8 o 8 [
) 1) Qo
=] =] =]
wn n n

o =) =

L o) Mixed strategy (d = 20)
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Figure 4.3: Success rates and means of the number of iterations as o varies and d = 20
for the translated Rastrigin function obtained with the different algorithms. On the left
leaders emerge randomly, in the, we consider mixed leader emergence with p = 0.5, and on
the right, we have weighted leader emergence. The markers denote the value of the success
rates and numbers of iterations for different op.

4.6.4 Test 4: Comparison of different leader emergence strategies

Let us fix d = 20 and consider the mixed leader emergence strategies as discussed in
Remark 8. In Figure 4.4 on the left we see the success rates for different values of o and p,
on the right the number of iterations for different values of p and for o = 4,5. In Figure
4.5 the success rate and minimum, maximum and mean iterations number for the GKBO
method with & is shown for d = 20 as p and op vary.
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Figure 4.4: Different leader emergence strategies. On the left, success rates for varying op
and p and d = 20. On the right, max, min and mean number of iterations obtained in the
different simulations for d = 20 and op = 4,5 as p varies. The markers denote the number
of iterations needed for different p and tested on the translated Rastrigin function.
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Figure 4.5: Different leader emergence strategies. Success rates and mean number of itera-
tions for d = 20 as o varies and for different values of p, tested on the translated Rastigin

function. The markers denote the value of the success rates and number of iterations for
different op.
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4.6.5 Test 5: Comparison of different methods for varying d

We fix o = 4 and vary the dimension d from 1 to 20. Figure 4.6 shows the success rates
and means of the number of iterations of the different methods in the case of the translated
Rastrigin function. GKBO uses % as in (4.2.7).

op =4
— ﬁiﬁiﬁﬁhﬂr&ﬂrﬂﬁiﬂ@iﬁ%éﬁ%ﬁr&%ﬁHAH::'

.

\

104

Success rate
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}

\
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1 —&-GKBO (random)
\ GKBO (p=0.5) |
1 —4—-GKBO (weighted)

\ — (O~ Standard GA

@ A Modified GA

0 5 10 15 20

Figure 4.6: Success rates and number of iterations as d varies for the translated Rastrigin

function obtained with the different algorithms. The markers denote the value of the success
rates and mean number of iterations.

4.6.6 Test 6: Comparison of the accuracy for varying frequency ¢

Here we study the influence of the frequency parameter € by comparing the accuracy of
the KBO and GKBO with weighted and random leader emergence. We run the test for
M = 100 simulations assuming the initial data to be normally distributed in the hypercube
[~4.12,0]¢, d = 20. The accuracy is computed as

12(t) — Zloo> (4.6.3)

where Z is the actual value of the minimum. In Figure 4.7 the accuracy of the KBO
algorithm (left) for GKBO algorithm with random leader emergence (middle) and weighted
leader emergence (right) with e = 0.01 (first row) and € = 0.1 (second row). Note that in
both cases, the values of o for which the method converges with the weighted GKBO and
the KBO algorithm is almost the same. If ¢ = 0.01 the accuracy of the weighted GKBO
is higher than the one of the KBO. If ¢ = 0.1 the random strategy performs better than
the other methods since the algorithm converges for almost all the values of o considered.
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Figure 4.7: Accuracy of the KBO and of the GKBO algorithm as o varies for d = 20 and
e = 0.01 (first row), ¢ = 0.1 (second row) for the translated Rastrigin function. From the
left to the right, KBO, GKBO with random leader emergence and GKBO with weighted
leader emergence. The markers have been added to distinguish the lines.

Furthermore, if we look at the case o = 4, all the methods converge but the random
strategy reaches higher levels of accuracy.

In Figure 4.8 the results in terms of success rate and number of iterations needed for
different values of € are shown. If ¢ = 0.01 the success rate are of the GKBO methods is
smaller than the one of the KBO but the number of needed iterations is reduced. If ¢ = 0.1,
the success rate area is enlarged for the strategy with random leader emergence. With this
test we confirm the results obtained in Figure 4.7. Moreover, the number of iterations is
reduced with respect to the KBO and the GKBO method with weighted leader emergence.

4.6.7 Test 7: Comparison of different benchmark functions

In the previous subsection we tested the different algorithms and different parameter sets
with the translated Rastrigin function. Now, we choose o such that both the KBO and the
GKBO algorithms have success rate equal to one in the previous studies and test different
benchmark functions in 20 dimensions. In Figure 4.9 the comparison of KBO and GKBO in
terms of success rate and mean number of iterations are shown. GKBO with both variants
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Figure 4.8: Success rates and means of the number of iterations as op varies for ¢ = 0.01
(first column), € = 0.1 (second column) for the translated Rastrigin function. The markers
have been added to distinguish the lines.

of leader emergence outperforms KBO in terms of the number of iterations.

4.7 Conclusion

We propose a variant of the KBO method for global optimization which is enhanced by
a transition process, inspired by genetic dynamics. These lead to a population divided
into two species which we call followers and leaders. We adapt the convergence analysis
to the new method and show in particular that the population concentrates in the long-
time limit arbitrarily close to the global minimizer of the cost function. Numerical results
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Figure 4.9: Success rate and mean iterations number for the different benchmark function
for fixed d = 20 and o = 4.5. Markers denotes the value of the success rate and of the
iterations number for the different benchmark functions.

show the feasibility of the approach and the improvement of the proposed generalization
in terms of numerical effort. In particular, we measure the numerical effort in terms of
the number of iterations which are proportional to the number of function evaluations
used in the optimization process. Since GKBO outperforms KBO in this measure, the
proposed variant is especially attractive for optimization problems with expensive cost
function evaluations. This can be the case for example in engineering applications where
each cost function evaluation requires a time-consuming simulation, such as the solution
of high-dimensional PDEs with commercial codes.
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Chapter 5

Efficient ensemble stochastic algo-
rithms for agent-based models with
spatial predator-prey dynamics

Experiments in predator-prey systems show the emergence of long-term cycles. Determin-
istic model typically fails in capturing these behaviors, which emerge from the microscopic
interplay of individual based dynamics and stochastic effects. However, simulating stochas-
tic individual based models can be extremely demanding, especially when the sample size
is large. Hence, we propose an alternative simulation approach, whose computation cost is
lower than the one of the classic stochastic algorithms. First, we describe the agent-based
model with predator-prey dynamics, and its mean-field approximation. Then, we provide
a consistency result for the novel stochastic algorithm at the microscopic and mesoscopic
scale. Finally, we perform different numerical experiments in order to test the efficiency of
the proposed algorithm, focusing also on the analysis of the different nature of oscillations
between mean-field and stochastic simulations.

The results presented in this chapter have been published in [5].

5.1 Introduction

The description of how biological populations interact and evolve in both space and time
is central to theoretical ecology, [106, 164, 148, 171, 156, 30]. To this aim, several math-
ematical models have been proposed to approximate the evolution of large ensembles of
interacting species, starting from microscopic stochastic agent-based dynamics, passing
from mesoscopic equations, up to macroscopic systems, such as reaction-diffusion systems.
This hierarchy of descriptions, at different scales, has been used extensively to model in-
teractions among species and their spatial spread beyond theoretical ecology, and it has
a profound impact in several fields such as epidemiology, [38, 192], biology, physiology
and medicine, [51, 179, 173], chemical reactions[125, 88], and in socio-economic systems
opinions, markets, veichular traffic and crowds [162, 68, 2].

In the present manuscript, we will focus on the efficient simulation of predator-prey
dynamics in population biology, such as [156, 56, 148]. One striking feature of population

113
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biology is the emergence of temporal cycles of species densities, [156, 159, 25]. Various
mechanisms can cause populations to oscillate, the most investigated being the cyclic dy-
namics that arise from the interactions between predators and preys (see ref. [33] and
references cited therein). Traditionally, these interactions have been studied in the context
of deterministic Lotka-Volterra-type models, [156, 159, 25]. In their simplest form, these
are coupled deterministic equations that include specific birth, death, competition and
predation processes, and they can show limit cycles behaviors for appropriate choice of pa-
rameters values. Long-term persistence of predator-prey cycles have been recently observed
in a series of well controlled microcosm experiments with freshwater organisms, [33]. Plank-
tonic rotifers cultured together with their prey unicellular green algae showed oscillatory
behaviors of both prey and predator densities that persisted for up to approximately 50 cy-
cles or ~300 generations, [33]. Interestingly, dominant dynamics characterized by coherent
oscillations were interrupted by shorter episodes of irregular non-coherent oscillations, [33].
The experiments clearly demonstrate that sustained oscillations in population dynamics
do arise even in simple well-controlled ecosystems. They strongly indicate that stochastic
forces are at work to drive the reversible shift from coherent to non-coherent oscillatory
behaviours of observed populations, [33], but their role in driving population dynamics can
not be investigated within the context of deterministic predator-prey models.

This novel experimental evidence, therefore, calls for new theoretical explanations, and
we note that these might be found within the theoretical framework developed by McK-
ane and Newman (see [149, 150]). They studied individual based predator-prey models
described by simple stochastic processes of mortality, reproduction and predation, and
showed that large cycles of species densities persisted unless the number of individuals was
taken to be strictly infinite, [149, 150]. Biological cycles have been found to arise from a
novel resonance effect that include the statistical fluctuations of a given finite-size pop-
ulation, an effect that fade away when different realization of the model are averaged to
recover the mean-field behavior described by the classic deterministic predator-prey equa-
tions, [149, 150]. Finding the solution of stochastic individual-based models, however, can
easily become computationally challenging, above all when the final goal is to investigate
the dynamics of large, albeit finite, population sizes over hundreds of species generations.
Moreover, depending on the context of application, ad-hoc methods are of paramount im-
portance to capture the essential features of phenomena at various scale, see for example
[101, 126, 92, 182].

In the present work, to cope with the increasing complexity of the model we rely on
Monte Carlo methods, introducing a novel stochastic algorithm for the simulation of the
population dynamics with individual based models. We investigate the efficiency of the new
method on spatial predator-prey models and we compare the computational costs, also by
exploring in part the space of parameters, to that of different stochastic algorithms such
as the classic Monte Carlo, the direct method or the 7—leaping approach considered as
benchmarks [146, 111, 44].

The fundamental idea behind our work is that with classic approaches the whole popu-
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lation sample must be reconstructed any time interaction between individuals occurs with
the updated number of individuals. However, we show that there exists a maximum number
of interactions that can take place before updating the sample, and this allows us to reduce
the total number of time steps required for the whole simulation. As the consequence, the
new algorithm has a computational cost that is up to 2 orders of magnitude less than
those of the classic stochastic algorithms considered for a wide range of parameter values.
The simulations obtained with the new algorithm converge to the mean-field solutions for
increasing sample size N with error o< 1/v/N, as also observed for classic algorithms, while
individual realizations for finite population sizes oscillates as observed by McKane and
Newman.

In Section 5.2 we present an individual-based stochastic model where predators compete
with preys and migration of individuals is allowed. We derive the master equation and
the mean-field equations which are obtained when the number of individuals is taken to
be strictly infinite. In Section 5.3 we present a novel ensemble stochastic algorithm and
we prove its consistency with the classical formulation. In Section 5.4 we show different
numerical experiments aimed at testing the new algorithm and at comparing it with the
classical approaches. We also partly investigate the stochastic persistency of the oscillatory
behavior shown by both predator and prey dynamics. Overall our approach can be exploited
to efficiently simulate stochastic agent-based models and thus to explore the emergence of
long-lasting persistent resonant effects in population dynamics. In 5.A we show how to
reduce the model to the homogeneous case, assuming that individuals are not allowed to
migrate. In 5.B we briefly report some of the classical exact and approximated stochastic
algorithms and we describe them in the homogeneous case.

5.2 Agent-based models with predator-prey interactions

We consider an agent based stochastic model of predation between two species with mi-
gration. We will show that for considerably large number of individuals the evolution of
this model reduces to a system of partial differential equations.

5.2.1 Spatially heterogeneous predator-prey model

We consider a stochastic process describing the evolution of individuals distributed in the
spatial domain 2 = [0, L] with L > 0, divided in M, spatial cells. We assume that every
cell Cyp, with £ =1, ..., M., has N. components, where each component is realized in one of
the following states: predator (s4¢), prey (sp,y), or empty (sg¢). To describe the stochastic
dynamics, we consider cell Cp and its nearest cells Cyyq, for a fixed time ¢ > 0 we define
different interaction events.

o Competition & Birth events. We sample a component in cell Cy and with probability
@1 € [0,1] we let it interacts with another component, randomly chosen among the
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other N, — 1 components in cell Cy, according to the following birth and competition
rules with rates 0", p7, p

il Pi i (5.2.1)
SB¢SEL — SBUSB; SAUSBY —7 SAUSAL, SAYSBY — SAUSE(, e

where b", p],p5 > 0 are constant parameters. We assume that if interactions occur
among two empty components then no change in the populations sizes is accounted.

o Migration event. We sample one component in cell Cy and we assume that with
probability ¢go € [0,1] such that g1 + g2 < 1 it interacts with another component,
randomly chosen among the N, positions in one of the nearest cells Cy11. Changes
in the state happen according to migration rates m?, ms

T T

my My
SALSEL+1 — SELSAL+1, SBUSEf+1, — SELSBA+1, (5.2.2)

my mp
SAU+1SEL — SE0+15A, SBU+1SEY — 7 SE(+15B 0,
where m], m5 > 0. If interactions occur among predator/prey and empty components
or among two empty components then no changes in the populations sizes happen.

e Death event. We sample a component in cell Cy, and we assume that with probability
(1 — g1 — g2) it changes according to death rates df, d}
dr 5
SA¢ —1> SEt, SB{ —2> SE(, (523)
where df, d5 > 0. We suppose that if the selected component is empty then no change
is accounted.

We assume that at most one birth/competition, one migration and one death event can
occur at each time step. In order to introduce a master equation for such process, we
consider the vector state x = (A,B,E) € R3Me where A = (A1, Ao, ..., Ap), B =
(B1,B2,...,By.), E = (Ey1, Es, ..., E)y.) account respectively the number of predators,
prey and empty spaces in each cell.

We first define the stoichiometry matrices V', associated to single competition/birth
and death events, and VM, associated to migration events

o1 1 0 -1
L0 -1 0 1
V=10 -1 1|, Vy=
0 1 -1
-1 0 1 0 1 1
0 -1 1

Hence, the stoichiometry matrix of the full process over the lattice of M, cells is defined
as follows,
Vel
V=|VyoM_|, (5.2.4)
VM ® M4
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where ® denotes the Kronecker product, and I is the identity matrix of size M. x M., and
M_, M, are squared are square matrices of size M. x M, defined as

0 0 ... 0 0] -1 1 0 ... 0
1 -1 0 : 0 -1 1 :
M_=10 1 0|, Myr=|0 o 0
P -
0 ... 0 1 -1 0 ... 0 0 0

Here, each row of the stoichiometry matrix (5.2.4) represents the changes in the populations
sizes due to the occurrence of the events described in (5.2.1)-(5.2.2)-(5.2.3) and each column
represents the predators, preys and empty components in each cell. Then, for any ¢ =

1,..., M., we write the associated transition rates as follows
Ty (%) = QbT‘JHB\Z NCEf o T (X) = 2p§c11;37i]\5f1,
Ty, (X) = 2p§c11j\1,i]\ffl, Ty, (%) = di(1—q1 — q2);3[i’
Tv,, (X) = dy(1 —q1 — qQ)ffi, Ty, (X) = mf 2;‘\1{; Ejifj’
Ty (X) = M QAK; ffi, Ty, (X) =mj foiEjﬁf_cl, (5.2.5)
Ty (X) = 13 23]361 ]%7 T, (X) = mj 2}%%{{1,
Fung () =i AT, (0 = mag b B

where we define the operators Ty, (x) = m(x+wvy,|x) forany j = 0,..., M. Here, M+1 = 13
is the total number of events described in (5.2.1)-(5.2.2)-(5.2.3) and vy, is the £;-th row
of the stoichiometry matrix V defined in (5.2.4), lj =0+ jM,. for j = 0,...,M. We
assume that migrations events are not allowed at the boundaries. Hence we introduce
Ao, Eo, Bo, Anro+1, Enr.+1, Bau,+1 to be equal to zero, in order to properly define the tran-
sition rates associated to the boundary cells. The density P(x,t) describing the probability
of the state x evolves according to the master equation as follows

dP(x,t)

= > |m(xlx = v, )P(x — vg, 1) — w(x + ve |x)P(x,1) | (5.2.6)

KjEJ

where
J={{+jM|j=0,....M and £ =1,..., M.} (5.2.7)
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Remark 12.

e We assume that each spatial cell contains at most N, components that can be either
preys or predators or empty spaces. Hence, even if predators and preys are restricted
to move only to empty neighbor sites, the model can include regions occupied both
by predators and preys. In the case of a lattice consisting of a single spatial cell,
we refer to spatial homogeneous model, where migration events are neglected and
maximal density per cell is N, = N. We report in 5.A the corresponding agent-based
dynamics, and the associated master equation (5.2.6).

e We observe that the vector state x can be dimensionaly reduced if we assume to
remove the empty components, considering the relation E = N, — A — 3. However,
we prefer to give a more general description, to allow for further generalization, such
as models that may include empty sites with different nature.

5.2.2 Mean-field approximation

In order to recover the mean-field behavior of the stochastic process, we introduce the
empirical densities f, (), gév“'(t), for £ =1,..., M., as the averaged quantities

(5.2.8)

where (-) denotes the expected value, and the empirical density for the empty component
can be recovered in each cell computing 1 — f,"*(t) — géVC (t).

Hence, multiplying the master equation by A, and by By, and summing over all the
values of Ay, By and Ey for any £ =1 ..., M, leads to the following Proposition.

Proposition 4. By standard assumptions of the mean-field limit we assume that for any
C=1..., M., (ABy) = (A) (Be), (A2) = (Ap)*, (B2) = (By)?, (Ax1Bs) = (Agar) (By)
and (AyBy11) = (Ay) (Bys1) then the time evolution of the empirical population densities
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foc géVE 18 given by

dfy” o5 {Ad (B 5 (A
dr "' N, N.—1 ' N,

o <A5<Ae> (Ae) Ac(Be)  (By) Ae<Ae>>

'\ N, N, N, N, N, )’ (5.2.9)
dgy" _ (By) <1 _ By ) (A (B -
dr Nc ch Nc Nc
o (AdBr) | (Be) Ac(Ag)  (Ar) A(By)
+ mo < Nc + NC Nc - Nc Nc ) )

where

hs — hy
Achy = Z - 2
se{l—1,0+1}
for any function h is the discrete Laplace operator, € is the lattice spacing, T = t/N,, the
parameters are defined according to the following scaling
V=bq p=pian P =pha di=(1—q — q)d; (5.2.10)
dy = (1L—qu—q2)dy i =qee *mi 5= qee m, -

and
r=20"—dy’, g=1-—=, a=2p+p+0)

Finally the mean-field behavior is recovered for N, > 1 as the result of the following
Theorem.

Theorem 5.2.1. Consider the discrete mean-field model (5.2.9) for N, individuals. Then
taking the limit for N. — oo, € — 0, the mean-field equations for the densities f(x,t) and

g9(z,1), )
Orf =2p1fg—dif +mi(fAg+ (1 —g)Af),

Drg =g (1 _ g) —afg+ma(gAf + (1— f)Ag),

where each entry of the vectors f(x,t) and g(x,t) represents the predators and preys den-
sities in each cell Cy, £ =1,..., M. and

Ah(z,t) = lim Ach
e—0

(5.2.11)

for any function h.
We refer to [149, 150, 188], for a detailed proof of the mean-field limit.

Remark 13. Note that under condition (1 — ¢1 — ¢2)ds < (2¢1b") model (5.2.11) corre-
sponds to the well known Lotka-Volterra equations with logistic growth term and diffusion,
[156].
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5.3 Efficient ensemble stochastic algorithms

The dynamics described by model (5.2.11) can be properly simulated with stochastic al-
gorithms. Exact stochastic algorithms predict which is the next firing event and at which
time it will fire, as for example in [111]. However, a direct implementation is often pro-
hibitively expensive since the final goal is the simulation of a large stochastic process. On
the other hand, classic approximated algorithms, such as the Monte Carlo algorithm and
the 7-leaping method, can speed up the simulations but their efficiency and accuracy are
strongly related to the choice of the time step that can vary in time or be inversely pro-
portional to the sample size. The main idea of the procedure is to fix a constant time step,
and to allow multiple events to happen at the same time. Hence, we describe the asso-
ciated stochastic process for the spatial heterogeneous predator-prey dynamics and show
its consistency with the previous description. Second we describe the ensemble stochastic
algorithm in the spatial homogeneous and heterogeneous setting.

5.3.1 Predator-prey model with ensemble interactions

At each time step ¢ > 0 consider two fractions g1, g2 € [0, 1] such that ¢; + g2 < 1. Assume
that the following events can occur.

o Competition € Birth. Sample |q1N.| components in each cell Cy, £ = 1,..., M,
assuming that each one interacts with another component, randomly chosen among
the N, positions in cell Cp without repetition, according to the rules described in
(5.2.1).

e Migration. Sample other |gaN.| components in any cell Cy, different from the ones
previously selected, and let each one to interact with another state, randomly chosen
in cell Cyyq without repetition, according to the migration rules defined in (5.2.2).

e Death. The remaining N, — [¢1 N.] — [g2N.] components in any cell Cy change ac-
cording to death rules defined in equation (5.2.3).

Hence, in any infinitesimal time interval [t, ¢ + d7y.], where dry, := dtN,, a transition can
occur from the state with x = (A, B , E) individuals to the states with x + kvy; individuals
for any k= 1,..., N¢, where vy, is the £;-th row of the stoichiometry matrix V defined in
(5.24) for any £ =1,..., M., j=0,...,M. For k = 1,... N, the transition rates write as
follows
k
m(x+ kve |x) = [[ 74, (x) (5.3.1)
i=1
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where

| Bi B . ii Bl
v ) Y Nt St 4 ¢ S YO At 4

Lo (x)=2b"q1 Nci N Ty, (x) = 2pq1 iR
: A} B . Ai
ks — 9 g L i _ Jr(1 _ _ ‘A

7Tvg2 (X) - 2p2Q1 Ng Nc'57 7TV53 (X) = dl(l q1 q2) ch’
’ By ] 4 Eéfl

7Ti124 (x) =dy(1 —q1 — qQ)ﬁé, Trf,25 (x) = miq Né N
: Al F ‘ Bi Ei
i I =1 =y i oo, 20 -1

Ve, (x) = miq Ni Ni T, (x) = mbqo NN (5.3.2)
’ By, Ej ’ A Eé+1

Ty (X) = mhge—— <=, L (x) =mig =t ==,
s Ni N t Ni N
i ( ) —m" A2+1 ﬂ i (X) r ﬂE}-‘rl
Veqg 192 NCZ N(y Ve 242 NCZ Ng )
, Bl . B
) o {+1 —y

7rvz12 (X) = Mmaq2 NCZ Né .

Here we define the operators Wf,ej (x) = m(x+ivy|x+(i—1)vy,) forany i = 1,..., N, we use

the following notation Y = Y —i+1 for any state Y in the set {Ay, By, Ey, Aps1, Box1, Eot1, No}

and since migration outside the boundaries is not allowed, we introduce Ag, Eo, Bo, Ar.+1, Enr.+1, Byma+1
to be equal to zero. The master equation associated to this process is derived in the fol-

lowing Proposition.

Proposition 5 (Consistency). The master equation can be written as

dP(x,s)

= D |mxlx = v, ) P(x = vy, 5) — m(x + v, [%)P(x, ) |, (5.3.3)

Led

where s = tN,, the set J is defined as in (5.2.7) and |J| = M.(M + 1) is the number of
events that can occur.

Proof. The probability to be in the state with x individuals at time ¢ + 7, is given by two
contributions:

e the probability of staying in the state x at time ¢ + 7, that is

Ne
1-— Z Z?T(X + kvy, |x)d7}f/c; (5.3.4)

L;ed k=1
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e the probability of moving from the state with x individuals to the state with x+ kvy,
individuals in the time interval [t,t 4+ 7n,], for any k =1,..., N, and {; € J that is

N
Z Z T(x|x — ngj)dT]]f,c. (5.3.5)

Ejej k=1

Indeed, recall that for any : = 1,..., N¢ a transition from the state with x+7vy, individuals
to the state with x+(i—1)vy; individuals in the infinitesimal time interval [t,t+7x,] occurs
with probability W@j (x)dty, and hence the probability of moving from the state with x to
the state with x + kv, individuals, for any k =1,..., N, is

k
H {Tri',zj (X)dTNC} = m(x+ kvy, ]x)dﬁffc7
i=1

that is exactly the expression that appears in equation (5.3.4). Similarly we can derive
equation (5.3.5). Hence,

Ne
P(x,t+drn,) = Z Z [P(x — kv, t)m(x|x — ngj)dT]%c}

(;eT k=1
. (5.3.6)
+ P(x,t) (1 — Z Z [ﬂ'(X + kvjx)dv'}ffc}> .
0;eT k=1

Rewrite explicitly the term for £ = 1 in equation (5.3.6) to have

P(x,t+drn,) — P(x,t) = drn, Z |:P(X — v, t)r(x|x — v;) — P(x,t)m(x + vj|x)]
Lieg

Ne
+ dT]lf,c Z Z [P(X — kv, t)m(x|x — kv;) — P(x,t)m(x + kvj[x)|.
ejEJ k=2
(5.3.7)
Dividing both sides of equation (5.3.7) by dry, and letting drn, — 0 we obtain the consis-

tency with the master equation (5.2.6), where the time variable is scaled by a factor N,
ie. s =tN,. ]

Remark 14. We observe that thanks to the consistency result of Proposition 5, the cor-
responding mean-field approximation is equivalent to (5.2.11). According to (5.2.11) the
time scale of the mean-field dynamics is such that

T =5/N.= Nct/N.=t,

then the time scales of the ensemble agent-based dynamics and of the mean-field dynamics
are equivalent.
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5.3.2 Efficient Monte-Carlo methods

The idea of the efficient Monte Carlo algorithm is to allow multiple events to occur at the
same time step that is supposed to be fixed and constant for any choice of N.. Therefore,
as we will see in the numerical experiments, its accuracy is comparable with the one of
classic approximated algorithms but its efficiency is improved. In the following we will
focus first on the spatial homogeneous case, where a single cell is accounted (M, = 1) and
N, = N, second we will consider the full dynamics with spatial interaction. We refer to
5.A for further details on the homogeneous case.

Spatially homogeneous case Divide a priori the time interval considering a constant
time step 7 that is independent of the sample size. Introduce a parameter p € [0, 1] and at
each time ¢t assume that simultaneously |u/N | individuals interact two by two. If the two
individuals are

e a prey and an empty space: with probability b"7 a new prey born and occupies the

empty space;

e a predator and a prey: with probability pj7 then a new predator born and with
probability p57 the prey dies and a new empty space is added to the system.

Assume that the remaining N — | 4V | individuals are subjected to death events that happen
with probability d7 in the predators population and with probability d57 in the preys one.
Algorithm 5.3.1 defines the details of the efficient Monte Carlo algorithm.

Algorithm 5.3.1 (Efficient ensemble stochastic algorithm - homogeneous).

1. Define the sample, the initial time ¢ = 0, the final time 7', the time step 7 and a
parameter p € [0,1] .
2. whilet < T

(a) Birth and competition events happen between | N | individuals selected two by
two
b p1 P2
SBSE —> SBSB, SASB — SASA; SASB —7 SASE,

according to probability b = b"1, piT and psT, respectively.
(b) The remaining N — [N | individuals are subjected to death events
d1 d2
SA —> SE, SB — SE,

according to probability di = d|7 and dy = d57, respectively.
(c) Update the sample.
(d) Set t «+t+T.

repeat



124CHAPTER 5. EFFICIENT STOCHASTIC ALGORITHM FOR PREDATOR-PREY DYNAMICS

Spatially heterogeneous case We extend Algorithm 5.3.1 to the spatially heteroge-
neous case. Hence, the sample is divided in cells and populations are subjected also to
migration events. Migrations can occur either between cell Cy and cell Cyy 1 or between cell
Cyp and cell Cy_q for any £ = 1,..., M,. The spatially heterogeneous Algorithm 5.3.1 reads
as follows

Algorithm 5.3.2 (Efficient ensemble stochastic algorithm).

1. Define the sample, the initial time ¢ = 0, the final time 7T, the time step 7 and two
parameters ¢i, g2 € [0,1] such that ¢ + g2 < 1.

2. whilet < T

(a) In each cell Cy, |q1 N individuals interact two by two and are subjected to birth
and competition events (5.2.1) that occur with probabilities b = 0", p1 = pi7
and p2 = p5T;

(b) In each cell Cy, |g2N./2| individuals interact with |g2N./2| individuals sampled
in cell Cpq; and other |gaN./2] interact with [g2/N./2]| individuals sampled in
cell Cy_; according to (5.2.2), and migrate with probability m; = mi7 for
predators and mo = m47 for preys;

(c) In each cell Cy, the remaining N. — |q1N.| — |g2N.] individuals are subjected
to death events (5.2.3) according to probabilities d; = dj7 and dy = djT;

(d) Update the sample;
(e) Set t «+t+T.

5.4 Numerical experiments

5.4.1 Test 1: Validation

In this section we present a comparison between the numerical solutions of the mean-field
equations and the stochastic simulations. In both the homogeneous and heterogeneous case,
stochastic simulations have been performed with the efficient version of the Monte Carlo
algorithm presented in Section 5.3. In the homogeneous case, the numerical solutions of the
mean-field equations are computed using the Matlab function ode45, [147], while in the
heterogeneous case with a combination of finite difference methods and numerical methods
for ODEs assuming periodic boundary conditions, [128]. The parameters choice for all the
tests in Section 5.4.1 is specified in Table 5.1. The sample size N and the total number of
individuals N, in any cell change in any test and will be defined later.

Figure 5.1 shows a comparison between stochastic and mean-field solutions in the homo-
geneous case assuming the sample size to be N = 1000 and the initial predators and preys
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Table 5.1: Model parameters for the different scenarios.

b dy dy pT py myp my i g2
Homogeneous | 0.1 0.1 0 0.25 0.05 - - 05 - -

Heterogeneous | 0.1 0.1 0 025 005 05 05 - 03 0.3

density to be Ay = N/4 and By = N/2 respectively. Note that the solution of the mean-
field equations (5.2.11), without spatial dependence, converges to the stable equilibrium

. 2bTB - bdy - pidy

Jr
= ) g = ~1 s
291 (P} + P +07) 291
that for the parameters choice of Table 5.1 takes the values f* = g* = 0.2.
Figure 5.2 shows that the error of the efficient Monte Carlo algorithm is proportional
to 1/v/N, as the one of classic algorithms in both the predators (left) and preys (right)
cases. The errors e}v and eév are defined as

e =F®) = N Olloer € = llg®) = gV (B oo, (5.4.2)

where f(t), g(t) denote the mean-field solutions and fN(t), g™ (¢) denote the stochastic
solutions obtained with the efficient Monte Carlo algorithm at time t for a certain value of
N. Recall that f(t), fV(t) refer to the predators population while g(t), g™ (¢) to the preys
one.

*

(5.4.1)

Predators density

Preys density

0.5 0.5 ‘
—©—Stochastic (predators) —&Stochastic (preys)
0.4 —A—Mean field (predators)| | 0.4 —¥—Mean field (preys)| |
0.3
~
0.2
0.1
0 : : : 0 : : :
0 500 1000 1500 2000 0 500 1000 1500 2000
4 t

Figure 5.1: Homogeneous predator-prey model: simulation of the processes described in
(5.A.1)-(5.A.2) with the efficient Monte Carlo algorithm and solutions of the spatial ho-
mogeneous mean-field equations (5.2.11) for N = 1000. Markers have been added just to
indicate different lines.
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Error as a function of N (predators) Error as a function of N (preys)

: 10°
—k—Real error —&—Real error
1071+ —Predicted error: % 1 d — Predicted error: ﬁ
1071
S =
N O
1072}
1072
10! 102 10° 10 10! 102 10? 10
N N

Figure 5.2: Homogeneous predator-prey model: efficient Monte Carlo algorithm’s error
computed as in equations (5.4.2) for N = [10,...,10%. The error is proportional to 1/v N
as the one of the classic Monte Carlo algorithm. Markers correspond to the values e}v , ef]V
for a fixed N.

Let us now focus on the heterogeneous model and consider first the one dimensional
case. Assume that the dynamics evolves in an interval area of land [0, L], L, > 0, divided
in M, cells. Figure 5.3 shows three snapshots taken at time ¢ = 5, ¢ = 50 and ¢ = 100 in
which the stochastic and mean-field solutions are compared. At time ¢t = 5, Ag = N./4
predators and By = N./2 preys are concentrated in the same central cells. At time ¢ = 50,
preys migrate in regions where the predators concentration is lower and predators decrease
their size and start to migrate to reach the regions occupied by preys. At time ¢t = 100,
preys continue their migration increasing their size in the regions where the predators
concentration is lower. Figure 5.4 shows the asymptotic behavior of the two populations

L Populations densities at time ¢t = 5 L Populations densities at time ¢ = 50 L Populations densities at time ¢t = 100
—©—Stochastic (predators) —©—Stochastic (predators) —-©- Stochastic (predators)
0.8 —A—Mean field (predators) 0.8 —A—Mean field (predators) 0.8 —A—Mean field (predators)
: —H&-Stochastic (preys) ’ —B-Stochastic (preys) ’ —B-Stochastic (preys)

—¥—Mean field (preys) —¥—Mean field (preys) —¥—Mean field (preys)

A e —AD
80 100

Figure 5.3: Heterogeneous one dimensional predator-prey model: simulation of the processes
described in (5.2.1)-(5.2.2)-(5.2.3) with the efficient Monte Carlo algorithm and solutions of
the mean-field equations (5.2.11) for N, = 1000. This figure shows three snapshots taken
at time ¢t = 5 (left), ¢ = 50 (centre), t = 100 (right). Markers have been added just to
indicate different lines.
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at the mean-field and stochastic level. Predators and preys migrate in the whole available
space reaching in each cell the value given by the equilibrium (5.4.1). Figure 5.5 shows

Asymptotic behaviour (predators) Asymptotic behaviour (preys)

1
—©—Stochastic solution ——Stochastic solution
08 —A—Mean field solution| | 08! —¥—Mean field solution | |
0.6} g 0.6
— SN
0.4+ 1 0.4+
0 0
0 20 40 60 80 100 0 20 40 60 80 100
X X

Figure 5.4: Heterogeneous one dimensional predator-prey model: asymptotic behavior (at
time t = 500) of predators (on the left) and preys (on the right) populations at the mean-
field and stochastic level for N, = 1000. Markers have been added just to indicate different
lines.

that the error of the efficient Monte Carlo algorithm as a function of N, is proportional to
1/+/N¢, as the one of classic algorithms. The errors are computed as

eifvc = <m§1x|f(x,t) — fNC(w,t)]> , ef]VC = <mtax\g(x,t) — gNC(x,t)|> , (5.4.3)

T x

where (-) denotes the expected value with respect to .
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1OlError as a function of N, (predators)
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Figure 5.5: Heterogeneous one dimensional predator-prey model: efficient Monte Carlo
algorithm’s error computed as in equations (5.4.3) for N, = [10,...,10. The error is
proportional to 1/1/N,, as the one of the classic Monte Carlo algorithm. Markers correspond
to the values e}v‘f, eéVC for a fixed N,.

Let us now focus on the two dimensional case. Assume that the dynamics evolves in a
square area of land [0, L;] x [0, L], Ly, L, > 0 divided in Cy,y, cells, for £, = 1,..., M7 and
l, =1,..., M. Populations can born, compete, die and migrate in one of the four nearest
cells. The error computed as in equation (5.4.3) assuming x = (x,y) is still proportional to
1/v/N., as shown in Figure 5.6.

101Error as a function of N, (predators)

—¥—Real error
Predicted error:

1

102

103
N,

10%

10!
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Error as a function of N, (preys)
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VNe

10!

10% 103
N,

10*

Figure 5.6: Heterogeneous two dimensional predator-prey model: efficient Monte Carlo
algorithm’s error computed as in equations (5.4.3) for N, = [10,...,10%. The error is
proportional to 1/4/N, as the one of the classic Monte Carlo algorithm. Markers correspond

to the values ejcVC, e

Ne
g

for a fixed N..
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Figure 5.7 and Figure 5.8 show three snapshots describing the time evolution of preys
and predators densities at the mean-field and stochastic level in the heterogeneous two
dimensional case for N, = 1000. At time ¢t = 5, By = N./2 preys are concentrated in the
central cells and surrounded by Ag = N./4 predators. At time ¢t = 100 predators migrate in
the central cells while preys reduce their size and start to migrate in the regions where the
predators concentration is lower. At time ¢t = 150 preys are still migrating and increasing
their size. Predators on the contrary are reducing their size and migrating to reach the
regions in which preys are mainly concentrated.
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Figure 5.7: Heterogeneous two dimensional predator-prey model (preys population): sim-
ulation of the processes described in (5.2.1)-(5.2.2)-(5.2.3) with the efficient Monte Carlo
algorithm and solutions of the mean-field equations (5.2.11) in the two dimensional case for
N, = 1000. This figure shows three snapshots taken at time ¢t = 5 (top), t = 100 (middle),
t = 150 (bottom). On the left, mean-field solutions and on the right, stochastic simulations.



5.4. NUMERICAL EXPERIMENTS 131

Mean field (predators) at time t = 5 5{}()(11&%1’1( ‘predators) at time t = 5 -
0.5 i
0.4 80 0.4
0.3 60 10.3
0.2 40 10.2
0.1 20 0.1
0 U 0
100
T i
M%an field (predators) at time t = 100 05 Stochastlc (predators) at time t = 100 05
80 0.4 0.4
60 0.3 0.3
>
40 0.2 0.2
20 0.1 0.1
0 0 0
T _ T
Mean field (predators) at time t = 150 Stochastic (predators) at time t = 150
100 0.5 100 0.5
80 0.4 80 0.4
60 0.3 60 0.3
> >
40 0.2 40 0.2
20 0.1 20 0.1
0 0 0 0
0 50 100
T T

Figure 5.8: Heterogeneous two dimensional predator-prey model (predators population):
simulation of the processes described in (5.2.1)-(5.2.2)-(5.2.3) with the efficient Monte
Carlo algorithm and solutions of the mean-field equations (5.2.11) in the two dimensional
case for N, = 1000. This figure shows three snapshots taken at time t = 5 (top), ¢t = 100
(middle), t = 150 (bottom). On the left, mean-field solutions and on the right, stochastic
simulations.
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In Figure 5.9 we see for simplicity just the asymptotic behavior of the predators pop-
ulation. One can show that both populations in long time migrate in the whole available
space reaching in each cell the value given by the equilibrium (5.4.1).
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Figure 5.9: Heterogeneous two dimensional predator-prey model: asymptotic behaviour (at
time ¢ = 500) of predators population at the mean-field (on the right) and stochastic (on
the left) level for N, = 1000.

Remark 15. Note that the mean-field solutions of equations (5.2.11) present a damped
behavior in time while the stochastic solutions obtained with the efficient Monte Carlo
algorithm have a persistent behavior in time. One can prove that the stochastic persistency
is due to a resonant effect, [150]. We refer to section 5.4.4 for a dedicated test to analyzed
this behavior.

5.4.2 Test 2: Computational cost

Let us consider the homogeneous case and assume to fix the parameters p = 0.5, b" =1,
di = dy = 0.3, and to let the competition parameters p7, p; to vary between 0.1 and 0.9.
Figure 5.10 shows that the computational cost of the efficient Monte Carlo algorithm is
lower than the one of the other algorithms. Figure 5.11 shows that the efficient Monte Carlo
algorithm, the direct method and the 7-leaping algorithm have a computational complexity
of order N in time while the one of the classic Monte Carlo algorithm is of order N2. Figure
5.12 shows the comparison between the computational costs of the stochastic algorithms in
the one dimensional heterogeneous case. The dynamics in (5.2.1)-(5.2.2)-(5.2.3) is simulated
for N, =100, ¢1 = 0.3, g2 = 0.3 and 0" = 0.1, d] = 0.1, d} = 0, p| = 0.25, p5, = 0.05, letting
the migration parameters mj, ms to vary between 0.1 and 0.9. The computational cost of
the efficient Monte Carlo algorithm is lower than the one of classic algorithms. Figure
5.13 shows the computational cost of the stochastic algorithms for different values of the
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Figure 5.10: Homogeneous predator-prey model: computational cost of efficient and classic
Monte Carlo algorithms, direct method and 7-leaping method as the competition param-

eters vary for N fixed. The dynamics in (5.A.1)-(5.A.2) is simulated for N = 500, p = 0.5,
b" =1,d] =d5 = 0.3, p] =py =0.1,...,0.9. Markers represent the computational costs

relative to the parameters choice indicated.
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Figure 5.11: Homogeneous predator-prey model: computational complexity of efficient
Monte Carlo algorithm, direct method and 7-leaping method (on the left), and classic
Monte Carlo algorithms (on the right) as N varies.The dynamics in (5.A.1)-(5.A.2) is sim-
ulated for N = 500,...,4000, p = 0.5, b" =1, d] = d; = 0.3, p] = p5 = 0.5. Markers
represent the computational costs relative to the parameters choice indicated.

migration rates as N, varies. On the left the computational costs for fixed migration rates
m} = mj5 = 0.1 and on the right for m7 = mj = 0.9. Note that the computational cost of

the efficient Monte Carlo algorithm is always lower than the one of the classic algorithms.
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Figure 5.12: Heterogeneous one dimensional predator-prey model: computational cost of
efficient and classic Monte Carlo algorithms, direct method and 7-leaping method as the
migration parameters vary, for N, fixed. The dynamics in (5.2.1)-(5.2.2)-(5.2.3) is simulated
for N. = 100, ¢1 = 0.3, g2 = 0.3, b" = 0.1, d] = 0.1, d5 = 0, p] = 0.25, p5 = 0.05, m| =
m4y = 0.1,...,0.9. Markers represent the computational costs relative to the parameters

choice indicated.

In Figure 5.14 a comparison between the computational costs of the stochastic algorithms
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Figure 5.13: Heterogeneous one dimensional predator-prey model: computational cost of
efficient and classic Monte Carlo algorithms, direct method and 7-leaping method as N,
varies. The dynamics in (5.2.1)-(5.2.2)-(5.2.3) is simulated for N, = 100, ...,1000, ¢; = 0.3,
g2 =03,b" =0.1,d] =0.1, dy =0, p{ = 0.25, p§f = 0.05, m] = m} = 0.1(on the left),
m] = my = 0.9 (on the right). Markers represent the computational costs relative to the

parameters choice indicated.
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in the two dimensional heterogeneous case. The dynamics is simulated for N, = 50 fixed,
g1 =03, ¢ =030 =0.1,d] =0.1d; =0, p] =0.25, pj = 0.05, letting the migration
parameters to vary between 0.1 and 0.9. Also in this case the efficient Monte Carlo algorithm
has a computational cost lower than the one of classic algorithms.
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Figure 5.14: Heterogeneous two dimensional predator-prey model: computational cost of
efficient and classic Monte Carlo algorithms, direct method and 7-leaping method as the
migration parameters vary, for N, fixed. The dynamics in (5.2.1)-(5.2.2)-(5.2.3) is simulated
for N. =50, ¢1 = 0.3, g2 = 0.3, 6" = 0.1, df = 0.1, d5 = 0, p] = 0.25, p5 = 0.05, m| =
m5y = 0.1,...,0.9. Markers represent the computational costs relative to the parameters
choice indicated.

5.4.3 Test 3: Accuracy & performances

In the following we will compare the accuracy of the direct method with the one of the
efficient Monte Carlo algorithm and of the 7-leaping method. We first focus on the homo-
geneous case and we define the errors as

EY = 1fppm®) = Nl By = llgpu(®) — 9" llocs (5.4.4)

where f5,,(t), g5,,(t) denote the simulations obtained with the direct method and f¥(t),
g™ (t) denote the simulations obtained either with the efficient Monte Carlo or with the 7-
leaping algorithms for the predators and preys populations, respectively. Figure 5.15 shows
the errors E}V , Eév as N varies and for fixed birth, competition and death parameters
(see Table 5.1). Note that the error related to the simulations obtained with the efficient
Monte Carlo algorithm is lower than the one related to the simulated 7-leaping solutions for
almost every N. Note also that both errors decrease as the sample size increases reaching
a constant value when N is large enough.
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Figure 5.15: Homogeneous predator-prey model: accuracy of the efficient Monte Carlo and
of the 7-leaping algorithms with respect to the direct method as N varies. The dynamics
in (5.A.1)-(5.A.2) is simulated for N = 10%,...,5x 10 ;= 0.5, 8" = 0.1, d} = 0.1, d5 = 0,
p; = 0.25, p5 = 0.05. Markers correspond to the values E}V , Eév computed as in equations
(5.4.4) for a fixed N.

The same results can be obtained in the heterogeneous case with the parameters choice
reported in Table 5.1, as show in Figure 5.16. Here, for simplicity we focus on the one
dimensional case and we define the errors as

ENe = <mta,x Ve (2, 8) — ch(g;,t)|> . ENe— <mtax Ve (2, t) — ch(x,t)\> . (5.4.5)

x T

where (-) denotes the expected value with respect to .
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Figure 5.16: Heterogeneous predator-prey model: accuracy of the efficient Monte Carlo and
of the 7-leaping algorithms with respect to the direct method as N, varies. The dynamics in
(5.2.1)-(5.2.2)-(5.2.3) is simulated for N, = 10%,...,10%, ¢; = g = 0.3, b" = 0.1, d} = 0.1,
dy = 0, pf = 0.25, p5 = 0.05, m; = 0.5, ma = 0.5. Markers correspond to the values
E¢(N.), E4(N.) computed as in equations (5.4.5) for a fixed N..

Figure 5.17 shows the trade off between the error E; and the computational costs of
the efficient Monte Carlo algorithm and of the 7-leaping method in both the homogeneous
and heterogeneous case for the predators dynamics. Note that both errors decrease as
the computational time increases, that is as the sample size increases. Note also that in
the homogeneous case the computational cost is lower but the error is higher than in the
heterogeneous case. Here, for simplicity we focus on the predators dynamics but the same
results can be obtained if we focus on the preys dynamics.
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Figure 5.17: Homogeneous and heterogeneous one dimensional predator-prey model: trade-
off of error E}V ¢ computed as in equation (5.4.4)-(5.4.5) vs computational cost of the efficient
Monte Carlo and of the 7-leaping algorithms as the computational cost varies. On the left
the trade-off in the homogeneous case, on the right in the heterogeneous case. Markers
correspond to the values E}V ¢ in relation to the computational costs.

5.4.4 Test 4: Stochastic persistency

We have observed in Figure 5.1 that both mean-field solutions and stochastic simulations
present an oscillatory behavior. However, the nature of the oscillations seems to be different.
Following the idea in [150], we can prove that oscillations in predators and preys stochastic
simulations should be of order 1/v/N, as the error of the Monte Carlo method, but indeed
are amplified by a large factor due to noise resonant effect.

In order to analyze the nature of oscillations we introduce the following linearized model
corresponding to a perturbation of the mean-field dynamics (5.2.9) in absence of spatial
diffusion, see also Appendix 5.A,

£ {f N] _ [f N] + B, (5.4.6)

where V is the Jacobian matrix of the mean-field equations evaluated at the equilibrium
(f*,9), defined in (5.4.1), ® corresponds to the following matrix

0 V2P —\dif
VA (L= —g*) T 2% +dg O

associated to the white noise vector & = [£1, s, €3,&4]7, with & i.i.d distributed random
numbers with zero mean and variance 1/v/N, [113],[184]. We focus on the predator density,
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we compute the Fourier transform of the mean-field density f(t), i.e. f(w), and we derive
the power spectrum

O + Aw?
(w? — Q3)2 + I'2w?’

Pw) = (|f@)?) = (5.4.7)

where (-) is the expected value w.r.t. £&. The parameters O, A, Qo, " are defined as follows

O = ([T12(P21&1 + Poaa + Pa3és) — Ua (P12 + @1454)]2>
A = ([(®12& + ‘191454]2> . QR =Upo|Uy|, T =Ty

Note that P(w) resembles the one of a damped harmonic oscillator, [124]. As shown in
Figure 5.18 on the left, the solution f(t) of the system of equations (5.4.6) without the
influence of noise behaves as an under-damped harmonic oscillator. The damped term is
I' < 1 and oscillations decrease exponentially as A exp (—gt) where A is the maximum
oscillations amplitude. This behavior recalls the one of the mean-field solutions. If we
introduce the noise term, we see in Figure 5.18 on the right that the oscillations amplitude
is influenced both by damped and resonant effects and the oscillations become sustained
as the one of the stochastic simulations shown in Section 5.4. Hence the resonant effect
is a consequence of the white noise that is not an external factor but it is due to the
stochasticity of birth, death and competitions events.
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Figure 5.18: Predators density without noise (on the left) and with noise (on the right) as
solution of equations (5.4.6).

In Figure 5.19 the power spectrum computed as in equation (5.4.7) and the one ob-
tained averaging the results of 500 simulations of the processes described in (5.A.1)-(5.A.2)
computed with the efficient Monte Carlo algorithm and with the direct method for differ-
ent values of N and for the parameters choice reported in the first line of Table 5.1. Note
that the two simulated power spectra agree with the one computed as in equation (5.4.7),
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especially when N is large. Note also that the amplitude of the oscillations decreases as N
increases.
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Figure 5.19: Homogeneous case: power spectrum computed as in equation (5.4.7) in red,
averaging 500 simulations of the processes described in (5.A.1)-(5.A.2) computed with the
efficient Monte Carlo algorithm in blue and with the direct method in black. On the left
N = 103 and on the right N = 10°. Markers have been added just to indicate different
lines.

The same results can be obtained in the heterogeneous case in each cell Cp, £ =
1,..., M., as the time t varies. In Figure 5.20, we see an example of persistent oscilla-
tory behavior in stochastic simulations compared with the damped one of the mean-field
solutions in cell Cy, £ = 25,50 for N. = 100, M. = 100.
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Figure 5.20: Heterogeneous case: time evolution of the predators density in cell Cp, £ =
25,50. Parameters: N, = 100, b" = 0.1, d] = 0.1, d5 = 0, p] = 0.25, p5 = 0.05, m] = m), =
0.5, cell Cy, £ = 25,50. Markers have been added just to indicate different lines.

In Figure 5.21 on the left the power spectrum computed averaging the results of 500
simulations of the processes described in (5.2.1)-(5.2.2)-(5.2.3) in cell Cy, £ = 25,50 with
the efficient Monte Carlo algorithm for the parameters choice reported in the second line of
Table 5.1 for N, = 100 and T" = 2000. On the right, the average between the power spectra
computed in cell Cy, £ =1,..., M. obtained with the efficient Monte Carlo algorithm and
with the direct method. Note that also in the heterogeneous case the power spectrum recalls
the one of a damped harmonic oscillator. Note also that the two average power spectra
agree and so that the oscillations that characterize the simulations obtained with the two
algorithms are of the same nature.
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Figure 5.21: Heterogeneous case: power spectrum. On the left, power spectrum computed
averaging 500 simulations of the processes described in (5.2.1)-(5.2.2)-(5.2.3) in cell Cy,
¢ = 25,50 obtained with the efficient Monte Carlo algorithm. On the right the average
between the power spectra computed in cell Cp, £ = 1,..., M. obtained with the efficient
Monte Carlo algorithm (in blue) and with the direct method (in magenta). Markers have
been added just to indicate different lines.

5.5 Conclusion

Starting from the microscopic level it is possible to derive the master equation that describes
the time evolution of the probability of being in a certain state and the mean-field equations
that provide an average description of the behavior of the system which is valid only when
the sample size N is arbitrary large. Stochastic models instead describe the individuals
behavior of interacting species in a more realistic context. However, classic stochastic al-
gorithms have high computational costs, especially when the sample size increases. In this
chapter, we have presented a valid efficient stochastic algorithm that, compared to other
algorithms, has lower computational costs, and equivalent, or even better performances.
First we have proved its consistency providing a reformulation of the model and showing
that the mean-field equations are still valid. Then with different numerical experiments
we have proved that the efficient Monte Carlo algorithm produces solutions that oscillate
around the mean-field ones and that the error between stochastic simulations and mean-
field solutions as a function of N is still proportional to 1/ Vv/N. We have also shown which
is the main advantage of this new method proving that its computational cost is lower than
the one of classical algorithms for a huge set of parameters but its accuracy is preserved. In
the end, we have compared the oscillatory behavior of the stochastic and mean-field solu-
tions underling the differences in their oscillatory behavior. Due to the flexible formulation
of the ensemble stochastic algorithm it can be used not only to simulate the microscopic
dynamics of interacting biological entities, but further generalized to other agent-based
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models, with different interaction dynamics and different macroscopic limiting models.

Appendix 5.A Spatial homogeneous predator-prey model

We report here the agent-based model associated to spatial homogeneous dynamics.

Agent-based dynamics At each instant of time we select one individual and with prob-
ability p € [0,1] we assume that an interaction occurs with another individual, randomly
chosen among the remaining N — 1, according to the following rules

b i Dh
SBSE — SBSB, SASB —> SASA, SASB —> SASE, (5.A.1)

where b", p7, p5 are birth, and competition rates, and when interaction occurs among two
empty components no change is accounted. Otherwise, with probability 1 — u, we assume
that the sampled individual changes according to death events with rates df, dj, as follows

dy dy
SA — SEp, 8B — SE- (5.A.2)

We suppose that if the selected component is empty then no changes in the populations
sizes happen. We assume that at most one birth/competition and one death event can
occur at each time step.

We focus on the evolution of the total number of predators and preys considering the
transition rates from state x = (A, B, E) to the states x 4+ v;, where v; denotes the j-th
row of the stoichiometry matrix

0 1 -1
1 -1 0
v=|0 -1 1], (5.A.3)
-1 0 1
0 -1 1

whose columns represent predators, preys and empty components respectively and whose
rows represent the changes in the populations sizes due to the birth, competition and death
events described in (5.A.1)-(5.A.2). For such predator-prey dynamics the transition rates
write as follows

B F A B A B
Ty, (X) = 2ub" — Ty, (X) = ZHpQNm, Tvs (X) = 2uph———

NN -1’
LA B
max) = (L= pdi s, (%) = (1 - s

where we define the operators my;(x) = m(x + v;|x) for any j = 1,..., M. Here, M =5
denotes the total number of events described in (5.A.1)-(5.A.2). In Figure 5.22 we depicted
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Figure 5.22: Neighbor states are connected to state (A, B, E) either with outgoing arrows
(red) for loss events, or with incoming arrows (blue) for gain events.

for A predators, B preys and E empty states all possible states x + v; after one step
of process (5.A.1)-(5.A.2). Neighbor states x + v; are connected to state x either with
outgoing arrows (red) for loss events, or with incoming arrows (blue) for gain events. Given
the probability P(x,t) to be in the state x with A predators, B preys and E empty spaces
at time ¢, its time evolution is governed by the associated master equation as follows

dP(x,t) x| oy,
— =) | =D (P t)m(x+ V%)) | (5.A.5)

J=1

where the step operator £V acts on an arbitrary function f according to
Y1 (f(x)) = f(x —v;). (5.A.6)

Mean-field type approximations In analogy to Section 5.2, the spatial homogeneous
mean-field approximation (5.2.11) can be derived from the master equation (5.A.5) intro-
ducing the empirical densities fV,¢" as in (5.2.8).

A different approximation is obtained considering a Taylor expansion of (5.A.6) up
to second order. In this framework, the master equation (5.A.5) is approximated by the
following Fokker-Planck equation

dP(x,1) > i

= won ) s (3 o)
. ! (5.A.7)
>3 (z Cux o))

ki
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where

Ajj(x) = V;Hv]. (x), Dij(x)= (vj-)zl_[vj (x), Cij(x) = V;'V?ij (x). (5.A.8)

Here V;» denotes the (i, j) component of the stoichiometry matrix V' and Iy, (x) = 7y, (x)
for [ € {1,2,4} and Ily,(x) = 7y, (X) + 7v; (x). As stated in [113], [184], [112], equation
(5.A.7) is the Fokker-Planck equation associated to the Langevin equations

M-1

T = 2 (400 /Pt ). (A9

fori=1,...,3, where §;, j = 1,..., M — 1 are normally distributed random numbers with
zero mean and variance equal to 1/v/N . Hence, multiplying both sides of equation (5.A.9)
by P(x,t)/N and summing over all the values of z;, i = 1,...,3 we can write

di N N ~r ¢N N N

= (BgT =0T+ 201NN 6 — A1 [N,

dg™ N g~ N N i N N _ N 5.A.10

205V 9N + dies — \ 25 VgV e,

where we have substituted the value A;; and D;; defined in (5.A.8). Time is scaled according
to T = t/N, and parameters are defined as = 2up}, § = (1—p)dy, o = 2u(p] +p5+b"),r =
2ub" —(1—p)ds, and K = 1— (IQ_M’”Z)T% . Note that in the limit N — oo the Langevin equations
in (5.A.10) collapse to the spatial homogeneous mean-field equations (5.2.11).

Appendix 5.B Monte Carlo algorithms for agent-based dy-
namics

We report some of the classic stochastic algorithms for agent-based models with predator-
prey interaction without spatial interaction. We refer to [111, 114, 56] for classical ap-
proaches, and to [146] for a comprehensive collection on stochastic algorithms for agent-
based dynamics.

Direct method The main idea of the direct method is to estimate which is the next
firing event j and at which time 7 it will occur from the probability density function

P, 1%, £) = a;(x)e 007, (5B.1)

Here a;(x) = Nm(x+vV;|x) represents the propensity of the event j and a is the sum of all
the propensities. At each time ¢ suppose to split the probability density function defined
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in equation (5.B.1) into the product of two probability functions, one for the firing time 7
and the other for the event j that occurs at time ¢ + 7, as follows

p(T7j|X7t) :pl(T‘th)pQ(j‘Tvxat)7 (5B2)

where

T py(ilrx, ) = 4(x) (5.B.3)

p1(7|x,t) = ap(x)e

Consider two uniformly distributed random numbers 71,73 ~ U(0, 1), the index of the next
firing event j can be computed as the smallest index such that

> an(x) > riag(x). (5.B.4)

k=1

The time in which the next event happens can be computed from the first equation in
(5.B.3) as

—1
e In(ry ). (5.B.5)

Algorithm 5.B.1 outlines the details of the direct method.
Algorithm 5.B.1 (Direct method).

1. Define the stoichiometry matrix V, the initial state x, the initial time ¢ = 0 and the
final time T'.

2. whilet < T

(a) Compute the propensities a;, j =1,..., M.
(b) Consider two uniformly distributed random numbers 71,72 ~ U(0, 1).
(

(c
d

(e

)

)

) Select the index of the next firing event as in equation 5.B.4.

) Compute the time in which the next event fires as in equation 5.B.5.
)

Set x = x + v; where v; is the j-th row of the stoichiometry matrix V' defined
as in equation 5.A.3.

(f) Set t < t+7.

repeat



5.B. MONTE CARLO ALGORITHMS FOR AGENT-BASED DYNAMICS 147

Classic Monte Carlo algorithm The classic Monte Carlo method is an approximated
stochastic algorithm. It allows multiple events to occur at the same time step that is
supposed to be inversely proportional to the sample size N. Its computational costs increase
as the sample size increases and can be comparable with the ones of exact algorithms.
The main idea of the classic Monte Carlo algorithm is the following. Suppose to divide a
priori the time interval considering a constant time step 7/N. At each time ¢ select two
components and assume that with probability p € [0, 1] a birth or a competition event can
occur. If the two selected components are

e a prey and an empty space: with probability b.7 a new prey born and occupies the
empty space;

e a predator and a prey: with probability p|7T a new predator born and with probability
p5h7 the prey dies and a new empty space is added to the system.

Extract another component and assume that with probability 1—pu a death event can occur.
If the selected component is occupied by a predator then with probability d}7 the predator
dies and if it is occupied by a prey then with probability d57 the prey dies. Algorithm 5.B.2
defines the details of the classic Monte Carlo algorithm.

Algorithm 5.B.2 (Classic Monte Carlo algorithm).

1. Define the sample, the initial time ¢ = 0, the final time 7', the time step as 7/N and
a parameter p € [0, 1].

2. whilet < T

(a) Select two components inside the sample.

(b) Assume that with probability p birth and competition events happen

BE Y% BB, AB S AA, AB 2 AR,

where b = b"71, pi7 and phT.
(c) Select another component in the sample.

(d) Assume that with probability 1 — u death events happen

AYE B2 E

with di = di7 and dy = dj)7.
(e) Update the sample.
(f) Set t «t+7/N.

repeat
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T-leaping method The 7-leaping method is another approximated stochastic algorithm.
Its main idea is to assume that multiple events can happen in the same time interval that
is suppose to vary in time. Therefore this algorithm, as the Monte Carlo and the direct
method, has to cope with high computational costs. In the following we will describe more
in details how the 7-leaping algorithm works. Assume that more than one event can fire
simultaneously at any time step. The probability that k; events fires in the time interval
(t,t + 7) follows a Poisson distribution of parameter a;(x)r where a;(x) is the propensity
of event j and 7 the time step. The number of firing events k; is generated by sampling
its corresponding Poisson distribution, Poi(a;(x)7). The state can be updated according
to the following rule

M M
x(t+7)=x(t)+ Z kivi =x+ Z Poi(a;(x)T)v;. (5.B.6)
o =1

The time step 7 is updated according to a leap selection:

e choose an initial time step 7;

o let 0 < e <1 and until Aa;j(x) := |aj(x(t+ 7)) — a;(x(7))| > € set 7 =7/2.
Algorithm 5.B.3 outlines the details of the T-leaping method.
Algorithm 5.B.3 (7 - leaping method).

1. Define the stoichiometry matrix V/, the initial state x, the initial time ¢ = 0 and the
final time 7', the time step 7.

2. whilet < T

(a) Compute the propensities a;, j =1,..., M.
(b) Consider M uniformly distributed random numbers ki, ..., ky ~ Poi(a;(x)7).
(c) Update the state as in equation (5.B.6).
(d)
)

(e) Set t «+—t+ .

Choose 7 with leap selection.

repeat



Chapter 6

Conclusion and perspectives

In this thesis we have exploited different particles schemes to simulate the dynamics of
huge groups of agents through the derivation of kinetic equations and through stochastic
description. As we have seen, the numerical methods introduced in Chapter 1 can be used
to simulate the dynamics in different contexts. These methods present different advantages,
as for instance they can handle the problem of dimensionality in computing the interaction
term, or, thanks to their stochastic nature, they can be useful to preserve the natural as-
pects which characterize the dynamics, such as randomness and uncertainty. However, their
accuracy depends on the total number of particles used for simulations and in low popu-
lated regions they can produce distorted results. For what concern the control of plasma
instability exploited in Chapter 2 we might be interested in providing a theoretical study
of the controllability of the system, and in testing the results with high order schemes. We
might be also interested in deriving a finite horizon control of the system, and in study-
ing the Vlasov-Poisson equation with uncertainties via machine learning methods. Then,
several questions arise concerning the study of non-local interactions. As we have seen in
Chapter 3, topological interactions which induce non-locality can be efficiently simulated
by a k-nn search algorithm. However, the proposed numerical scheme can be further im-
proved by studying different ways to approximate this kind of interactions. Furthermore,
the numerical scheme proposed for global optimization in Chapter 4 can be also studied in
different contexts such as for instance in constrained optimization [37] or in models involv-
ing fractional diffusion [133]. Finally, the approximated stochastic algorithms introduced
in Chapter 5 might be further improved and generalized to other agent-based models.
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