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Abstract
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Global Optimisation Using Back-Tracking and Stochastic Methods

by Karol PYSNIAK

In this thesis we propose and analyse new back-tracking and stochastic methods applied to
global optimization algorithms. The back-tracking methods in global optimization involve using
the information gathered by the points that have already been visited in the domain. In this
work we introduce an information model based on Gaussian Processes to Multiple Start Search
algorithm and add the integral term to Stochastic Gradient Descent algorithm to steer its
trajectory away from the explored regions. Stochastic methods in global optimization involve
introducing random processes that maintain converging property of algorithms and in this thesis
we propose adding Stochastic Term to the candidate point ranking in Hyperbolic Cross Points
and introduce new cooling functions for Stochastic Gradient Descent algorithm and prove that

those functions do not alter the mathematical properties of the original algorithm.

The performance of the proposed methods is evaluated on three test functions: Pinter function,
Michalewicz function and Restrigin function. Those functions are chosen, because they are
extremely challenging for global optimization algorithms to find a solution, but can be easily
solved by a human. All of the methods are also compared against each other by tracking their

performance when applied to Protein Folding Problem based on AB off-lattice model.
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Chapter 1

Introduction

1.1 Project Explanation

The goal of the project is proposing and adding back-tracking and stochastic methods to global
optimization algorithms in order to improve the performance of those algorithms by decreasing
the number of function evaluations and improving error accuracy, that is finding a solution that

is closer to true, global minimum.

Back-tracking in global optimization uses information gathered by points in the domain that
have been already visited by trajectory, that is we do not use only the current knowledge
contained in the position of trajectory, but also the information gained from visiting historic
points and their relations to make a decision on the next step. In this work we introduce
information model based on Gaussian Processes to Multiple Start Search algorithm and add
the integral term to Stochastic Gradient Descent algorithm to steer its trajectory away from

the explored regions.

Stochastic methods in global optimization involve adding random processes to algorithms that
maintain their convergence property. Stochastic methods are used to make algorithms less
deterministic and increase the probability of exploring less likely trajectories. In this thesis,
we introduce Stochastic Term to the candidate ranking in Hyperbolic Cross Points algorithm
and proposed using new cooling functions in Stochastic Gradient Descent that do no alter its

mathematical properties.
Back-tracking and stochastic methods described in this dissertation are applied to three main
classes of global optimization algorithms:

1. Multi Start Search - running local-search deterministic algorithms from multiple start-

ing points uniformly sampled from problem domain

2. Stochastic Gradient Descent - solving Stochastic Differential Equation which expresses

algorithm trajectory [1]



Introduction 2

3. Hyperbolic Cross Points - evaluating only points in the domain that compose Sparse

Grid - approximation of multi-dimensional function [2]

Mathematically, global optimization algorithms are used to find the global minimum of non-

linear function:

min f(x) (1.1)
st.:xeF (1.2)

where F is a feasible set of a problem:
F = {33‘ € Rn’lZ <z; < uz} (1.3)

There is a great abundance of problems in such a form in many fields of science, engineering
and finance. The analysed methods could be used to optimize the design of computer system,
determine the most optimal way of sampling DNA or optimize complex stock portfolios. In
many of those applications, the objective function and corresponding constraints are natural to
create, for example, in finance we might want to minimize risk and maximize profit given some
initial amount of capital. In the biotechnology sector it is essential to analyse novel proteins
and the knowledge of how a protein folds gives the opportunity to predict and tune its chemical

and biological properties.

Many local search algorithms exist which can find a local optimum for such models, but effective
global search algorithms that promise to find a global optimum are just beginning to become
available. However, these global optimization algorithms are compromised by an inability to be
scaled up to solve practical, large scale optimization problems, for example, financial portfolio
needs to analysed very often under rapidly changing and developing market conditions. The
focus in this dissertation is put on scalable back-tracking and stochastic methods used in global
optimization algorithms that could be improve the accuracy, precision and rate of convergence

of the currently existing algorithms.

1.2 Motivation

The form of the problem to be solved in this dissertation is defined as:

min f(x) (1.4)
st.:xeF (1.5)

where:
F = {l‘ € Rn|l1 <z; < ul} (1.6)

f is assumed to be twice continuously differentiable.
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The generally used method to find the minimum of the function is following the direction of
gradient of the function, that is at every iteration we update the value of starting point xg in

the following way:

Tht+1 = H [xk — aka(xk)] (1.7)

where V f(zy) is a gradient direction and oy, is a step size used when following —V f(xy).

The projection operator [ [z;] = y; is defined

H [;] = min (u;, max (I;, x;)) (1.8)

The described method guarantees only the convergence to the local point of extrema, which does
not necessarily need to be global minimum. Therefore, there is a need for global optimization

algorithms.

One way to solve that problem with falling into local minima is random sampling of the feasible
set F and following the gradient descent from those points. However, random search must be
done very extensively without any guarantee that the global minimum will be found. Another
problem with that method is the fact that due to randomness the same region could be explored
many times which would result in increasing the time the algorithm takes to find a global
minimum. Hence, to tackle that problem, in this dissertation, we are going to propose adding
Gaussian Processes to model the explored areas and rate the points based on how much new
information could be gained by following randomly sampled starting points. By doing this, we

could avoid exploring the already explored regions.

In this dissertation we also consider another global optimization algorithm: Hyperbolic Cross
Points. We propose adding Stochastic Term to ranking of candidate points in Hyperbolic Cross
Points algorithm. The ranking is used to pick the next point in Sparse Grid, the approximation
of objective function to be evaluated. However, the currently used rankings in Hyperbolic Cross
Points algorithm make the algorithm deterministic, therefore not available for Monte-Carlo-like
or batch simulations, or is even independent of the objective function. Hence, we add Stochastic

Term to make it less deterministic and improve its adaptability to objective function.

Another way to overcome the problem of falling into local minimum rather than finding the
global minimum is to add stochastic term to Gradient Descent algorithm. Then, the value of

ZTx41 is updated every iteration in the following way:

Tyl = Tk — Oékv_f(.ka) + v/ QT(t)dB(t) , {:ck, ka} Cc F (1.9)

where B(t) is the standard Brownian motion in R™. T'(t) is defined as annealing schedule and

it is usually of the following form:

THE ¢ < 1.1
t) log(?—f—t)’c_co (1.10)
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where ¢g is a constant positive scalar.

However, in the presented form, the algorithm uses only the current position of its trajectory
zi to find another point to evaluate z, 1. It means that we discard any information about the
points we have already visited. In this dissertation, we propose adding the integral term which
could be treated as a bias towards the unexplored regions, that is steering the trajectory away

from the explore regions.

Another problem in using Stochastic Gradient Descent is its cooling function:

C

T(t) = m,cgco (1.11)

The function is used as a cooling function, because algorithm is proved to be weakly convergent
for that function [3]. However, in this dissertation we propose using other functions, that could
change the behaviour of trajectory by altering the variance of ’noise term’ \/WdB(t) in
stochastic differential equation governing the trajectory. We also prove the convergence of the

new, proposed cooling functions.

1.3 Project aims

The aims of this project are as follows:

e Proposing the improvement to the random sampling of starting points for deterministic,
local gradient-descent search algorithm using Gaussian Processes and creating the model

to annotate the already explored areas and maximize the possible information gain.

e Adding the stochastic term to the conventional, adaptive ranking of candidate points for

Hyperbolic Cross Points global optimization method.

e Analysis, potential gains and effects of using unconventional simulated annealing functions
for Stochastic Gradient Descent. We prove that the convergence and other mathematical
properties of Stochastic Gradient Descent are not compromised by using the proposed

cooling functions.

e Introduction of the integral term to Stochastic Gradient Descent Algorithm that would
use the information gathered by the past points of trajectories to steer away from the

explored regions of the feasibility set

e Analysis of the proposed methods and comparing their performance based on protein
folding problem using AB off-lattice model for 2- and 3-Dimensional problem setting with
13 and 21 proteins.
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1.4 Report structure
The report is structured in the following set of chapters:

e Background chapter: we start the report from giving an introduction to the techniques
and methods used in this project. We explain the mathematics necessary to understand
that project, for example stochastic calculus and stochastic differential equation, Gaussian
processes and their applications. We also present some techniques necessary for numerical
solving of ordinary and stochastic differential as well as techniques for numerical integra-

tion.

e Gaussian Processes in Random Starting Points Sampling: the first proposed
improvement to the current method of random sampling of starting points is adding
Gaussian Processes to model explored areas of the feasible set (search space). We are going
to show the mathematical foundations for adding Gaussian Processes and how they would
behave in different situations to optimize the performance and accuracy of deterministic

gradient-descent search.

e Adding Stochastic Term to Hyperbolic Cross Points: another proposed back-
tracking improvement involves adding stochastic term to the adaptive ranking used in
Hyperbolic Cross Points. We explain the rationale and show that it makes the method
non-deterministic, thus making the method more appropriate for, for instance, Monte-
Carlo simulations. We also present the performance of the proposed ranking against

Adaptive and Non-Adaptive rankings.

e Simulated Annealing Function Generalization for Stochastic Gradient Descent
Algorithm: in this chapter, we are going to present how different simulated annealing
functions (or ’cooling functions’) could be found and generalized for Stochastic Gradient
Descent Algorithm. We prove that using other annealing functions does not impact on
mathematical properties of original Stochastic Gradient Descent Algorithm. We are also
going to show how it affects the performance and error accuracy of the original algorithm

and compare various functions.

e Adding Integral Term to Stochastic Gradient Descent Algorithm: another chap-
ter involves presenting the proposed integral term that uses the information gathered by
the past points in order to steer trajectory in Stochastic Gradient Descent Algorithm away
from the explored regions. The simulations are run to evaluate how the term affects the

trajectory of the algorithm.

e Global optimization for Protein Folding Problem: in this chapter, we present AB
off-lattice model for protein folding energy. Then, we test all of the proposed methods for
global optimization on this problem and compare them against each other based on the

achieved results.
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e Conclusion and Future Work: The final chapters gives both quantitative and qual-
itative conclusions about the proposed improvements in the existing methods. We also
suggest the future works and the natural continuation of the work presented in this dis-

sertation.

1.5 Project Evaluation

We evaluate the results of the project, that is the proposed methods and implementations, at the
end of every chapter. To compare methods and performance, we are going to use mathematical
functions which are difficult to optimize for a computer, but can be easily solved by a human
and are described in the background section. To compare methods, we are going to compare a

few statistics:

1. Number of functions evaluations: Most of the real-life applications involve functions
that are computationally consuming to evaluate. Hence, in most of the applications func-
tion evaluations are likely to take the most of the time. Hence, decreasing their number

improves the performance of the algorithm.

2. Error accuracy: it denotes how close to the true global minimum the achieved result

was.
3. Execution time: that metric denotes how long a tested algorithm takes.

4. Number of unique points: the points are considered to be unique if they are further
from each other than some small value €. The higher number of unique points, the more

explorative a method is.

Another method we use to evaluate the proposed methods is applying them to the real-life
biochemical application and seeing if they could compete with currently existing algorithms
and optimization techniques. We evaluate the results of the project not only quantitatively by
comparing number of function evaluations or error accuracy, but we also consider the proposed

methods qualitatively, that is we explain why some methods might work better than others.
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Background

2.1 Deterministic Optimization Algorithm

The problem to be solved in this dissertation is of the following form:

min f(x) (2.1)
st.:xeF (2.2)

where:
F = {:L' S Rn’lZ <uz; < uz} (2.3)

F is a feasible set of a problem. f is assumed to be twice continuously differentiable.

To solve that problem for a convex function, that is a function with only one local minimum,
there are many deterministic algorithms. The most basic one is just a simple Gradient Descent
Algorithm. The general principle of gradient-descent methods is that we can choose arbitrary,

feasible xg € F and on every iteration update the current z; in the following way:

Tht1 = 2 — oV f(2) (2.4)

However, the biggest problem with that algorithm is that it can easily fall into local minimum,
not necessarily global minimum. Another challenging issue is the fact that the value of «y for

each iteration should be such that:

arg minf (zr — oV f(x)) (2.5)

ag

that is, it should minimize the value of f(zj11). However, most of the efficient methods for

finding that value might easily miss, or ’slide over’, some local minimum.
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2.2 Deterministic Gradient Descent - Problem of Falling Into

Local Minima

The problem to be solved in this dissertation is of the following form:

Inxin f(x) (2.6)

The objective function can be of arbitrary non-linear form. Although there are many determin-
istic ways to solve that problem for linear functions such as, for example, simplex algorithm,
there is no method to find a global minimum of arbitrary non-linear function. In such a case,
we need to use some other method. We are going to focus on gradient-descent methods. The
general principle of gradient-descent methods is that we can choose arbitrary, feasible zg € F
and on every iteration update the current x in the following way: The objective function can be
of arbitrary non-linear form. Although there are many deterministic ways to solve that problem
for linear functions such as, for example, simplex algorithm, there is no method to find a global
minimum of arbitrary non-linear function. In such a case, we need to use some other method.

We are going to focus on gradient-descent methods.

where oy, is the optimal step-size for a given iteration. The iterations stops when the gradient
approaches zero or when the maximum number of iterations has been exceeded. The advantage
of this method is the fact that it can be used for any type of function and is easy to implement
and calculate. However, the presented approach does not guarantee that it converges to the
global minima, but only to a local point of extrema. To show the problem with that technique,

let us assume that the function f is of the following form:

f=a%(a—3)(x +2) =" —2® +62° (2.7)

To present the problem clearly, two starting points are chosen z, and zy:
2o =-0.3 (2.8)
xp =1 (2.9)
The gradient of the example function f is:
Vf(z) =423 — 32 + 122 (2.10)
Hence, we update the value of x every iteration in the following way:

Tpt1 = Tk — ak(4xz — Bxi + 12x4) (2.11)
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In the figure below, the starting points and trajectories followed and indicated by gradients
have been shown for both cases. The arrows denote the directions indicated by gradients. The

starting points for both trajectories and their solutions have also been denoted.

Fourth-order polynomial with two local minima
T I I I
;| Starting point 5 : :

Starting pofnt
Trajectory A

Solution for : : _
Trajectory A : 5 :

Y-axis

Solution for
e eS| TEEJECIOTY B
I | i i i i

-3 -2 -1 a 1 2 a

X-axis

FI1GURE 2.1: Gradient descent graph

As can be seen, the solutions obtained by two trajectories are different and are equal to:
xy = 1.406 (2.12)

o’y = 2.151 (2.13)

The obvious problem with that method that it produces different results depending on what
starting point has been picked. Hence, the global minimum could have been missed and, there-

fore, the method is considered unreliable for global optimization.

To tackle that problem, that is falling into locally optimal minima, it is very common to add
'noise’ term that would allow the trajectory not to follow the gradient direction, but try other,
random direction. Among many other methods, the problem could be also solved by applying

Monte-Carlo simulation and extensively searching a feasible set for a possible solution.

However, currently global optimization is very open problem to research. Due to the increasing
number of applications, for example, in finance, biochemistry or machine learning, more and
more methods are proposed, but there is no definite way of finding a global minimum which
outperforms other methods. Hence, it is very common that new algorithms are proposed with

the aim of finding a global minimum in specific application or type of non-linear function.
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2.2.1 Newton’s Method

The method presented in the previous sections use only the first derivative of our objective
function f(z). However, sometimes it might be more efficient use both first and second deriva-
tives. To overcome that drawback, we use Newton’s method [4]. The most important fact about
Newton’s Method is that we can obtain an approximation to twice continuously differentiable

function using the Taylor series expansion of f about the current point x:

@) = @) + (@ = 2®)Tg® + %(ﬂf — )T FW)(@ - 2®) (2.14)

Because the terms of order three and higher do not impact the rest of the equations, we have
neglected all the terms of third or higher order. Applying the First Order Necessary Condition,

which states that for * to minimize f(z), the following condition must be satisfied:

g(z")=Vf(z*)=0 (2.15)

we get:
Fla) = F@®) + 5 (e — 2O Fa®)(@ - ) (2.16)

According to the Second Order Necessary Condition, for * to be a minimizer, it is must be
true that:
F(z*) >0 (2.17)

Applying the SONC to the equation (2.6), we get the following iteration, which represents

Newton’s method:
2+ = 2B _ p(gk))=1(k) (2.18)

To guarantee that Newton’s Method has gradient descent property, we can add the step-size oy
to the method:
g+ = 20 _ oy p(2R)) =1 ) (2.19)

where «ay, is chosen so that the following equation is satisfied:

f(a® ) < fa®) (2.20)

The biggest problem with Newton’s Method is the fact that it does not always convergence.
In fact, for Newton’s Method to convergence, some conditions must be satisfied, for example,
starting points must be relatively close to the solution and the inverse of second derivative must

exists at the solution.
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2.2.2 Quasi Newton’s Method

Another substantial drawback of Newton’s Method is the fact that we need to calculate the
inverse of second derivative F/(z)~! every iteration, which might be extremely computationally

challenging. Quasi Newton Algorithms offer easier ways [5]. Their main iteration is:
2+ = 2®) _ oy Hig(a®) (2.21)

where Hj, is a square real matrix and oy, is the term guaranteeing the optimal descent property.
To guarantee the decrease in f(z) at every iteration, the matrix must satisfy the following
property:

gz ®PT) Hyg(z®) > 0 (2.22)

or, simpler, H; must be positive semi-definite.

Now, we are going to present some of the most popular and accurate Quasi-Newton Methods.

2.3 DFP Algorithm

The DFP algorithm, developed by Davidon, Fletcher and Powell in [6] and [7] works as follows:

1. Select starting point xg and initial real symmetric positive definite Hy

2. if Vf(zg) = 0, stop. Otherwise, dy, = —HpV f(z).

3. Set:

ag = argminf(zy + axdy) (2.23)
8%

and:

Tkl = Tk + agdy (2.24)
4. Compute:

Az = aypdy, (2.25)
Agr = gk+1 — gk (2.26)

Az Azl (HipAgy)(HipAgy)T
Amk Agr Agk HiAgy

5. Increment k, go back to step (2) of the algorithm.
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2.4 The BFGS Algorithm

Another, widely used Quasi-Newton Method has been developed by Broyden, Fletcher, Goldfarb
and Shanno [8]. It is very similar to the DFP Algorithm. It differs by how H,, is calculated.

The method used to calculate it is as follows:

(2.28)

AgrHLA AzpAzT  Hy AR Az + (HyApyAzD)T
HkH:HkJr(lJr g5, Hi, 9k> zpAzy  HpyApAzy + (HgApgAzy)

Ag,{Axk Am%Agk AggAxk

Although the BFGS Algorithm update of H, 11 might seem computationally more requiring, it is
not as the equation presented has many common terms and, therefore, it might quite efficiently

calculated.

It ends the presentation of Deterministic Local Search Algorithms that are going to be used in

this dissertation.

2.5 Line Search

Every Deterministic Optimization Algorithm presented so far uses an optimal step-size oy, that
is:
ap = argminf(xy + agdy) (2.29)
«

To find the value of ay, we are going to use the line-search method. The algorithm is as follows:

e Set k = 0, Al = )\miny A = Mnaz
o Set Apig = 252 if Vf(Apia) <0, then Ay = Mg if V. (Amia) > 0, then \; = \pia

o if [V f(Ania)| < €, then stop the algorithm and ay = Apig-

2.6 Stochastic Processes

Stochastic Process is a set of random variables used to represent the behavior of random value or
system over time. The system which involves stochastic process exhibits certain undetermined
behavior and, in contrary to deterministic systems, it can evolve into many, different states.
The format definition is that given a probability space (€2, F,P) and a measurable space (S, S,
an S-valued stochastic process is a collection of S-value random variables on €2, indexed by a

totally ordered set T - time.
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2.7 Brownian Motion

The Brownian Motion (or the Wiener Process) is a stochastic process W that exhibits the

following properties over time [0, T

1. W(0) = 0 with probability 1

2. For 0 < s <t <T, the random variable given by the increment W (¢) — W (s) is normally
distributed, that is W(t) — W(s) ~ \/(t — s)N(0,1) (u =0 and 0 =t — w.

3. For0<s<t<u<v<T, W(t)—W(s) and W(u) — W(v) are independent.

2.8 Stochastic Calculus

Stochastic Calculus is a calculus used to integrate over random variables. There are many
examples of such problems in everyday life, for example, let us imagine the following problem:
number of server requests grow at a rate a(t). However, there is a noise involved due to the
randomness of that process. Therefore, the total rate of growth could be denoted as:

dN
= = a(t) + "noise” (2.30)

The standard calculus and Ordinary Differential Calculus does not allow to integrate over the

unknown random variables. In general, we can write the problem above as:

X
7 == b(t,Xt) +O’(t,Xt)Wt (231)

In that equation, W; denotes the standard Brownian motion.

Let us consider the discrete version of the equation above over [0,¢] and let 0 = tg < ¢;... <
tm, = t:
X1 — X = b(t, Xi) Aty + o (tg, Xp) Wi Aty (2.32)

Considering the assumptions stated for the Brownian Motion, we can write that W; At = ABj.

Knowing the initial value for Xy, we can write:

k—1 k—1
X = Xp —|—Zb(tj,Xj)Atj + O'(tj,Xj)ABj (2.33)
=0 =0

Assuming that some limit exists as A; — 0, we can apply standard integration notation to get:

t t
Xt:XO—|—/ b(s,Xs)ds+”/J(S,XS)st” (2.34)
0 0
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It has been shown that, in fact, the solution to the right ”"noisy” integral: fg o(s, Xs)dB; exists

and can be found using, for example, Ito’s Integral or Stratonovich’s Integral [9].

2.9 Ito’s Integral

It has been proven by Ito that assuming variable S follows an Ito process, that is it contains a

stochastic and non-stochastic term or:

then the following statement is true:
6G 060G 1 4 ,6°G 0G
_ - il —dW 2.
dG(s,t) (“St55+ ; +20 S 552dt)+05t55d f (2.36)

Then, by transforming the given function to the function of the above form, we can calculate
the integral and the solution for a stochastic process. We are going to see the application of

that integral on the following, widely-used example.

In finance, a forward contract is priced as follows:
Fy = Spe™” (2.37)

or in general:
F = Ser(M—12) (2.38)

where: Sy is a starting price, r is a risk-free rate of growth of capital, T" is time and, finally, F{

is the expected forward price at time 7.

Assuming that S is of the following form:
dS = pSdt + o SdW; (2.39)

we could use Ito’s lemma and substitute the Ito’s Integral with our current function. Hence, we

can write:

dG(s,t) =dF(s,T) (2.40)
_ SF  6F 1 4 o0%F §F
dF(S,T) = (Mstg + ﬁ + 50’ S TSQ)dt + aStgth (241)
Now, we need to calculate all the necessary terms:
oF = —rSe’(t1t2) (2.42)

ot
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(;f; — r(ti—t2) (2.43)
§2F

Having all the terms above calculated, we substitute them into Ito’s Integral and get:

1
dF(s,T) = (uSye" 1 —t2) — pGerta—ta) 4 iazSQO)dt + aSth—];th (2.45)
dF (s,T) = (uSe"M712) — pSerti=t2))gp 4 g Gert=t2) qyy, (2.46)
dF(s,T) = (p — r)Se™ =) dt + g Semh=t2) qyy, (2.47)

Knowing that F = Se"(t17%2)  we have:

dF = (u —r)Fdt + o FdW, (2.48)

However, because the second term on the right-hand side of the equation contains dW; is a
standard Wiener process and its expected value is 0, we know that o FdW; — 0. Hence, we can
write:

dF = (p—r)Fdt + o FdW; = (pn — r)Fdt (2.49)

By doing this, we have shown that the expected growth of the forward price, that is the difference

between the current and future price of a stack, is proportional to (u — r)F.

2.10 Stratonovich Integral

There is also another way of solving the problems described in the previous sections. It has
been created by Stratanovich, independent of Ito and his calculus. Although that integral is not
used in this dissertation, it is important to mention that there are many different approached
to the considered problem. The main different between Ito’s Integral and Stratonovich Integral
is the fact that using Stratonovich Integral allows us to apply chain’s rule when manipulating
equations. However, they are equivalent in most of the cases and can be converted to each other

when convenient.

2.11 Stochastic Differential Equations

Stochastic Differential Equations (or SDE in short) is a differential equation which has at least

one stochastic term. The general form of such an equation is:

dSt = uSidt + oS dWy (250)
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The example of such an equation was the forward pricing problem given in the previous para-
graph. However, the differential equation we are going to focus on and try to solve in this

dissertation is as follows:

Tyl = Th — Oéka(l’k) + 2T(t)dB(t) , {$k, .CCkJrl} c F (2.51)

where B(t) is the standard Brownian motion in R™. T'(t) is defined as annealing schedule and

it is usually of the following form:

C

T(t) = g2 1D " < ¢ (2.52)

However, that equation does not have a close-form solution. Therefore, we are going to use

various numerical experiments to solve that problem.

2.12 The Euler-Maruyama Method

One of the most popular methods to approximate the solution for a stochastic differential
equations is The Euler-Maruyama Method. It generalizes the Euler method used for solving
an ordinary differential equation. It assumes the following form of a Stochastic Differential
Equation:

dX; = a(Xy)dt + b(X,)dW, (2.53)

where X; is the solution. dW; is a standard Wiener Process.

Knowing the initial Xy and the time interval [0, 7] which the Stochastic Differential Equation

is to be integrated over, we start from dividing time interval [0, 7] into N intervals so that:

Then, we recursively calculate the value of X; until all intervals have been calculated:

Xip1 = X + a(X;) At + b(X;) AW; (2.55)

The values of AW; are simulated by random variables, independent of each other and normally
distributed with the mean p = 0 and standard deviation o = v At, where At = %

To show the usefulness and simplicity of that method, we are going to analyze the following
example of pricing a forward price of a stock. The formula that models the price of a stack is
of the following form:

dF = pdt + odW (2.56)



Background 17

that is, the price of a stock is influenced by two factors: constant change (u) and some random

noise. According to Ito’s Integral, the solution to that problem is:
02
F(t) = Fye?WO+m=5)1 (2.57)

where Fj is an initial value of a stock. W, is a noise, ¢ is time and o is a standard deviation
of the noise. The initial value F'(0) is 100. However, we could solve that problem using the

Euler-Maruyama method. The main iteration in that method is as follows:
F(t+1)=F(t) + pAt + cAW; (2.58)
Fy =100 (2.59)

The figure 2.2 below shows the result of running three simulations. As can be seen, each
simulation produced different values and traces. To capture the general trend of some function,

we could run many Monte-Carlo-like simulation and average the results.

The Euler-Maruyama Simulations of Forward Stock Prices
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FI1GURE 2.2: The Euler-Maruyama Simulation of Forward Stock Prices

2.13 Numerical Integration

To evaluation any integral that is hard to solve analytically or is not continuous, we can use

numerical integration methods. In general, we have the following integral to solve:

F(a,b) = /baf(af)da: (2.60)
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In this dissertation, we are going to use the following method for integral evaluation:

F(a,b) /abf(a:)dx ~ b_T“ (f(;) +:§ <f <a+kb;a>> + f;b)) (2.61)

2.14 Gaussian Processes

Gaussian Process is a stochastic process used in probability and statistics. It is an important
and useful tool for simulation and modeling. In general, Gaussian Process gives a value for a set
of random variables such that each of the variables is normally distributed with its own mean p;
and standard deviation ;. To model a Gaussian Process, we need to choose a Gaussian basis
function. The functions are usually problem-dependent and are found mostly empirically. The

basis function used in this dissertation is:

¢j = exp (—W> (2.62)

202

In general, the Gaussian Process for n-dimensional problems could be defined as:

n 2
T — s
¢ =exp | — Z (]25j) (2.63)
j=1 9j

The very important application of Gaussian Processes is creating models. The models are

described as the sum of Gaussian Processes, that is:

W(z) =6 (2.64)
j=1

and using our Gaussian basis function, we have:

n

W(z) = i exp | — Z M (2.65)
j=1

202
j=1 7j

The figure below shows the example set of Gaussian Processes. That method could be used
to, for example, model the prices of flats or financial assets when there are many factors that

impact the final price of the product:
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FIGURE 2.3: Sum of Two-dimensional Gaussian Processes

2.15 Simulated Annealing

To overcome the problem of falling into local minima when using deterministic gradient descent
in f(x), that is to find such z in the feasible set F so that:

Vi € F f(z) < (&) (2.66)

we can add some randomness when deciding how zj should be changed into xyy;. Instead of

strictly following the gradient direction (for unconstrained case):
Tpp1 = T — arV f(x) (2.67)
we can add some noise when updating the value of zy:

Tp1 = 2 — a; V f(z) + "noise” (2.68)

By doing this, we can escape from local minima. Another advantage is that we can explore
regions that would never have changes to be explored. However, the problem with that approach
is that we can miss minima that would be explored when using deterministic approach. Because
of this, the magnitude of noise should gradually decrease or be updated so that at some point
deterministic optimization and gradient direction could be followed. The methods to control that
process of “cooling’ annealing is called simulated annealing. It is a reference to physical processes
of metal annealing - with time the metal is colder and colder and the random movements are

less likely. In this dissertation, simulated annealing is used and the direction followed on every
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iteration is:

Tht1 = Tk — Oéka(.T) + QT(t))dB(t) (2.69)
Hence, the magnitude and direction of noise is:

V2T (t)dB(t) (2.70)

where ¢ is time and
c

™) = oty (2.71)

As can be seen above, the function T'(t) decreases as t increases and, hence, the magnitude of
'noise’ is gradually decreased and, then, deterministic optimization is followed at the best point

found so far.

2.16 Optimization Under Constraints

It is very often that the solution to our minimization problem should satisfy certain constraints,
for example, we might have budget constraints when optimizing portfolio of stocks or other
financial products. Another possible constraints might be time when, for instance, minimizing

the most profitable way of delivering services. In general, we might write our problem as:
min f(x) (2.72)

stAx =10 (2.73)

In such a case, following the gradient descent:
Tpt1 =z — apV f(x) (2.74)
might obviously lead us beyond the feasible set, that is such a set F:

Vee FAr =0 (2.75)

To make sure that we do not leave the feasibly set, we need to extra term to the direction we
follow:
Tp1 = o — PV f(z) (2.76)

where:

P=1-AT(AAT)"1A (2.77)
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The term P guarantees us that we stay in the feasible set F, assuming that x is in the feasible

set, because:
Az, — PV f(z)) = Az, — g APV f(x) = b (2.78)

Therefore, using the described technique, we can make sure that our solution complies with the

constraints.

2.17 Many-dimensional Test Functions

In this dissertation, we are going to analyze the performance of global optimization techniques
on a few functions and some real-life applications. The motivation to choose the mathematical
functions presented below is that all of them have a number of local minima and it is very difficult
to find their solutions numerically. However, we can set their global minima by changing given

parameters. In general, it is for a human to find their global minima, but difficult for a computer.

2.17.1 Pinter’s Function

The first function f(z) for multi-dimensional vector z, where z* is the desired global minimiser,

1S:
n

flx)=s Z(azz —27)? +sin?(g1 Py (z)) + sin®(go Po(z)) (2.79)
=1

Pi(z) = Z(x, —z)? + Z(mz — ) (2.80)

i=1
n

Pyw) =) (wi — x}) (2.81)

i=1

For that function f(x), we need to calculate the gradient of the function so that we could use

it in gradient-descent optimization techniques:

52‘5;) = 2s(zi—a7)+2g1 5P1x(:3) sin(g1 P (x)) cos(g1 Py (z))+292 5P2x(:c) sin(ga P (z)) cos(gaPa(x))
(2.82)
6?;193(;) =2z —x7) +1 (2.83)

5P2(.CC) .

The figure below shows what the function looks for one and two-dimensional cases. As can be
seen, there are numerous local minima, but global minimum can be easily spotted and specified

by a human:
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FIGURE 2.4: Pinter Test Function

2.17.2 Michalewicz function

Another test function we are going to use in this dissertation is Michalewicz Function. For
n-dimensional case, it is of the following form:
T

flo) =" sin(x;) sin®(—L) (2.85)
j=1

Now, to use that function in our gradient-descent optimization techniques, we need to calculate
its gradient, which is:
) 2

2m(&) + 4m% sin(x;) sin
T T

AN

5‘(};;;:) = cos(z; sin

ix? 1T
—L) cos(—1) (2.86)

2m—1
( 7 7r

The Michalewicz function is a multi-modal function with n! local minima.The larger m parame-

ter is, the more steep valleys are created and the more difficult the search for a global minimum

is.
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The figure below presents Michalewicz function for two-dimensional case:

FIGURE 2.5: Michalewicz Test Function

2.17.3 Rastrigin Function

Rastrigin function is the non-convex function of the following form:

n
f(x)=An+ Z(l‘? — Acos(2mz;)) (2.87)
j=1
Its gradient is:
5‘(;(6@ = 22; + 2A7 sin(27z;)) (2.88)

The graph of that function is:

Rastigin urcion

FIGURE 2.6: Rastrigin Test Function

When A = 10, the global minimum of that function is x = 0 and the value of that function is

f(x) = 10.



Chapter 3

Gaussian Processes in Random

Starting Points Sampling

3.1 Deterministic Gradient-Descent Algorithm

Deterministic Gradient-Descent Algorithm is used to optimize non-linear functions, that is it
finds such x that:

m;n f(x) (3.1)

The objective function is defined as f : R™ — R and f is assumed to be twice continuously

differentiable. In this dissertation, the feasible set is defined using box constraints:

F={zeR"|l; <z; <u;} (3.2)

The algorithm starts from choosing the starting point that is in the feasible set F, that is:

x9 € F (3.3)

In general, every iteration the value of x is updated by the following equation:

Lh+1 = H [xk - oszf(xk)] (3.4)

where V f(z) is a gradient direction and «y is a step size used when following —V f(xy).

The projection operator [ [z;] = y; is defined as:

H [;] = min (u;, max (I;, x;)) (3.5)

24
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The algorithm stops when |1 — 2| < €, that is we are very close to the point of extrema.

3.2 Random Sampling of Search Space

Although Deterministic Optimization Algorithm finds a minimum, there is no guarantee that
the minimum is in fact the global minimum, and not only local one. To overcome that problem,
Random Sampling of Search Space is used [10]. It works by randomly choosing any starting
point xg that belongs to the feasible set F. Then, the gradient-descent algorithm is used and
the minimum it reaches is taken note of. The algorithm usually stops when the satisfying point
of minimum is found or when the number of iterations exceeds the maximum number. However,
the algorithm does not necessarily solve the problem of falling into a global minimum as it might

miss the convexity area that could lead to such a point.

3.3 Re-exploring the explored regions

One of the weaknesses of the algorithm described in the previous paragraph is the fact that it
might repeatedly choose the points that leads to the same local minimum. It stems from the
fact that certain regions, for example regions, which are not very steep, but are convex over big
area, are more likely to be explored than small, but very steep regions. To explain that problem
more clearly, we are going to analyze the example of Pinter function defined over the domain:
[0, 30].

The Pinter function f, defined over [0, 30], is of the following form:

fla@) =5 (x; — 7) + sin’(g1 Py (2)) + sin’ (g2 Pa () (3.6)
i=1
Pi(z) =) (zi—a))?+ ) (wi —x}) (3.7)
=1 =1

Py(a) = Y (i — a7) (3.8)

i=1
The values of the variables are:
s = 0.05; (3.9)
g1 = 20; (3.10)
g2 = 10; (3.11)

The graph of the function is:
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Pinter Objective Function
12 1 I

f(t)

y-axis

0 | 1 |
0 5 10 15 20

X-axis

FIGURE 3.1: Function graph

In the figure above, the red line marks the Pinter function with the optimal solution at z = 14
with value f(z) = 0. The green circle denotes the optimal solution. The two dashed lines
mark the region of the domain that, if a starting point is sampled from that region, the global
minimum will be found. Mathematically, the algorithm would find the global minimum if the
starting point is: 13.15 < zg < 13.55. However, the starting point is uniformly sampled from
the interval [0, 20] and, hence we have the probability of % = % = 0.02 of finding the
true, global minimum while the probability of 0.98 of finding some other local minimum. After
some number of iterations, the algorithm would find the global minimum, but it could take
long time as it would be constantly ’attracted’ to any other convexity region with only local
minimum. Although in this simple toy example, the problem is not severe, in bigger problems

with many local minima the problem becomes significant.

In general, it would be much faster and more accurate for the algorithm to avoid exploring the

already explored areas and prefer less likely, but not yet explored areas.

3.4 Gaussian Processes Used in Algorithm

Before explaining how Gaussian Processes are going to be used to solve the described problems,

we are going to present what Gaussian Processes used in our solution are going to look like.
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The proposed idea to solve the problems described in the previous paragraphs involves adding
Gaussian Processes to Random Sampling of Search Space for Deterministic Gradient-Descent
Algorithm. As has been shown in the background section, a Gaussian Process could be viewed
as a multi-dimensional realization of normal distribution with different means p; and standard
deviation o; for each dimension ¢. In our application, we are going to define a single Gaussian

Process, that is the value of f(x) for some Gaussian Process at point z, as:

GP(x) = exp Z o(xj) (3.12)
j=1

where z; is jth component of vector « and ¢(z;) is a kernel function.

Depending on how Gaussian basis function is defined, the properties of Gaussian Process mod-

eled differ. In our solution, we use following Gaussian basis function:

blay) = W2 (3.13)

where 115 is the mean of jth component and o is its standard deviation. The given basis function

results in the following value of our Gaussian Process for point x:

n

GP(x) = exp Z od(xj) | =exp % (3.14)
j=1 j=1 J

3.5 Information Model Based on Gaussian Processes

As has been described in the previous paragraphs, preventing Random Search Space Sampling
for Deterministic Gradient-Descent Algorithm from exploring the already explored regions or at
least decreasing the probability of such trajectories, could improve the accuracy of the algorithm

and its rate of convergence.

Our proposed solution involves adding tracking and determining which area has been roughly
explored by some trajectory. Then, based on this information, we create a Gaussian Process
that behaves as centers of ’anti-attraction’ and decreases the probability of any trajectory to
go in that region. That process could be viewed as creating a model that indicates which areas
of the feasibility set are not likely to improve the current solution. To present that idea more
clearly, we are going to show some examples how Gaussian Processes are going to be used. The

creation and placement of Gaussian Processes will be explained in the next sections.

The first example is going to be based on the function and trajectories described in the section

3.4, when Trajectory Ranking Problem has been presented. The function is:
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f(x) =25z —1)(x+2)(x — 1.5) (3.15)

The domain of the function is [—2, co].

The graph of the function, and potential starting points are presented in the graph below:

Trajectory ranking problem - function graph

40 T
(1)

y-axis

-2 -1.5 -1 -0.5 0 05 1 1.5 2
X-axis

FI1GURE 3.2: Trajectory Ranking - Function Graph and Starting Points

The global minimum is at © =~ —1.6. However, any point chosen in the region at [0, co] and its
local minimum is much more likely to be explored, decreasing the probability of finding the true
global minimum. The first points evaluated are x1 and x5. The following graph represents the
final positions of the trajectories achieved by the algorithm. The green circles labeled x1 and

xo represent the final position reached by the trajectories of the corresponding starting points.

Trajectory ranking problem - function graph
£

y-axis

20 . 1 1 1 . L

X-axis

FIGURE 3.3: Final Trajectories
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The following graph presents the possible Gaussian Process that could be added as a result of

running the algorithm for the described starting points:

Trajectory ranking problem - Gaussian Process

1 m 1 I 1
f(t)

£

y-axis

2 -1.5 -1 -0.5 0 0.5 1 1.5 2
X-axis

FIGURE 3.4: Possible Gaussian Process added as a result of running the algorithm

The green line denotes the added Gaussian Process after the algorithm terminates for the first
two starting points. The higher the value returned by the model (the lower plot in the figure

above), the less likely some trajectory could improve the current state or any new information.

As can be noted in the figure above, the convexity area where most of the trajectories are
heading has already been explored and Gaussian Process has been added there. The area where
the global minimum can be found is not covered by any Gaussian Process and, therefore, the
trajectory x; which could potentially lead to the global minimum is likely to be chosen over any

other trajectories.

3.6 Gaussian Processes in Practice

Using Gaussian Processes that are created and modeled out of data from tracking trajectories,
we could change the process of determining the value of most optimal starting points. After
randomly drawing some number of potential values for xy from a search space, we could use

Gaussian Processes in our model to asses them and see if any of the given starting points is
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likely to add any new information. We obtain that value by calculating the sum of Gaussian

Processes at some point and rank them by that value.

The algorithm with the proposed improvement involves:

e Step 1: Random Sampling of £ points We would start the algorithm from randomly

choosing k points from the search space F.

e Step 2: Starting Points Ranking We would calculate the sum of Gaussian Processes

for all the sampled starting points and sort them by that value in ascending order.

e Step 3: Choosing most optimal points We would drop all the points except for the

first n points.

e Step 4: Running the algorithm We would run Deterministic Gradient Descent Algo-

rithm for all the starting points, that is we would follow the gradient direction:

Tpt1 = 2 — oV f(2) (3.16)
e Step 5: Finalizing the iteration We would take the note of the final points reached
by the trajectories and chose the most optimal one.

e Step 6: Adding Gaussian Processes We would take note of the trajectory paths and

add Gaussian Processes if some trajectory lead through the unexplored region.

e Step 7: Repeating Iteration We would repeat the algorithm after the maximum

amount of iterations has been reached.

Trajectory x will be evaluated using the following equation:

(@)= wiGPi(x) (3.17)
i=1

where G P; is ith Gaussian Process for our Search Space and is expressed as:

GPi(x) =Y ¢; (), 115, 05) (3.18)

i=1

where ¢; is Gaussian Basis Function, p; is a mean and o; is a standard deviation for that
particular Gaussian Process. w; is the weight of Gaussian Process GP;. It is used in order
to differentiate the impact of difference Gaussian Processes, especially those which have been

merged.
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3.7 Adding Gaussian Processes

After choosing the starting points, their gradients are followed by the algorithm. Every time
it happens the note is taken of the points visited during that process. Then, the time series of

that is created. From that data, we calculate the mean p and standard deviation o.

Having the value of mean p, we need to decide now if a new Gaussian Process should be created
or if it should be merged with another one. We are going two use the following condition to

determine that:

i — pf <e (3.19)

where p; is a mean of any other Gaussian Processes. It means that if there is any other Gaussian
Process which has mean p; very close to our mean p calculated from the latest data points,
then we should merge those Gaussian Processes as they are most likely to belong to the same

convexity area.

If the condition indicates that Gaussian Process should be in fact added, then using the mean

w and o, we have all the data necessary to create it and place in the correct position.

3.8 Merging Gaussian Processes

If the condition for merging Gaussian Process is satisfied, then we need to use those data to
calculate new mean p and standard deviation o. There are a rich variety of the ways which can

be used to solved that problem and are presented in [11].

However, in order to efficiently merge two Gaussian Processes, we need to hold certain meta-data
about each Gaussian Process. The most optimal way to hold those data would be storing all
the time series or at least some part of them so that new time series could be just ’incorporated’

into the existing and new mean g and standard deviation o could be calculated.

That approach posses one, significant problem: its complexity might grow very quickly and
storing so many data points would take a lot of memory, therefore such an approach could
efficiently be used for small problems. We use that method and try to find the boundary on the

size of a problem for which that approach is efficient and tractable.

Another approach for bigger problems is holding only the mean of Gaussian Process p and its
standard deviation o,. In that approach, we could average the means of two Gaussian Processes

so that the new mean p would simply be:

= i + pj (3.20)
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where p; and p; are the means of merged Gaussian Processes.

The proposed approach to obtain the value of ¢ using the standard deviations of two, merged
Gaussian Processes o; and o; is

o=/o}+ 0]2 (3.21)

3.9 Merging weights of Gaussian Processes

Our model consists of the following function for trajectory z:

f@) = w; GP(x) (3.22)
=1

When we merge two Gaussian Processes with weights w; and wj, the impact of the merged
Gaussian Process should be bigger. Therefore, we propose the method to combine weights w;
and w; into new weight w:

w = w; + wj (3.23)

3.10 Deterministic Optimization Algorithm

In our implementation, we use Quasi-Newton method as a Deterministic Optimization Algo-
rithm. In particular, we use the BFGS Algorithm. The difference between the BFGS Algorithm

and standard Newton method is that the main iteration is:
Tpy1 = T — apFr(z) 'V f (2) (3.24)

where Fy(zy) is a second derivative of our objective function f(z).

The BFGS Algorithm approximates the value of Fj(x;)~! as H(z) so that the main iteration

is now:
Tp1 = o — apHy(zp)V f(2) (3.25)

where Hj, is defined as:

_ 3.26
AggAa:k ( )

Hyy1=Hp+ 1+
ol F < Aw%Agk Ag,{Amk

Another matter is finding the optimal value of step size . We use line search method to find

the optimal condition is:

ap = argminf(xy — o Hi () V f(xg (3.27)
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3.11 Termination Conditions

As has been mentioned earlier, adding Gaussian Processes to Random Sampling of Search Space
for Deterministic Gradient Descent Algorithm has a few termination conditions. They are as

follows:

e The algorithm terminates if the total number of iterations exceeds the maximum amount
N.

e It also terminates when after M consecutive resets, there has been no improvement in the

minimum value of f(z) encountered.

3.12 Evaluation Methodology

To evaluate the algorithm and the proposed change we measure two main statistics for each

simulation:

e Number of iterations after which algorithm terminates

e Execution time

We take note of those two statistics after the algorithm achieves the accuracy error of 10 and 1

within the true global optimum. The accuracy error is defined as:

error = |z — z*| (3.28)

where z* is a true global minimum and z’ is an experimentally found solution. The smaller the

error is, the more accurate algorithm is.
To take the randomness of the algorithm into account, we use certain statistics and plot whisker-
boxes to compare the values:

e 1 - mean of the number of iterations as well as error

e 0 - standard deviation of both components

e 5th, 50th (median) and 95th percentiles of the measurements
In order to assess the method, we evaluate obtained results against the results obtained by
Random Search Space Sampling for Deterministic Gradient-Descent Algorithm without adding

Gaussian Processes. The statistics for summing up results for both algorithms are also the

same.
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3.13 Results

3.13.1 Results for Pinter’s Function

The first test function is Pinter’s Function f(z) for multi-dimensional vector x, where x* is the

desired global minimizer, is:

n

flx)=s Z(azz - :1:;“)2 + sin2(91P1 (x)) + sin2(gQP2($)) (3.29)

n

Pi(e) = (wi—a)®+ ) (wi —x}) (3.30)
1=1 =1

Py(x) =) (i —x}) (3.31)

i=1
The values of the variables are:
s = 0.05; (3.32)
g1 = 20; (3.33)
g2 = 10; (3.34)

The maximal number of iterations is n = 500. Every iteration we are going to randomly pick
and rank k£ = 100 starting points and chose p = 20 best of them. The domain of the algorithm

is going to be 2-dimensional, that is f : R? — R and it is going to contained in:

x= [ o ] (3.35)

€2
0 <z <1000 (3.36)
0 < x5 < 1000 (3.37)

The results below shows the number of function evaluations (iterations) for the case where the
domain is between 0 and 10* for each dimension. The graph below shows the number of function
evaluations in the 10-logarithmic scale it takes for the algorithm to reach the optimal solution

within the accuracy error 1:
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Function Evaluations using Gaussian Processes Model
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FIGURE 3.5: Number of Function Evaluations for Pinter Function - GP Results First Barrier

The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 1:
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FIGURE 3.6: Execution Time for Pinter Function - GP Results First Barrier
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The graph below shows the number of function evaluations in the 10-logarithmic scale it takes

for the algorithm to reach the optimal solution within the accuracy error 10:

Function Evaluations using Gaussian Processes Model

Number of Function Evaluations

18

16

14

12

10

2

100-Base Logarithm for Maximum Domainn

=

_
-+ 1
B
T T
g
=+
=
1 2 3 <4 5

Number of Function Evaluations

Function Evaluations using Random Sampling
20

=l

16 -

8

T
S ]
1 2 3 <4 5

100-Base Logarithm for Maximum Domainn
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The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 10:
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3.13.2 Results for Michalewicz Function

Another test function we are going to use to evaluate our method is Michalewicz Function. For

n-dimensional case, it is of the following form:

2

fla) =" sin(a;) sin®™( ) (3.38)
j=1

The results below shows the number of function evaluations (iterations) for the case where the
domain is between 0 and 10* for each dimension. The graph below shows the number of function
evaluations it takes for the algorithm to reach the optimal solution within the accuracy error
0.1:
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The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 0.1:
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The graph below shows the number of function evaluations it takes for the algorithm to

the optimal solution within the accuracy error 1:
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The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 1:
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3.13.3 Results for Rastrigin Function

The last function used for evaluation is Rastrigin Function:

f(z) =An+ Z(w? — Acos(2mz;))
j=1

Its gradient is:
6f(x)
5£L‘i

= 2x; + 2Awsin(27x;))

We are testing the function for A = 10.

The domain is enclosed between 0 and 100% for each dimension.

(3.39)

(3.40)

The graphs show the number of function evaluations (iterations) for the case where the domain

is between 0 and 100* for each dimension. The graph below shows the number of function

evaluations it takes for the algorithm to reach the optimal solution within the accuracy error

0.1:
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Function Evaluations using Gaussian Processes Model Function Evaluations using Random Sampling
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The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 0.1:
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The results below shows the number of function evaluations (iterations) for the case where

the domain is between 0 and 100” for each dimension. The graph below shows the number of

function evaluations it takes for the algorithm to reach the optimal solution within the accuracy

error 1:
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The graph below shows how long it takes for the algorithm to reach the optimal solution within

the accuracy error 1:
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3.14 Conclusions

3.14.1 Number of Function Evaluations and Error Accuracy

From the constructed results and graphs plotted for the test functions we conclude that our
proposed method performs, in general, better than simply using random sampling in the sense
that they decrease the number of function evaluations to reach certain level of error accuracy.

However, the level of improvement is not the same across all of the test cases and domain sizes.

In particular, we note that the number of function evaluations needed to reach the error accuracy
below 10 in the case of the Pinter function or the error accuracy below 1 in the case of the
Michalewicz function is considerably smaller than the results for the corresponding tests in the
case of the original Random Sampling of Starting Points. Therefore, we conclude that the
method is efficient in the beginning of the search. Afterwards, when looking for the values of
accuracy error below the second error accuracy barrier, the performance of the method is still

better than that of simple random sampling, but it is not so considerable.

It might be caused by the fact that Gaussian Processes in our model at first helpfully deflect
searching through the explored regions. However, due to the extremely big number of local
minima in our test functions, our global minimum might be covered by some Gaussian Processes
from its neighbor convexity areas which hold local minima and when the algorithm tries to
explore the convexity area which contains global minimum, it is deflected by those Gaussian
Processes. Another reason for such a trend might be the fact that we use the constant number
of Gaussian Processes. Hence, it might turn out that we have too few or too many Gaussian

Processes to accurately cover different convexity areas of the explored domain.

3.14.2 Computational Complexity and Execution Time

Another important factor to consider is the complexity of our method and its impact on the
general performance of the algorithm. As could be seen in the graphs above, the method
does not add much complexity to the proposed algorithm. Because the test functions used are
not computationally exhaustive, the contribution of function evaluations to the total execution
time is not as significant as the algorithm itself. However, the difference between the proposed
algorithm and Random Search is not considerable. One of the reasons for this could be the
fact that the most computationally exhaustive part of the algorithm is not ranking the starting

point, but running local, deterministic gradient search.

As can be noted in the graph below, the function presented above has a huge number of local

minima.
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Objective Function With Multiple Local Minima
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FI1GURE 3.17: Function graph

Such a situation is problematic for our method due to the fact that maintaining, storing and
utilizing our model of Gaussian Processes would require huge amount of space and computational
power. Also, it might turn out that sometimes the evaluation of the model itself takes longer
than many evaluations of objective function. In such cases, our method would perform worse

than simple random sampling although the number of function evaluations could be smaller.

3.14.3 Final Conclusion and Method Weaknesses

The proposed method performs better for the test functions than Random Sampling of Starting
Points. Another advantage of our methods is the fact that there are many parameters which
could be used to tune it to specific problems, for example, it could be experimented what is
the best method of merging Gaussian Processes or the optimal weight below which Gaussian
Processes should be discarded from our model. Interestingly, we also notice that the bigger error
accuracy can be accepted, the better the proposed method performs in comparison to Random
Sampling of Starting Points. As explained, the error accuracy beyond which the proposed
method loses that advantage might be caused by the number of factors such as, for example,

number of Gaussian Processes or number of local minima that the objective function has.

However, we found certain weaknesses of our method. The most severe one of them is the fact
that it might scale badly whenever we have a problem with the huger number of local minima.
In such a case, our method might become intractable and computationally too challenging and
would not be advisable. However, in such a case we can tune parameter to fit the problem
by, for example, setting the maximum number of Gaussian Processes to certain, acceptable
value. Another weakness of the proposed method is certainly the huge number of parameters
and it might be challenging to create certain heuristics or methods of choosing values for them.
Despite those drawbacks, the methods and the approach itself of using Gaussian Processes for

global optimization might be considered successful and promising for future works.
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Adding Stochastic Term to
Hyperbolic Cross Points

4.1 Properties of Objective Function

Hyperbolic Cross Points method, described and analyzed by E. Novak in [2], is used for finding
a global minimum of function f(x): R™ — R for box constraints, that is every constraint for

dimension 7 is expressed as an interval:

a; < < b (4.1)

The only assumption is that the following should contain an open set for e:

{z; € a;,b]] inf f(z)+ €} (4.2)

IiE[ai,bi]

The property above is true for any continuous or upper semi-continuous function.

4.2 Hyperbolic Cross Points

Now, we explain how hyperbolic cross points are generated. To show the process, we use the

example where the constraints are given as:

[a,b] =

A

d
~0.5,0.5] (4.3)

1
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The example is based on work in [12]. Hyperbolic cross point is defined as any point which have

co-ordinates equal to:

k
zi=+» a2  a;€{0,1} (4.4)
j=1

Another very important notion used in producing hyperbolic cross points is the level of a point.

It is defined as the sum of its components:

d
lev(z) = Zlev(mi) (4.5)
i=1

The starting point with of level lev(zy) = 0 is a zero point. The neighbor of hyperbolic cross
point z is its neighbor which is different only in one coordinate. The neighbor point of = of level

k is the neighbor of degree m which has level equal to k + m and is defined as:

To explain how the point are created more clearly, we show it by the following example.

Let us assume that x is:
z = (0.5,0) (4.7)

The level of x is 1. The neighbor of x of degree 1 can be:
2’ = (0.5,0.5) (4.8)

or:

' = (0.5,-0.5) (4.9)

4.3 Mapping Hyperbolic Cross Points to Other Constraints

The definition of hyperbolic cross points given above are given for the constraints of the form
[0, 5,0.5] for each coordinate. For the general case where the coordinates are defined as:
d
[a,0] = ] ] [a:, bi] (4.10)

i=1
where a; € R and b; € R. The hyperbolic cross point is now defined as:

k

b — a; )

7 = £ YN a2 a5 €{0,1) (4.11)
j=1
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In such a case, the coordinates of starting point is defined as:

bi—ai

T =~ (4.12)
The neighbors of point x are also defined a little bit different:
I — o MQ—ZGU(%‘)—W Az =z for 741 (4.13)
T; = T 5 x; =xzj for j #1 .

As can be noticed, the hyperbolic point cross for the general case is just the linear mapping of

the base case.

4.4 Graphical Examples of Hyperbolic Cross Points

The following diagrams show the points which have been generated using the hyperbolic cross
points method for different levels. The first diagram has the red square marking the initial point

in the middle of the domain:

Hyperbolic Cross Points - Step I

10

5
=

5 0 o

]

-5

-10

-10 5 0 5 10
X-axis

FIGURE 4.1: Hyperbolic Cross Points Grid - Step I
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The next diagram has the green squares added the points which are the neighbors of the initial

point (red square):

Hyperbolic Cross Points - Step I
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FI1GURE 4.2: Hyperbolic Cross Points Grid - Step II

The next diagram has the blue squares added the points which are the neighbors of the green
squares (Hyperbolic Cross Points - Level I):

Hyperbolic Cross Points - Step III
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FI1GURE 4.3: Hyperbolic Cross Points Grid - Step III
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4.5 HPC points in Global Optimization

To use Hyperbolic Cross Points for Global Optimization, we iteratively generate hyperbolic
cross points. At each generation, we evaluate our objective function f(x). The final result of

using Hyperbolic Cross Points method to generate the set H of the HPC points is = defined as:

x:x € HAVZ € H: f(x) < f(z¥) (4.14)

In practice, at each stage we generate a few candidates for the next point to evaluate and rank

them. Then, the best point is picked and the algorithm continues.

The algorithm terminates when we exceed the maximum number of function evaluations or

when we reach satisfactory results.

4.6 Ranking Hyperbolic Cross Points

There are two main different methods of finding the next point from candidate neighbors points
to be evaluated. Those rankings are adaptive or non-adaptive. They are described and analyzed
in [12].

4.6.1 Non-Adaptive Approach

In non-adaptive version of the algorithm, the ranking is used to measure how thoroughly the
region has been already searched. To calculate the ranking of a given point, we use a few
metrics. First of all, the level of the point is used: the smaller the level of the point is, the less
explored the region is. In addition to this, we also take into account the degree of the point.
The degree of the point is defined as the number of times it has been chosen as the best point
plus one. Similarly to the level, it is also used to express how well explored the search region is

and how likely it is to add new information. The ranking is defined quantitatively as:

g(x) = lev(z) + deg(z) (4.15)

The evaluated value of g(x) is used to order and compare points. The smaller the value of g(z)
is, the more preferable point is. Such an approach is called non-adaptive, because it does not

depend on which function is optimized.
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4.6.2 Adaptive Approach

In adaptive version of the algorithm, we try to add some information that could be used to
take advantage of some properties of an objective function. In addition to calculating the level
and degree of evaluated point, we also define the following ranking for adaptive version of the

algorithm:
rank(z) = #{y € Y|y < f(x)} (4.16)

The set Y is the set of values evaluated by functions, that is:

YV ={f(@1), f(@2), ..., f(ax)} (4.17)

In other words, the function rank(z) returns what is the ranking of the function value evaluated

at point x.

Now, the ranking function g(x) is defined for adaptive version of the algorithm as:

g(x) = (lev(x) + deg(x))*rank(z)' ™ where: a € [0, 1] (4.18)

Depending on the value of «, the algorithm can be set to more or less adaptive. For e = 0 the

algorithm becomes non-adaptive, and for o = 1 it depends only on the function value.

4.6.3 Determinism of HPC Point Ranking

In the current setting of the algorithm, the points are ranked and ordered using the value of
g(z). The exact form of g(x) depends on how adaptive our algorithm is expected to be. In the
next steps, the best points are evaluated. Depending on whether or now we want the algorithm

to continue its execution, it might continue or terminate.

As can be noticed, the given approach makes the algorithm deterministic. In the case of non-
adaptive algorithm, we always choose the points in the same order for given constraints inde-
pendent of the objective function. For non-adaptive approach, the function will be optimized

to the same value every time the algorithm is used on it.

Such determinism limits us in a few ways. In particular, we might want to perform Monte
Carlo or batch simulations, but running the algorithm many times would not produce different
results. Another important fact is that it would not make any sense to run the algorithm in
parallel or in distributed systems as they would not produce different results given the same,
constant maximum number of evaluations. Hence, to tackle those limitations, we propose adding

stochastic term to the method and compare the results.
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4.6.4 Adding Stochastic Term to HPC Point Ranking

As has been defined previously, in the deterministic version of the algorithm, the points to be

evaluated next are ranked in the following way:

EvaluationRank(x) = #{y € Y|y < g(x)} + 1 (4.19)

For Non-Adaptive Version, we have:

g(z) = lev(z) + deg(x) (4.20)
For Adaptive Version, we have:
g(x) = (lev(x) + deg(x))*rank(z) ™ where: a € [0, 1] (4.21)
where:
rank(z) = #{y € Y]y < f(2)) (1.22)

The proposed change of the algorithm involves adding randomness to the process of ranking.

Currently, the point ranked to be number 1 has the probability of being chosen equal to 1, while
all the others have zero probability of being chosen. To change that, we assign each point its

own non-zero probability.

We start from selecting n points to be randomly chosen. The first step is to change how points
are exactly evaluated. As can be seen in the previous equation, the points can have the same
values. In such a case when the points have equal ranking position, we adjust their rankings by
given the priority to the points which were evaluated first. Now, having made sure that each
point has its unique position in ranking, we can evaluate their position k in the ranking. Each
point is going to be assigned specific bounds. The upper value of the bound for kth point is
denoted as By, (k) and the lower value of the bound is Bgoyn (k). Then, the next step is to draw
a number p from a uniform distribution over [0,1]. Having that value, we can locate in which

band it is, that is for which point the following is true:

Buouwn(k) < p < Bup(k) (4.23)

The point for which the equation above is true is chosen for the next evaluation.
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4.7 Bounds Calculation

In this section, we present two proposed approaches of calculating probability bounds.

4.7.1 First Approach - Halving Total Probabilities

The first presented approach assumes that the following equation should be preserved:

n

pa) =2 3 play) (4.24)

j=it1

In words, this approach expresses the fact choosing a point ranked k is twice as likely as choosing

any point ranked higher k.

The value of the upper bound is defined as:

1
Bup(ar) = 3575 (4.25)
The value of the lower bound is defined as:
1
Baown(xr) = m (4.26)

As can be noticed, the upper value of the first point is equal to:

1
Buy(1) = 301) 1 (4.27)
In addition to this, we can notice that:
BUPPGT(k) = Bdown(k + 1) (428)

And, finally, the lower bound of the last point is explicitly defined to be:

Bdown(xn) =0 (429)

Hence, because By,(1) =1, Baown(n) = 0 and Boyn (k) = Byp(k + 1), we can be sure that the

whole domain [0, 1], which we draw a random point from, is covered by the bound assignment.

We show that the bounds given above satisfies our assumption:

p(xj) _ Bup — Bdown o 3%0 - % . %
Z}Lip(xj) B Z?:ip(xj) B Z?:ip(aﬁj) B Z?:ip(xj) (4.30)
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Probability of choosing a point which is after k, given than the point equal to or after is chosen,
is given by:
p(z:) 1 —p(xy)

Z?:iﬂp(fﬂj) a E;L:ip(l‘j) =1=2 (4.31)

wol—|colo

Hence, our assumption is satisfied. However, it is important to notice to make sure that we
cover the whole region [0,1] over which we sample our random variable we did specify that

Baown(n) = 0, the probability of the last point to be chosen is, in fact, equal to:

n

p(l‘n) =1- Z(Bup(z) - Bdown(i)) (432)

i=1
It results from this that our assumption does not hold for the following case:

p(xn—l) = 210(9%) (433)

In other words, we add the residual probability to the last term.

4.7.1.1 Example of Random HPC Point Ranking for Halving Total Probabilities

Let us assume that n = 3, that is there are four points to be ranked. Then, each point has the

following bounds:

. — _ 1
® I1: Bup =1, Biown = 3

1
) Bdoum =9

W=

® T9: Bup =

. 1 _
o 13: By = 9 Baown =0

Also:
p(x1) = 3 (4.34)
and:

2(p(x2) + p(x3) = 2(% + % = 2% = % (4.35)

Now, if we happen to draw a random number p = 0.5, then we would chose the point x,
because: .
Biown (1) < 0.5 < Byp(z1) — 3 <05<1 (4.36)
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4.7.2 Second Approach - Halving Consecutive Probabilities

The second presented approach assumes that the following equation should be preserved true:

p(zi) = 2p(xiq1)

Hence, the upper bound is equal to:

and its lower bond is:

Bdown(xk) = 27

and: . . )
p(zk) = Bup — Biown = k-1 9k ~ ok
Hence, we can prove our assumption:
1
pley) _ ¢ _ 1 _,
=4-=1=
2

p(xk+1) ok+1
Similarly to the previous method, we can define see that:

Bup(1) =1

and:
Bdoum(k) = Bup(]€ + 1)

To make sure that the whole sample domain [0, 1], we write that:

Baown (TL) =0

(4.37)

(4.38)

(4.39)

(4.40)

(4.41)

(4.42)

(4.43)

(4.44)

4.7.2.1 Example of Random HPC Point Ranking for Halving Consecutive Proba-

bilities

Let us assume that n = 3, that is there are four points to be ranked. Then, each point has the

following bounds:

. _ _ 1
® Iy Bup =1, Biown = 2

. _ 1 _1
® I3: Bup = 3 Baown = 1
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. 1 —
® I3: Bup = 1 Baown =0

Also: ) .
p(z1) = 3 A p(r2) = 1 (4.45)
and: (1) )
plri) _ 3 _
@) i 2 (4.46)

Now, if we happen to draw a random number p = 0.3, then we would chose the point xo,
because:
Biown(z2) < 0.3 < Byp(z2) - 0.25 < 0.3 <0.5 (4.47)

4.8 Convergence of Randomized HCP Algorithm

For deterministic version of the algorithm (both adaptive and non-adaptive), it is relatively
easy to show the convergence of the method. First, we define the notation used. The following

sequence shows function evaluations after n steps:

No(f) = (f(z1), f(22), -, f2n)) (4.48)

We can also define the inverse mapping, that is:

T = ¢k(Nn(f)) (4-49)

To denote a global optimization method, we use the following notation:

bn = (Y1, Y2, ., Pn) (4.50)

The error of our global optimization method can be now defined as:

A(on. f) = f(a") = inf, f(a) (4.51)

xz€[a,b

Where z* denotes our obtained solution, and inf,¢[, f(z) the true global minimum. In HPC

method, it simply takes the minimum of N, (f), that is:

2" = min(No(f)) = min(f(@1), £(22), -, f(n) (4.52)

Now, to show that the method converges, we need to show that the following statement is true:

Jim A6, ) =0 (4.53)
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It means that after infinite number of iterations, we are guaranteed to find the global minimum
of our objective function f. The following equation is true, because Hyperbolic Cross Methods

simply tends to imitate dense grid after enough number of iterations.

To show that for our randomization of the method the algorithm is still guaranteed to converge,
we can show that every point in the domain of the function is guaranteed to be tested. As can
be noticed, the probability of not choosing some points is:

lim (1 — p(z;))" =0 (4.54)

n—oo

Hence, we are guaranteed to evaluate every point as it would be evaluated in the dense grid,

which does in fact guarantee convergence.

4.9 Stopping Criteria for Test Simulations

For all of the ranking methods used, we assume that if a point has the neighbors closer than
e = 0.1 and has the value of objective function lower than all the neighbors, it is assumed to
be a local minimizer. What is more, when the level of the point exceeds certain constant for
some dimension lev(z;) = 10, we do not proceed with finding its neighbors as the difference
is too small, which could result in substantially increasing the complexity and length of the

simulations.

4.10 Evaluation Methodology

To test the proposed addition of stochastic term to the algorithm, we measure the performance

of the algorithm against four metrics:

1. Number of function evaluations and execution time before the algorithm reaches the op-

timal solution within the accuracy error of 10 to the true, optimal solution

2. Number of function evaluations and execution time before the algorithm reaches the op-

timal solution within the accuracy error of 1 to the true, optimal solution

Each of the method is tested over various domains. We are going to plot whisker plots from the
obtained results. The algorithms will be tested on three functions described in the background.
The performance of the proposed methods is measured against the original version of Stochastic

Gradient Descent. In the presented graphs for each function, the following notation is used:

e Non-Adaptive - Hyperbolic Cross Points using Non-Adaptive Ranking, that is choosing

the point with the lowest overall level and degree.
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e Adaptive - Hyperbolic Cross Points using both the total level and degree of the point
as well as its current position in terms of objective function relative to other evaluated

points. The value of alpha is kept constant for all the simulations and is equal to: a = 0.5.

e Stochastic - Hyperbolic Cross Points using the total level and degree of the point, its
current position in terms of objective function relative to other evaluated points as well
as stochastic term added to the final ranking. The value of alpha is kept constant for all

the simulations and is equal to: o = 0.5.

4.11 Results

The number of iterations is n = 100. The domain of the algorithm is going to be 2-dimensional,
that is f: R?> = R.

4.11.1 Results for Pinter Function

Another test function is Pinter Function f(z) for multi-dimensional vector x, where x* is the

desired global minimizer, is:

n

fl@) = s (2 —2})* +sin’(g1 P ()) + sin* (g2 Pa(x)) (4.55)
i=1
Pi(z) = (w2}’ + ) (¢ —a]) (4.56)
i=1 i=1

Py(x) = (2 —}) (4.57)

i=1
The values of the variables are:
s = 0.05; (4.58)
g1 = 20; (4.59)
g2 = 10; (4.60)

The graph below shows the number of function evaluations (in logarithmic scale) for the algo-

rithm to reach the optimal solution within the accuracy error of 10:
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The graph below shows the execution time (in logarithmic scale) for the algorithm to reach the

optimal solution within the accuracy error of 10:
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The graph below shows the number of function evaluations (in logarithmic scale) for the algo-

rithm to reach the optimal solution within the accuracy error of 1:
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The graph below shows the execution time (in logarithmic scale) for the algorithm to reach the

optimal solution within the accuracy error of 1:
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4.11.2 Results for Michalewicz Function

The first test function we are going to use to evaluate our method is Michalewicz Function. For

n-dimensional case, it is of the following form:

2

fla) =" sin(a;) sin®™( ) (4.61)
7j=1

The graph below shows the number of function evaluations for the algorithm to reach the optimal

solution within the accuracy error of 10:
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The graph below shows the execution time for the algorithm to reach the optimal solution within

the accuracy error of 10:
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The graph below shows the number of function evaluations (in logarithmic scale) for the algo-

rithm to reach the optimal solution within the accuracy error of 1:
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Accuracy Barrier

The graph below shows the execution time for the algorithm to reach the optimal solution within

the accuracy error of 1:
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4.11.3 Results for Restrigin Function
The last function used for evaluation is Restrigin Function:
n
f(z) =An+ Z(w? — Acos(2mz;)) (4.62)
j=1

We are testing the function for A = 10. The graph below shows the number of function

evaluations (in logarithmic scale) for the algorithm to reach the optimal solution within the

accuracy error of 10:
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The graph below shows the execution time (in logarithmic scale) for the algorithm to reach the

optimal solution within the accuracy error of 10:
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The graph below shows the number of function evaluations (in logarithmic scale) for the algo-

rithm to reach the optimal solution within the accuracy error of 1:
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The graph below shows the execution time (in logarithmic scale) for the algorithm to reach the

optimal solution within the accuracy error of 1:
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4.12 Conclusion

4.12.1 Number of function evaluations

The obtained results suggest the superiority of Adaptive and Stochastic ranking methods over
Non-Adaptive ranking method. The better performance is most likely caused by the fact that
Adaptive and Stochastic ranking methods are not independent of the objective functions, but
can be considered greedy, that is it almost always explores the current most promising point.
However, the difference in performance is not uniform across different functions and it suggests
that the performance of Ranking Methods is likely to depend on the number of local minima
in the test functions. However, we need to remember that we tested the methods for alpha =
0.5. That variable is used in ranking in the following equation to vary the influence of local
information (values of objective function and position in ranking) and the global information
(the point with the highest total degree and level):

g(x) = (lev(z) + deg(x))*rank(z)' ™ where: a € [0, 1] (4.63)

The fact that we kept the value of o might have influenced the performance of different meth-
ods for various functions. Hence, to get a more representative conclusions about the total
performance of the methods, we could in the future run more tests, but for different values of
a. It would enable us to make more conclusions about the general behavior of the methods

independent of the value of a.

4.12.2 Computational Complexity

As is evident from the graphs above, the results for the execution time for different functions
and domain sizes follow the patterns seen in the graphs of the number of function evaluations.
However, they do not follow them very closely and it also proves that the non-adaptive ranking
of hyperbolic cross points is the least computationally exhaustive. The reason for this is the fact
that it does not require any meta-data processing for each point such as, for example, keeping
sorted list of candidate points with regards to the values of objective function. The other three
methods, that is adaptive and stochastic ranking methods require more resources to evaluate

the next most appropriate point to evaluate.

The difference stems from the fact that the non-adaptive method ranking does not require
much of the computational resources when determining the next point to evaluate. It simply
takes another point from the queue of hyperbolic cross points. On the other hand, when other
methods try to determine the next point to evaluate, they need to sort all the candidate points.
It is not only extremely computationally demanding, but it also puts a lot of strain on memory.
Surprisingly, there is not much difference between using the stochastic method and deterministic

ranking. However, it might be explained by looking at how probabilities are distributed among
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different candidate points, for example, in the first method the first point has the probability
of being chosen equal to 0.5, while the next one has 0.25, and so on. Hence, it can be expected
that in most of the time, half at least, the point is chosen very quickly as, for example, the 10th

has only the probability of being equal to about: 2%.

4.12.3 Variance of Stochastic Methods

In general, we conclude that the performance of the proposed Stochastic ranking methods is
not substantially different from that of Adaptive ranking method. What is more, the means
of all three methods are roughly the same and are quite likely different only due to statistical
deviations. However, what is evident from the graphs, the Stochastic ranking methods result
in greater variance in both execution time as well as the number of function evaluations. What
is more, there is no apparent difference between the proposed ways of calculating probabilities
for the points in the ranking in Stochastic Ranking method. However, the value and scale of
variance are most likely to depend on the method of calculating probabilities for different points
in the method. Hence, it could make sense to test other Stochastic method that would enable,
for example, uniform sampling of the first £ points instead of varying their probabilities based

on their position in the original ranking.

4.12.4 Final Remarks

All four tested methods have certain advantages over the others. The the Non-Adaptive method
is more appropriate for finding the optimum of the objective functions which do not have highly
computationally demanding calculations or have big domain. It is due to the fact that that
ranking method does not use any extra ordering and ranking of the candidate points, making
the method more computationally scalable. In comparison to this, the Adaptive and Stochastic
ranking methods require keeping the ordered list of the candidate points so that their position
in the final ranking could be estimated. What is more, although the Adaptive and Stochastic
methods seem to have similar performance, the Stochastic Ranking Methods are random and,
therefore, they are not deterministic. That property is particularly useful in certain applications,
for example, rerunning the same algorithm for the same function might improve the result for
Stochastic Ranking method.

However, we note certain weaknesses of the tested methods. In particular, the proposed methods
are extremely memory demanding as they need to keep the list of not only all the candidate
points, but also of their levels and degrees. In addition to this, our proposed methods might have
now bigger parameter space as we need to chose not only the optimal value for the parameter
a, but also the optimal value of probability distribution for ranked, candidate points. However,
the methods still seem very promising and we think that in the future it could be useful to run
more experiments varying the value of o and ways of probability distribution over candidate

points to create some heuristics for setting up their values in practical problems.



Chapter 5

Simulated Annealing Function
Generalization for Stochastic

Gradient-Descent Algorithm

5.1 Stochastic Gradient-Descent Algorithm

In the current version of Stochastic Gradient-Descent algorithm [13], the trajectories are updated

in the following way:

X0)=yeF (5.1)

dX (t) = —Vf(X(t))dt + /2T (t)dB(t) (5.2)

where B(t) is the Brownian motion in R™ and F is the feasible set. T'(¢) is called annealing

schedule and is used to decrease the effect of random variables over time. T'(t) is defined as:

C

T(t) £ g2 1 1) (5.3)

where c is problem-dependent positive scalar.

5.2 Stochastic Optimization Using the Euler-Maruyana Method

Now, to solve that problem, we need to use numerical experiment to calculate the solution to that
Stochastic Differential Equation. We use the Euler-Maruyama method to get for constrained

| X0)=yeF (5.4)

65
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x(t+1) =] [X(t) — VX)) +pXt) " + 2T(t)Atu} (5.5)
The projection operator [ [ [z;] = y; is defined as:

H [;] = min (u;, max (I;, x;)) (5.6)

where At is the length of discrete time step and w is a n-dimensional vector of normally dis-
tributed numbers with mean 4 = 0 and standard deviation ¢ = 1. For unconstrained case, the

term P is ignored, that is its values is equal to unity and the iteration is as follows:

X(t+1) = X(t) — V(X (£)At + /2T (t) Atu (5.7)

The algorithm starts by dividing the time length into n steps, that is:

T
At = — 5.8
2 (53)

The next step is to start m different trajectories from each starting point. Each of the trajectories
is different due to the randomness of its stochastic term. Every iteration the effect of the
stochastic term is decreased. After such a period, we start ranking each of the trajectories.
The trajectories are ranked simply by comparing its values, that is f(x) is ranked higher than
f(z*) if and only if f(z) < f(2*). k of the worst trajectories are then discarded and k of
the best trajectories are duplicated. In the next period we just take the produced trajectories
and treat them as new starting points. If the vector of highest-ranked trajectories does not
change for more than [ iterations, we reset noise term. The algorithm terminates when the
noise term is too small to make any difference or, in other words, when our stochastic gradient-
descent technique turns into linear gradient-descent technique. Another termination condition
is when after some number r of noise resets there is no improvement in the best trajectory
encountered. All constants are problem-dependent and should be experimented with to receive
the best results.

5.3 Convergence of Stochastic Gradient-Descent Algorithm

It has been shown in [14] that for u : R™ — [0,00), we can choose the annealing schedule
function 7T'(t) such that the algorithm converges weakly to a probability measure 7 around the

global minima of U. In such a case, 7 is the weak limit of the following Gibbs density:

p(tz) = [exp{—%}] [ B T((:gdm]_l (5.9)
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In most of the previous papers on Stochastic Gradient-Descent Algorithm, the function used

for the annealing schedule has been:

T(t) = logc(t) (5.10)

where c¢ is constant.

Based on the proof given in [14], we can extract the necessary mathematical property that
the annealing schedule function should satisfy so that it would still be true that the algorithm

weakly converges to the probability 7.

5.4 Mathematical Properties of Annealing Schedule Function

In the proof given by [14], it can be noted that the annealing schedule function o2(t) is used to

B(s,t) 2
/ o) gy — (5.11)

o?(s)

prove lemma;:

The function and its properties are used in the last part of the proof, that is:

/ Ib(Y <10g1§g(ss u) 1>2 021(s)du (5.12)

M2 [t 2
< / ogfls:w) 1) g, (5.13)
a2(s) Jo log s
2t 71
_ M / B 1) %0 (5.14)
a2(s) Jo \logs log s
The proof is satisfied by o2(t) = fog7 in the following way:
M2 t 2]
< / (3 - 1) B (5.15)
a2(s) Jo \s log s
¢ 2
< constant/ <E _ 1) du (5.16)
log(s) Jo \s
_ constant (B(s,t) — s)? (5.17)
~ log(s) s2 )

constant

ogls) 7" (5.18)
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5.5 Advantages and disadvantages of standard simulated an-

nealing function

The standard simulated annealing function, o2(t) = 1ng ;» has some very useful properties when

used for global optimization. First of all, its value decrease relatively slowly and, therefore, it
gives the algorithm enough time to discover many regions. In mathematical sense, the variation
of the random walk stays relative big and it does not drop so drastically. It suits to most of the

problems.

However, as could be noted in the previous section, to prove that the stochastic gradient-descent
algorithm converges weakly to 7, we do not need to necessarily use the proposed simulated

annealing function o2(s), but could use any other as long as it proves the lemma.

One of the effects of such a change would result in convergence rate, that is we could faster
converge to global minimum. Of course, the rate of convergence and, in ours case, simulated
annealing function could have various performance for different applications. However, identi-
fying other potential simulated annealing function and testing them could result in improving
performance either by increasing the rate of convergence or its error accuracy. Hence, we start
by showing some candidates which could be used as a cooling function and, then, we run them

on our test functions to see how they affect the performance.

5.6 Mathematical properties of candidates for simulated an-

nealing function

5.6.1 Functions converging to 1

To show the first class of functions of possible candidates for simulated annealing, we start from

defining the set of functions 7, which is a set of all functions monotonically converging to 0:

Fi:R"—=>R:VYreR: f(x) >1Af(z) > 1lasx — o0 (5.19)

The possible new candidates for simulated annealing function could be now defined as:

c 1
= oa(s) m (5.20)

o*(s)

where: f € F.
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Now, to show that such a choice would not change the properties of the stochastic gradient-

descent algorithm, the following proof is presented:

log B(s,u) 2
/ |b(Y < log s 1 0_2(5)du (5.21)
M? ot ?
< / og 851 1\ 4 (5.22)
a?(s) Jo log s
M? t logu 2logu
= -1 d 2
0'2(8)/0 (10g5 > log s “ (5:23)
M?1 L 21
st [ (1w -
c o \logs log s
constant tou 2
< — ——=1)d 2
—  log(s) f(s)/o (s ) “ (5.25)
From our assumptions, we know that:
f(s)>1 (5.26)
Hence: .
constant U 2
—_ ——=1) d 5.27
log(s) f(S)/O (s ) b (5.27)
constant (B(s,t) — s)3
2
RIOR (5.28)
constant
. 5.29
o 1) (5.29)
Now, we know because:
Slggo f(s)=1 (5.30)
and: rant
constan
lim ———— = 31
smr06 log(s) 0 (5:31)
we have: rant
constan
—_— 0 5.32
o) = (5:32)

which completes our proof.
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5.6.1.1 Tested example of function converging to 1

In our work, we test one candidate for a simulated annealing function and test its influence.

The function, as shown above, needs to satisfy the following assumptions:

e VxeR: f(x) >0

e lim, o f(s) =1
The function which satisfies those conditions is:

F@) = % +1 (5.33)

and this function is used in our tests. Hence, our simulated annealing function is now:

o?(z) = m (5.34)
5.6.2 Functions of form ’\L/W
In this subsection, we try to show how we could use the functions of the following form:
o?(z) = ¢ ! (5.35)

log(z) 1/log(x)
for all n > 1.
The propose simulated annealing function would be now:

Now, to show that adding a function of such a from would not change the convergence properties

of the stochastic gradient-descent algorithm, the following proof is presented:

/\b <logﬁ(s “)—1>2 L (5.36)

log s a?(s)

[ (e Y, 537

M2 [t/] 7]
— /(Og“—1> B (5.38)
0

IN

o?(s) log s log s
M?] t /1 2]
- Og(s)f(s)/ 08U 1) 28U, (5.39)
c o \logs log s
constant b 2
< - ——1) d 4
—  log(s) f(s)/o <5 ) “ (5.40)
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From our assumptions, we know that:

f(s) = {/log(s) (5.41)

Hence:

constant \/7/ u 1 du (5.42)
log
< constant \/7/ u 1 du (5.43)
log

constant (B(s,t) — 8)3
=— VI e a—— 44
log(s) Og(s) 82 (5 )
constant
— V1 4
< S 3/ loR(s) (5.45)
< co?stcmt (5.46)
~/log(s)
Now, we know because: tant
lim S _ g (5.47)
s—oo  log(s)
then:
lim Constant (5.48)
$§—00 17?{/10g(5)
we have: tamt
constan —0 (5.49)

1 y/Tog(s)
which completes our proof.
5.6.2.1 Tested example of function converging to 1 of form {/log(x)

As has been shown above, the other possible candidate for simulated annealing function can be:

oi(r) = —5—— (5.50)

where n € R and:
n>1 (5.51)
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5.7 Evaluation Methodology

To test the proposed changes to the algorithm, we measure the performance of the algorithm

against based on two metrics:

1. Number of function evaluations

2. Error accuracy:

error = f(z,) — inf f(2) (5.52)
z€[a,b]

where z, is the obtained solution, and z’ is the true global minimum.

3. Execution Time

Each of the method is tested over various domains. We plot whisker plots from the obtained
results. The proposed annealing functions are tested on three functions described in the back-
ground. The performance of the proposed methods is measured against the original version of
Stochastic Gradient Descent. In the presented graphs for each function, the following notation

is used:

e Standard Log - results for the standard cooling function: T'(¢,c) = m

C

e Modified Log - results for cooling function: T'(¢,c) = Er=y =
T oa(ir

. . . _ c
e Decreasing To One - results for cooling function: T'(¢,¢c) = ) losr2)
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5.8 Results

The number of simulations is n = 100. We run the algorithm with the given cooling function

until it stops. The domain of the algorithm is 2-dimensional, that is f : R? — R.

5.8.1 Results for Pinter Function

Another test function is Pinter Function f(z) for multi-dimensional vector x, where x* is the

desired global minimizer, is:

f(z)=s Z(l’z —27)? +sin?(g1 Py (z)) + sin®(go Po(z)) (5.53)
i=1

Pi(z) = (zi—2})®+ ) (2 — =) (5.54)

i=1 i=1
Pyx) = (i — x}) (5.55)

i=1
The values of the variables are:

s = 0.05; (5.56)
g1 = 20; (5.57)
g2 = 10; (5.58)

The graph below shows the number of function evaluations (log-scale) before the algorithm

stops:
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The graphs below shows the accuracy error (log-scale) achieved by the algorithm and the exe-

cution time (log-scale) of the

10’ Standard Log

algorithm with different cooling functions:
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5.8.2 Results for Michalewicz Function

The first function we use to evaluate our method is Michalewicz Function. For n-dimensional

case, it is of the following form:

2

fla) =" sin(a;) sin®™( ) (5.59)
j=1

Now, to use that function in our gradient-descent optimization techniques, we need to calculate
its gradient, which is:
0f(x) ix? i’z ix? ix?

o cos(x; sin2m(7i) + 4mﬂ—2i sin(x;) sin2m*1(7i) cos( 7rl ) (5.60)

The graph below shows the number of function evaluations before the algorithm stops:
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The graphs below shows the accuracy error achieved by the algorithm and the execution time

of the algorithm with different cooling functions:
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5.8.3 Results for Restrigin Function

The last function used for evaluation is Restrigin Function:

fl@)=An+ Y (2} — Acos(2r;)) (5.61)
j=1
Its gradient is:
5§a(cm) = 2z, + 2Amsin(2nz;)) (5.62)

We are testing the function for A = 10. The domain is enclosed between 0 and 100% for each

dimension.

The graph below shows the number of function evaluations (log-scale) before the algorithm

stops:
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The graphs below shows the accuracy error (log-scale) achieved by the algorithm and the exe-

cution time (log-scale) of the
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5.9 Conclusions

As can be noted from the results presented above, there is no uniform pattern across various
test functions. Hence, we start the analysis of the proposed method by considering each test

function separately.

5.9.1 Michalewicz Function
5.9.1.1 Number of Function Evaluations

There is no apparent difference in the number of function evaluations when the standard log
cooling function and the modified log cooling function are used. However, when the ’decreasing
to one’ cooling function is used, it results in the increase in the number of function evaluations.
The reason for this could stem from the fact that using that cooling function offers higher
decay of the noise factor. Hence, the method would ’cool’ more quickly and it could lead more
frequently than other methods to local minima. In the case of Michalewicz function, when there
are O(!N), where N is the size of dimensions, the number of local minima is very high. Hence,

the proposed cooling function might needlessly explore the local minima.

5.9.1.2 Accuracy Error

In this category, the best performing method was the ’decreasing to one’ cooling function. The
reason for this might be the property discussed above, that is the function tends to explore more
local minima and is more likely to find a minimum. However, the difference is not significant

and could result as a statistical random difference.

5.9.1.3 Execution Time

As the proposed cooling functions do have similar computational complexity, there is no signif-
icant difference in the execution time. The execution times also seem to agree with the pattern
of the number of function evaluations, that is the highest execution time is when the ’decreasing

to one’ cooling function is used.

5.9.1.4 Michalewicz Function Conclusion

Summing up, there is no dominant strategy of choosing one cooling function over the others.
As has been discussed above, there is a trade-off between the number of function evaluations
or execution time and the accuracy error. When the number of function evaluations is meant

to be minimized (for example, when function evaluation is very expensive), then the standard
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log or the modified log cooling function should be preferred. However, when we are keen on

minimizing the accuracy error, we should prefer the ’decreasing to one’ cooling function instead.

5.9.2 Pinter Function

5.9.2.1 Number of Function Evaluations

Similar as in the case of Michalewicz Function, the least number of function evaluations resulted
from using the standard log or modified log cooling function. However, the difference is not
as significant as it was in the case of Michalewicz Function. It might confirm our theory that
the different behavior results from the smaller number of local minimum in case of the Pinter
Function, that is the cooling functions behave differently when there are different number of

local minima.

5.9.2.2 Accuracy Error

All three functions performed extremely well in finding the global minimum and there is no

apparent difference between using them.

5.9.2.3 Execution Time

The pattern is the same as for the number of Function Evaluations.

5.9.2.4 Pinter Function Conclusion

The results for the Pinter Function seem to confirm our conclusions for Michalewicz Function,
that is the number of local minima influences which cooling function should be used. However,
as there is no apparent difference in accuracy error between the proposed cooling methods, and
the standard log and modified log cooling functions perform better than the ’decreasing to one’
cooling function in terms of the number of function evaluations and execution time, we conclude

that for the Pinter Function it is not preferred to used the 'decreasing to one’ cooling function.

5.9.3 Restrigin Function

5.9.3.1 Number of Function Evaluations

Similar as in the case of both Michalewicz Function and Pinter Function, the least number of

function evaluations is found when using the standard log or modified log cooling function.
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5.9.3.2 Accuracy Error and Execution Time

The substantial better accuracy error and smaller number of function evaluations are achieved

when using the ’decreasing to one’ cooling function.

5.9.3.3 Restrigin Function Conclusion

The results for the Restrigin Function seem to confirm our conclusions from the previous func-
tions: the standard log and modified log cooling functions lower the total number of function

evaluations, but the ’decreasing to one’ cooling function results in lower accuracy error.

5.9.4 Final Conclusion

The final conclusion might suggest that there is a difference in performance when using different
cooling functions and each of the proposed functions offer some trade-off when using for spe-
cific function. In particular, we could use the standard log and modified log cooling functions
interchangeably without any significant impact on performance in case of our test functions.
In general, those two cooling functions performed better than the ’decreasing to one’ cooling
function. However, in the situation when the number of local minima is substantial and we are
keen on sacrificing the execution time or number of function evaluations for the sake of accuracy,

we might consider using the ’decreasing to one’ cooling function.

The results from testing the proposed cooling functions show that there is a variety of other

cooling function, except for the most widely used: T'(¢,¢) = that retains its mathematical

- log((tj—l—Z)
rigorousness, but offering slightly different behavior. It seems that the specific behavior of
different cooling functions might depend on the specific problem. Hence, using different cooling
functions might be used as a tuning of algorithm to the specific problem.That result shows the

potential for method and the usefulness of analyzing various approaches to cooling function.

However, one of the biggest weaknesses of the proposed method is that we have only heuristics
how they might work for different problem. Hence, it might be necessary to run different
methods for new problems to asses their performance. In addition to this, another weakness is
that no cooling function might be considered a dominating one in the sense that it performs
better than another considering all statistics. Therefore, we might reason if, for example, we

are keen on sacrificing the execution time for the sake of achieving the better result.

We also think in the future works it might be useful to run the proposed methods on more test
problems to determine their exact properties and behavior under various circumstances in order
to create heuristics or more mathematically rigid methods for choosing the most appropriate

annealing function.



Chapter 6

Stochastic Gradient Descent with

Point Repetition Avoidance

6.1 Problem Introduction

In the previous chapter, we consider Stochastic Gradient Descent Algorithm [13]. It is as follows:
X0)=yeF (6.1)
dX(t) = =V f(X(t))dt + /2T (t)dB(t) (6.2)

where B(t) is the Brownian motion in R"™. T'(t) is called annealing schedule and is used to

decrease the effect of random variables over time. T'(t) is defined as:

C

T(t) = g2 1 D) (6.3)

where c is problem-dependent positive scalar.

However, one of the problems of the described algorithm is that currently there is no mechanism
to prevent the algorithm from exploring the already explored areas. The next point at time ¢

has the following probability distribution:

Tigr ~ N (2 — Vf (1), 2T(t)) (6.4)

In has been proven in [14] that the method is weakly convergent. As can be noted, every point

has non-zero probability of being at any other place, even coming back to the previous position.

82
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6.2 Avoiding Point Repetition

Avoiding exploring the already explored regions should not affect the problem accuracy, but
it might decrease the number of function evaluations. The proposed method of avoiding the

repeated exploration is adding the following term to the stochastic differential equation:

t X — IS 2
K(t) = a / (2(t) — 2(5)) exp (”(t)(”?> ds (6.5)

max(0,t—C) B

where the term C' is the limit of number of points used in the algorithm. One of the main
advantages of that is that we do not need to keep track of all the points from the start, but we
could prune them and keep only C latest ones of them. In addition to this, it is supposed to
prevent the algorithm from getting stuck and creating local minima towards which the trajectory

is drawn.

The stochastic differential equation evaluated at each time is now:

dX(t) = =V (X (1))dt + K(t) + /2T (t)dB(t) (6.6)

t

— (s 2
dX(t) = —~V(X())dt + o / (z(t) — 2(s)) exp <Mds> + /2T (H)dB(t)

max(0,t—C) B 6

The next point has now the following distribution:
xp1 ~ N (e — Vf(x) + K(t),2T(t)) (6.8)
Ter1 ~ N (m VY f(z) +a /n: NG CEF O (W) ds, 2T(t)> (6.9)

6.2.1 Weighted Trajectory Points

Another tested version of the proposed modification takes into account how current the given

point is, that is it weights the influence of the points trajectory encountered:

K(t) = oz/t t =2 a(t) — a(s) exp <M> ds (6.10)

maz(0,t—C) B
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Hence, the next point in the trajectory is now defined as:

¢ -5 z(t) — z(s)]|2
T ~ N (:L‘t =V f(z) + a/ t (x(t) — z(s)) exp <”(t)5()’2> ds, 2T(t)>

maz(0,t—C) ¢

6.3 Mathematical properties of K ()

Intuitively, the additional term K (¢) can be considered to be a dynamic bias against the explored
regions, for example, if the algorithm is between two relatively explored areas, the term K (t)
will be close to zero and the trajectory is not modified. Similarly, when a point is well-explored
areas, the term K (t) also will be zero and the trajectory is also evaluated as it was in the
original version of the algorithm. However, once some point is reached while the other point
have already been explored, the trajectory is discouraged by continuing the exploration of that

region.

More rigorously, the algorithm stops when the convergence is reached, that is we have:

|Tp1 — x| < € (6.12)

It means that the value of K (¢) should decrease to zero for the algorithm to stop:

lim K(t) =0 (6.13)

t<—o0

However, the value of K(t) for some point x(¢) whenever the trajectory has evenly explored the
points around the point. Therefore, the trajectory is encouraged to explore the region more

evenly, which means avoiding exploring the already explored regions.

6.4 Numerical Integration

To evaluation the term K (t), we need to calculate the following integral for the first version of

the proposed change:

t z(t) — z(s)]3
K(t) = a/ (x(t) — xz(s)) exp <M> ds (6.14)

max(0,t—C) B

For the weighted version of the proposed change, we have:

t — S X — XS 2
K(t) = a/ 22 alt) — a(s)) exp (”(t)()”?> ds (6.15)

max(0,t—C') B
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However, the integrated function is not continuous, hence we need to use a numerical algorithm

to evaluate it. In this dissertation, we use the following method for integral evaluation:

/lef(x)dle);‘l<]'é®+§<f <a+kb;a>)+ﬂ;)> (6.16)

In the given algorithm, the size of time-step k is 1. Furthermore, at time ¢t we have only ¢

number of points. Hence, we have n =t and the integral is evaluated as:

t xr — IS 2
K(t) = a /0 (w(t) — 3(5)) exp (”@ﬂ()'b) (6.17)
and: )
k(s) = (a(t) — 2(s)) exp (W) (6.18)
or: B ) (s 5
k(s) = © 2 (alt) — a(s) exp (W) (6.19)

n—1 -
SR CC) ) (R ) e

n—1
K(t) ~ k(20) +) k(s)+ k(;) (6.21)
s=1

6.5 FEuler Numerical Solution to SDE

Using the Euler solution to Stochastic Differential Equation, we have:

Th+1 = Tk — Vf( ( ) dt + K + \/ dB (6.22)
Trar = 25 — VF(X(8)dt + a / t k(s)ds + /2T (t)dB(t) (6.23)
max(0,t—C)

Substituting the numerical solution to the integral, the trajectory is updated at every iteration

with the following equation:

Trp+1 =2 — V(X(2)) ( + Zk + > + /2T (t)dB(t (6.24)
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6.6 Evaluation Methodology

In this chapter, we run the experiments to determine whether or not the addition of the proposed
term influence the number of function evaluations and the trajectory taken by the algorithm.
We run simulations on the three test functions and take note of the following outcomes:

1. Number of function evaluations

2. Execution time

3. Accuracy Error

4. Number of repeated points within some interval, that is the cardinality of the following

set: [ {zis.t.3x5,1 # j, |xi — x| < €} |

The results are compared against the original Stochastic Gradient Descent Algorithm. We run
two version of the proposed added term:
1. Time-weighted points

2. Equally weighted points
From the initial tests, we have determined that the most promising values of « and § are:

o av=—1

o f=-2

Hence, we run simulations using those values. We run N = 100 for each function to get an idea

about the performance of the proposed changes. The epsilon value is € = 0.1.

In graphs produced from results, we are going to use the following notation for marking what

method was used to produce given results:

1. Std. SDE: Standard Stochastic Gradient Descent algorithm. It is the original version of

the algorithm as presented in [? ].

2. Equal K(t): the algorithm with added the integral term K (t), where each of the past
points contributes equally to the final value of K (t).

3. Weight K(t): the algorithm with added the integral term K (t), where each of the past

points contributes the final value of K(t) proportionally to how recent it is.
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6.7 Results

The number of iterations is n = 100. Every iteration we run the algorithm with the given cooling

function until it stops. The domain of the algorithm is 2-dimensional, that is f : R? — R.

6.7.1 Pinter Function

Another test function is Pinter Function f(z) for multi-dimensional vector x, where x* is the

desired global minimizer, is:

flx)=s Z(l’z —27)? +sin?(g1 Py (z)) + sin®(go Po(z)) (6.25)
i=1

Pi(z) = (zi—2})®+ ) (2 — =) (6.26)

i=1 i=1
Pyx) = (i — x}) (6.27)

i=1
The values of the variables are:

s = 0.05; (6.28)
g1 = 20; (6.29)
g2 = 10; (6.30)

The graph below shows the number of function evaluations the algorithm takes:

<« 10° Std. SDE x 10° Equal K() « 10° Weight K(t)
3 5F =
-+ + -+
s 4 ar e .
sk 4
—
3.5 E 3.5 7 ! T
| |
Lo .
» w al B w 25 | _ T |
= a3 - = - = | T | |
s s ‘ s L b
£} - s : < P
« i = L T | | o L | 1 T ! |
5 2.5 ! B o 25 | | I | :
= | _ = ! | T = ! ]
s _ - i T = i ! i T 2 !
g T ‘ g .l Lo g
2 ! B E] i S L 4
5 | el T 2 1.5
=] = I =]
5] T sl ! _ 5 7
& - - = | =1 !
E'® 1 E E o
= : = ; = L
- . [
1| i 7 i - 1 } - iR
L |
I
|
4

I
|
I
I
I
}
o5 |
I
I
I
i
i

i
|
|
I I
i i
| |
| |
| |
| |
I I
i i
| |
N 4
1 = 3 a 5 1 2 3 4 5 1 2 3 a 5
100-Base Log 100-Base Log 100-Base Log

FIGURE 6.1: Number of Function Evaluations for Pinter Function



Chapter 6. Stochastic Gradient Descent with Point Repetition Avoidance

88

The graphs below shows the accuracy error achieved by the algorithm

of the algorithm with different cooling functions:
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The last graph presents the number of unique points explored by the algorithm:
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6.7.2 Results for Michalewicz Function

The first function we use to evaluate our method is Michalewicz Function. For n-dimensional
case, it is of the following form:
T

f(z) = Zsin(xi)sinzm(—) (6.31)

Now, to use that function in our gradient-descent optimization techniques, we need to calculate
its gradient, which is:
of(x) ix? i’z 2 ix?

MiquwwﬁwMﬁ#mmmmﬂ%mM#) (6.32)
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The graph below shows the number of function evaluations the algorithm takes:
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The graphs below shows the accuracy error achieved by the algorithm

of the algorithm with different cooling functions:
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The last graph presents the number of unique points explored by the algorithm:
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6.7.3 Restrigin Function

The last function used for evaluation is Restrigin Function:

fl@)=An+ Y (2} — Acos(2r;)) (6.33)
j=1
Its gradient is:
5§a(cm) = 2z, + 2Amsin(2nz;)) (6.34)

We are testing the function for A = 10. The domain is enclosed between 0 and 100% for each

dimension.

The graph below shows the number of function evaluations the algorithm takes:
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FIGURE 6.9: Number of Function Evaluations for Restrigin Function
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The graphs below shows the accuracy error achieved by the algorithm

of the algorithm with different cooling functions:
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FIGURE 6.10: Accuracy Error for Restrigin Function
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The last graph presents the number of unique points explored by the algorithm:
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FIGURE 6.12: Number of unique points for Restrigin Function

6.8 Conclusions

6.8.1 Observations

For each of the tested functions, the number of function evaluations for different sizes of domain
is approximately the same. There is no general advantage of using one method over another.
However, it can be noted that every method performs differently for different domain. In
particular, adding the point avoidance term K (t) performs better when using bigger domains in
terms of error accuracy, that is it is more likely to find the better solution before the termination
conditions are met. Another trend we spotted is the fact that the bigger the size of domain, the
better the proposed methods perform. However, as can be noted, that improvement comes at
some price: execution time increase almost ten times. That result is not surprising as we need
to iterate through C' = 1000 last points to evaluate the integral term K(¢). It is both CPU-
and memory-intensive. Those conclusions are based on the results from Pinter and Michalewicz
functions. In the case of Restrigin function, the algorithms almost always find the true, global

minimum for the given termination conditions.

Another trend that could be noticed is that there is not much improvement in the unique
number of points evaluated when we add the proposed integral term K(¢). Considering that
the accuracy error has improved, that result is surprising. However, it could be explained by

the fact that although the number of unique points stays roughly the same, the distribution of
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the evaluated regions changes, that is the trajectory is encouraged by the term K (t) to evaluate
points that are considerably separate from each other while the original version might result in
evaluating many different points, but in the same neighborhood or convexity region. This result
shows that the trajectory in the original version of the algorithm is more suited for exploring
local convexity areas, while the proposed term K (t) encourages points that are more evenly

distributed across domains.

6.8.2 Locality Problem of Accumulated Historic Points for K(t)

In the resultant graphs, it is visible that although the means of accuracy error in case of the
proposed changes are better than those of the original algorithm, the proposed changes have
much bigger standard deviation. Although on average the proposed methods outperform the
original algorithm, there are also cases that when their performance is much worse. To find
out the reason for this, we ran another set of simulations. We focus on Pinter function, and
notice that the proposed method might get stuck. The following graph shows a couple of initial
iterations of the first proposed version of the algorithm when its trajectory gets stuck. The
results are taken for domain: 0 — 10 in one dimensional problem. The domain is deliberately
small to see how it affects the trajectory. The red dot is the current position of the trajectory

at a given iteration. The blue line represents the Pinter function.

Trajectory for Pinter Function, Iteration = 1, K(t) =0
6 1 I 1 T
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FIGURE 6.13: Algorithm Trajectory - Step 1
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Trajectory for Pinter Function, Iteration = 2, K(t) = 0.75
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FIGURE 6.14: Algorithm Trajectory - Step 2

Trajectory for Pinter Function, Iteration = 3, K(t) =-16.5
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FIGURE 6.15: Algorithm Trajectory - Step 3
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Trajectory for Pinter Function, Iteration = 4, K(t) = 25
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FIGURE 6.16: Algorithm Trajectory - Step 4
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FIGURE 6.17: Algorithm Trajectory - Step 5
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6.8.2.1 Trajectory Local Looping

We conclude that the trajectory gets stuck and cycle between two points: 0 and 10. Those
points are boundary limits. We also observe is that as the trajectory proceeds the value of K (t)
gradually and considerably increases. It can be understood when the numerical integration of

that term is analyzed:
n—1
k(0) k()
K(t) ~ — — .
(t) ~ « ( 5 + SEZI k(s) + 5 (6.35)

where:

— XS 2
k(s) = (2(t) — 2(s)) exp (W) (6.36)

Hence, as the algorithm proceeds, the points are accumulated and the value of the integral
term K (t) grows whenever the trajectory happens to deviate from the majority of the past
points. For small domains the described problem results in the trajectory ’bumping against’
box constraints very quickly due to the high value of the integral term K (t) and, therefore,

prevents the algorithm from achieving any sensible results.

6.9 Conclusion for No Constraint Problem

As has been shown in the previous sections, the proposed method can perform very poorly
in certain cases for relatively small box-constraints. Hence, we decided to test the proposed
methods on the cases when there are no constraints at all. The results are taken only for Pinter

function.

In the graphs below, the methods are indexed as follows:

1. - Original Version of Stochastic Gradient Descent
2. - Stochastic Gradient Descent with the integral term K (t)

3. - Stochastic Gradient Descent with the weighted version of the integral term K (t)

The first graph shows the error accuracy for all the considered algorithms. The next graph

presents the number of function evaluations.

As can be observed, the number of function evaluations is roughly similar in terms of their
means. However, the standard deviation of the number of function evaluations for the standard
Stochastic Gradient Descent is much bigger than those for other two methods. What is more,
the error accuracy for both the standard Stochastic Gradient Descent and its modified version
which uses equal weights for past points are also roughly the same. However, the version of
Stochastic Gradient Descent algorithm with time-weighted past points outperforms the other

two versions of the algorithm.
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That results, that is the better performance of the version of Stochastic Gradient Descent
algorithm with time-weighted past points, is quite different from the results for constrained
problems. It could be explained by the fact that in unconstrained case, there are no boundaries
which create the loop between a small set of points. It also shows the potential of using the

past points when considering the trajectory in Stochastic Gradient Descent algorithm.
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6.10 Weaknesses of Method

One of the biggest weakness of the proposed methods is the fact that they might perform
extremely bad for constrained cases. What is more, whether or not the trajectory will loop
between a couple of points is determined very early, within a few first iterations. Another
disadvantage of the method is that we need to carefully chose the values for «,  and C' (number
of past points considered). However, finding the most appropriate values for those variables

might be simply viewed as another optimization problem.

The method is also extremely time-consuming in comparison to the original version of the
Stochastic Gradient Descent. At each iteration, we need to keep track of the last C' points and
we need to evaluated our K(t) function. However, such an approach results in considerable
slow-down. Therefore, using the proposed methods make sense, but only in the situations when
objective function is also computationally hard to compute. Then, the additional cost of using

the proposed methods is not considerable and could be neglected.

6.11 Final Conclusion and Future Works

We show the advantage of using the past points when considering the next evaluated point for
a trajectory in the Stochastic Gradient Descent. In particular, we show that using the proposed
methods might considerably improve the accuracy of the algorithm without any significant im-
pact on the number of function evaluations. We present that using the time-weighted past points
might outperform the original version of Stochastic Gradient Descent algorithm. However, that
improvement comes at certain price: execution time substantially increases. We have also en-
countered and explained the problem of the trajectory falling in the loop of traveling between
only a small number of boundary points when the proposed methods are used for problems with

small domains. That problem does not seem to present when there are no constraints.

In the future, the proposed methods could be improved by finding possibly other, more appro-
priate values for o, 8 and C. However, finding those values might be just another optimization
problem. What is more, the proposed methods require extremely efficient implementations
so that the impact of keeping track and analyzing the past points on the overall algorithm

performance is not considerable.



Chapter 7

Protein Structure Global

Optimization

7.1 Problem Introduction

In this chapter, we present how our proposed techniques could be used to find out and predict

what the most likely structure of proteins is.

Prediction of protein structure involves finding the tertiary structure of a protein with the least
energy level, that is the one that is the most stable. Due to its chemical properties, after some

time proteins will stabilize and reach its most stable state.

Protein structure prediction has many useful applications, especially in biomedicine and drug
making. One of the most significant is finding out the predicted tertiary structure of proteins in
drugs, which then is used to model the effect of drugs on different bacteria and viruses. Another
useful application of protein structure prediction is the analysis of how different protein might

react under various external conditions.

In this chapter, we choose a protein structure prediction model AB off-lattice model, described
in [15] and test our proposed changes to global optimization techniques to see how successful

they are for practical applications.

7.2 Protein Structure Model

FEach protein structure prediction model makes different assumptions. In this dissertation, we
test our proposed changes on one of simplified models. The simplified model is described in
[16]. The difference between the original AB off-lattice model is dropping the constrain that

the distance between neighbor proteins should be equal to 1 as described in [17].

101
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In the model used for our tests, only two types of amino acids are used: hydrophobic, denoted
by capital letter H, and hydrophilic, denote by capital letter P. It is also assumed that the
only interaction is between non-adjacent, neighboring hydrophobic monomers. Despite such
seemingly significant assumption, the model is still used in practice with satisfying results.
More complex model, that would be more suitable for bigger problems, would also consider the

forces between local neighbors and acids within monomers.

7.3 Model Details

7.3.1 2-Dimensional Problem

The 2-Dimensional Protein Structure in AB Off-lattice is expressed as:

n—2 n—2 n
E= ZEe(i) + Z Z Er(rij, &, &) (7.1)
i—2

i=1 j=i+2
where: )
E@(Z) = 1(1 — Uj * ui+1) (7.2)
and:
E e =4 |r72 o N8 7.3
LJ(szgzagj) r; (glagj)ri]’ (7.3)

Finally, the constant C(&;,&;) is defined as:

+1 fi:A/\ﬁj:A
C,&)={+% &=DBANE =B (7.4)
L (G=AANG=B)V(&=BAE=A)

In the model expressions above, u; denotes the position of ith monomer. The distance between

residues ¢ and j is denoted as r;;.

In the assumed model, the objective function f is the energy functional E.

7.3.2 3-Dimensional Problem

The used protein structure 3-dimensional prediction model assumes that the energy function

for any n monomers chain is expressed by:

n—3

n—2 n—2 n
E = ZEQ(Z') + ZET(Z') + Z Z Epj(rij, &, &) (7.5)
i—1

i=1 i=1 j=i+2
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where:
EQ(Z) = Uj * Uj41 (76)
and: )
Er(i) = —5ui - uita (7.7)
Ery(rij, &, &) = 4C (&, &) [7“1-_12 - 7“@-_3-6] (7.8)

Finally, the constant C'(&;,&;) is defined as:

+1 fZ':A/\fj:A
Clé,&))=q+% &=BNE =B (7.9)
+ (&':A/\ijB)\/(gizB/\ijA)

D=

D=

In the model expressions above, u; denotes the position of ith monomer. The distance between

residues ¢ and j is denoted as r;;.

The graph below shows the possible representation of proteins in the Cartesian coordinate

system:

FIGURE 7.1: Possible representation of 3-Dimensional Protein Folding in the Cartesian coordi-
nate system

The graph below shows the possible representation of proteins viewed as chemical monomers:

N=34 N=55

FIGURE 7.2: Possible representation of 3-Dimensional Protein Folding
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7.4 Input Framework

Our test cases are obtained using Fibonacci sequences of proposed amino-acids. They are defined

as:
So=A (7.10)
S1=B (7.11)
Sn+1 = Sn—l * Sn (7.12)

where * is a concatenation operation, that is combining amino-acids sequences of S,,_1 and 5),.

The examples are:

1. =4

2. 54=8B

3. SQZSo*Sle*B:AB

5. 84 =5%S3=AB+« BAB = ABBAB
where the symbol A denotes hydrophobic amino-acid and the symbol B stands for hydrophilic
amino-acid.

As other example, we will show how to use the function C'(&;,¢;). Let us assume the amino-acid

sequence is:
¢ =ABBAB (7.13)

Now, the function for i = 1 and j = 2 is defined as:

C(61,62) = C(A,B) = — (7.14)

The following table presents how the structures are created:

Fibonacci Sequence Index Fibonacci Sequence Number of Acids Used
0 A 1

B 1
AB 2
BAB 3
5

8

ABBAB
BABABBAB
ABBABBABABBAB 13
BABABBABABBABBABABBAB 21

~N| OO | W N~
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7.5 Gradient Evaluation

The gradient and its derivation of the presented AB off-lattice model is in Appendix A. In this

section, we only show the final form for 2- and 3-Dimensional versions of the problem.

7.5.1 Gradient for 2-Dimensional Model

For 2-Dimensional version of the problem, we have:

SE _ 6Ey(i) N 0Eg(i —1) n Zn: I IGTRINT) +§5ELJ(Tji7§j7€i)

Jj=t+2 7j=1
0E  6Ep(i)  O6Ep(i—1) "\ 6By (rij, &y &) — OELy(15i,€5,&)
oF _ n N n 7.16
0Yi 0Y; 0y; j;z 0yi ; 0yi (7.16)

for each monomer, which has the coordinate (x;,y;).

7.5.2 Gradient for 3-Dimensional Model

For 3-Dimensional version of the problem, we have:

7

OF _ 5E9(7,) i (5E9(Z — 1) 4 i (5ELJ(TZ‘j,§i,§j) —I—Z (5ELJ<7"]‘Z‘,£]‘,§Z‘> 4 5E(Z)7— 4 (5E(Z + 2)7—

Txi 0x; ox; = ox; : ox; ox; 0x;
j=i+2 7=1
(7.17)
0E _ 0Ep(i) _|_5E9(i - 1) n i 0EL(rij, &is &) +i 6ELy(rji, &, &i) n SE(i)r N SE(i+ 2);
0Yi dyi 3Yi Sy 8Yy; = Sy oy oy
(7.18)
oFr B 5E9(l) 5E9(i— 1) " (5ELJ(7‘Z']',&,§]‘) ! 5ELJ(Tji7§j,£i) 5E(Z)T 5E(i+2)7-
572’1‘ N (SZZ' + 521' + Z (SZZ' +Z 521' + 5Zi + 52@'
J=t+2 7j=1
(7.19)

7.6 Problem Constraints

For the described problem, we use box constrains for each dimension. The given protein is

centered at the origin point of the coordinate system. For 2-dimensional problem, we have:
Vi,0 <1 < N, Tmin < Ti < Tmaz (7.20)

Via 0<e< N, Ymin < Yi < Ymazx (721)

where N is the number of acids used.
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In addition to both constraints, we have the following constraint for 3-dimensional version of
the problem:
Vi,0 <i <N, zZmin < 2i < Zmaz (7.22)

7.7 Evaluation Methodology

All of the tested methods are applied to the described practical application of global optimization
for finding the most optimal protein folding. The methods are numbered as:
1. Random Sampling of Starting Points (Chapter 3)
2. Sampling of Starting Points with Gaussian Processes (Chapter 3)
3. Stochastic Gradient Descent with the standard logarithmic cooling function (Chapter 4)
4. Stochastic Gradient Descent with the modified logarithmic cooling function (Chapter 4)
5. Stochastic Gradient Descent with the ”decreasing to one” cooling function (Chapter 4)
6. Hyperbolic Cross Points with Non-Adaptive Point Ranking (Chapter 5)
7. Hyperbolic Cross Points with Adaptive Point Ranking (Chapter 5)
8. Hyperbolic Cross Points with Stochastic Point Ranking - Version I (Chapter 5)
9. Hyperbolic Cross Points with Stochastic Point Ranking - Version II (Chapter 5)
10. Stochastic Gradient Descent - Using Past Points Version I (Chapter 6)
11. Stochastic Gradient Descent - Using Past Points Version II (Chapter 6)
We run the simulations with different dimensionality for 2- and 3-Dimensional Problem. For
each run, we take note of the total number of function evaluations, the achieved error accuracy
and the execution time. We run the simulations for the proteins that contain the following
acids:
1. BABABBAB

2. ABBABBABABBAB

For each configuration, we run the algorithms N = 15 times.
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7.8 Results

7.8.1 2-Dimensional Protein Folding Results

7.8.1.1
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7.8.1.2
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7.8.2 3-Dimensional Protein Folding Results

7.8.2.1 Results for protein types: BABABBAB

Accuracy Error

x 10° Protein Folding Result - Dimensionality=3D, Number of Acids =8

I —— -
| i
- ! |
| 1
I -+
I
B | | I i
! i i ! !
! |
- I
I
| _
| i lj
T
- - — L ! !
I
‘ ! i i
i I ! 1 1
= I | ! —+ 1
| ! ! 1
| I ! 1
| ! | 1
- ! | i i
i 1 1 -+ 1
! |
— I I
I I
I I
I !
| L
~ I
I
I
i
1 2 3 4 5 (=] 7 =3 =) 10 11

Optimization Method Index

FIGURE 7.5: Protein Folding Results for 3 Dimensions and 8 proteins

7.8.2.2 Results for protein types: ABBABBABABBAB
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7.9 Conclusion

7.9.1 Conclusions for 2-Dimensional Protein Folding

7.9.1.1 Conclusions for protein types: BABABBAB

For 2-dimensional problem with the given acid types, the graph shows that the best result has
been achieved by using Sampling of Starting Points with Gaussian Processes. However, it is also
a method with the greatest variance. Another, almost equally successful method is Hyperbolic
Cross Points using Non-Adaptive Ranking and Stochastic Gradient Descent algorithm with
added non-weighted integral term. Almost all of the other methods converged to the same

solution in all of the simulations performed.

7.9.1.2 Conclusions for protein types: ABBABBABABBAB

The best result was achieved by using Stochastic Gradient Descent algorithm with added
weighted integral term. Another, well-performing method was Sampling of Starting Points
with Gaussian Processes. In comparison to the results for a smaller size problem, the results
achieved by the methods have much bigger variance. What is more interesting, the means of

the results achieved by the methods are much closer to each other than in the previous problem.

7.9.2 Conclusions for 3-Dimensional Protein Folding

7.9.2.1 Conclusions for protein types: BABABBAB

The best result, both in terms of the mean and the minimum, was achieved by the original
version of Stochastic Gradient Descent algorithm. On the other hand, the worst performing
method for this setting of the problem was, both in therms of the mean and the worst results,
Hyperbolic Cross Points with Stochastic Point Ranking - Version I (Chapter 5). Interestingly,
Random Sampling of Starting Points has hardly any variance. Both Adaptive and Non-Adaptive

Hyperbolic Cross Points methods also converged to the same solution.

7.9.2.2 Conclusions for protein types: ABBABBABABBAB

For this setting of the problem, the best performing method was the Stochastic Gradient Descent
Algorithm with the weighted integral term (Chapter 6). It considerably outperformed the rest
of the methods. However, there is no definite worst-performing method. In terms of the mean,
Stochastic Gradient Descent with the modified logarithmic cooling function (Chapter 4) achieved

the worst results. However, the worst results in terms of achieving the maximum energy level



Chapter 7. Protein Structure Global Optimization 110

was achieved by Hyperbolic Cross Points with Stochastic Point Ranking - Version I (Chapter
5).

7.9.3 Final Conclusion

In total, it seems that for the proposed model, the following two methods perform especially

well:

1. Sampling of Starting Points with Gaussian Processes (Chapter 3)

2. Stochastic Gradient Descent - Using Weighted Past Points Version II (Chapter 6)

However, it is important to emphasize that there is no dominant strategy that outperform all
the other methods. The two elected methods perform well in most of the simulations. However,
each of the method offered some kind of trade-off, in particular some of the best performing
methods did achieve a better minimal result, but at the same time they achieve much worse
mean values. What is more, each of the method required different time and memory complexity.

Hence, depending on the resources, some of the methods might be preferred over the others.

7.9.4 Model weaknesses

The biggest weakness of the model is the fact that it uses simplified constraints:
Vi,0 <@ < N, Zmin < T < Traz (723)
Vi,0 <@ < N, Ymin < ¥Yi < Ymaz (724)
where N is the number of acids used.

In addition to both constraints, we have the following constraint for 3-dimensional version of
the problem:
Vi,0 <1< N, Zmin < 2 < Zmax (7.25)

However, in the reality those constraints cannot be clearly justified. In fact, the better approach
would be to assume that the each acid within a protein is at one unit distance from each other,

as described in [17] and presented below:

V(i —zig1)? 4+ (i — yir1)2 + (2 — zi01)2 =1 (7.26)

In other words, the distance between consecutive particles should be equal to one.
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7.10 Extended constraints

To add the proposed constraint which makes sure that the distance between consecutive particles

is equal to one, we add the penalty function:

N
P(r) = Z(l — (zi — 2i41)* — (i — ¥i+1)?)? (7.27)
i=2
and the energy function is now:
Ep(?“, )\) =Fr;+ /\P(T) (7.28)

The updated gradient is now for 2-dimensional problem is now:

OF OF

5;.3 = ML,J+4)\(1—(96i—90i—1)2—(yi—yz'f1)2)(l'z‘—ﬂﬁifl)—4>\(1—(33z‘+1—ﬂ?z’)Q—(%—yzH)Q)($i+1—$z’)
(7.29)

oF oF

5; = 5;‘]—4)\(1—(xi—xi_1)2—(y¢—yi_1)2)(yi—yi_l)—4>\(1—(xi+1—xi)Q—(yi—yiH)Q)(yi+1—yi)
(7.30)

Hence, setting A to high value should result in the constraint being fulfilled and making potential

results more physically accurate.



Chapter 8

Conclusion and Future Works

8.1 Project Approach Overview

The aim of the project is the analysis of back-tracking and stochastic methods used in global
optimization algorithms. Back-tracking methods when used for global optimization algorithms
allow us to take advantage of the already visited and analyzed past points in domain, while
stochastic methods are used to make algorithms less deterministic and more robust to rich
variety of different real-life problems. Back-tracking and stochastic methods analyzed in this

thesis are applied to three main classes of global optimization algorithms:

1. Multi Start Search - running local-search deterministic algorithms from multiple start-

ing points across domain

2. Stochastic Gradient Descent - solving Stochastic Differential Equation which expresses

trajectory

3. Hyperbolic Cross Points - evaluating only points that compose Sparse Grid - ap-
proximation of multi-dimensional function that avoids Curse of Dimensionality type of
complexity: O(N?), where N is the number of points in every dimensions and d is the

number of dimensions

We proposed and analyzed four back-tracking and stochastic methods for Global Optimization
Algorithms. The proposed methods involve:

e Introduction of Gaussian Processes to Multi Start Search in order to mark the

regions that have already been explored and avoid re-exploring such regions

e Introduction of Stochastic Term to Hyperbolic Cross Methods to change the
order of evaluated points, make the method less deterministic and usable for Monte-Carlo

type simulations
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e Analysis and Proof of Convergence of various cooling functions used in Stochastic

Gradient Descent algorithm

e Introduction of Integral Term to Stochastic Gradient Descent algorithm that
keeps track of the past points and decreasing the probability of re-exploring the already

explored regions

8.2 Experimental Analysis Conclusions

For each of the methods, we run the experiments on three functions:

e Pinter function

e Michalewicz function

e Restrigin function
Each of those functions are extremely challenging for a computer to be optimized, but can be
easily solved graphically by a human. The results obtained were analyzed under a few different
statistics:

e Number of function evaluations

e Accuracy error

Execution time

e Number of unique evaluated points

8.2.1 Introduction of Gaussian Processes to Multi Start Search

This method has proven to be very successful. In particular, the experimental results show
that the number of function evaluations decreased for all of the tested methods. The accuracy
error achieved by the method is also better than that for Random Starting Point Search. In
particular, we conclude that the method works considerably well for small domains. After the
closer analysis, we also conclude that the main challenge when using Gaussian Processes in Multi
Start Search Algorithm is the additional computational complexity, especially when there is a
huge number of local minima. One of the future works for that method could involve tackling
that problem by, for instance, testing various methods of merging and setting value of standard

deviations as well as efficient parallel implementation.
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8.2.2 Introduction of Stochastic Term to Hyperbolic Cross Points

Another tested method involved adding Stochastic Term to Adaptive Ranking used in Hyper-
bolic Cross Points. After running simulations for that method and comparing the results against
other ranking methods Adaptive and Non-Adaptive Rankings, we conclude that, although the
proposed changes do not impact algorithm performance in terms of number of function eval-
uations or error accuracy, the main effect of introducing Stochastic Term to Ranking is the
introduction of bigger variance in the final results. Therefore, the biggest advantage of using
the proposed method is making Hyperbolic Cross Points less deterministic and usable for Monte-
Carlo-type and batch simulations. The method does not impact negatively on the performance
of Hyperbolic Cross Points method when compared to using Adaptive ranking, because in both
cases the most computationally exhaustive part is keeping the list of candidate points sorted.
Hence, we also conclude that the method could be used, given computational resources, as an

alternative to Adaptive Ranking.

8.2.3 Testing different cooling functions in Stochastic Gradient Descent al-
gorithm

In Stochastic Gradient Descent algorithm, the cooling function is used to determine the current
variance of trajectory expressed by Stochastic Differential Equation. Hence, the impact of that
value on the performance of the algorithm is substantial. We propose two different function and
prove that the mathematical properties of Stochastic Gradient Descent algorithm such as, for
example, weak convergence are maintained. The experimental results show that using each of
the functions influence the number of function evaluations and error accuracy. We also conclude
that every function performs differently for different function and domain sizes. Hence, they
might be used to tune up the algorithm to different problems, for example, some of the methods
prefer thorough scrutiny of the local basins of attraction, which makes them more useful when
there is a small number of more dispersed local minimum, while others are more appropriate for
exploring huge number of convexity areas. Another conclusion is that the biggest challenge in
that method is matching the most appropriate cooling function to some application and future

works could possibly involve creating heuristics for making that decision.

8.2.4 Introduction of Integral Term to Stochastic Gradient Descent

The last proposed method involves the introduction of the integral term that collects the infor-
mation about the visited points. It is used to steer the trajectory away from the already explored
regions and, mathematically, could be viewed as a bias towards the unexplored regions. We also
introduce two additional variables that can be used to scale the influence of that term. Another
choice that we made is about how many past points should be used for calculating the integral

term, because, as it turns out, using all of the past points turns out to be computationally
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too challenging. The experimental results for our test functions show that the method is very
promising. Although it does not lower the number of function evaluations before the algorithm
terminates, it particularly improves the error accuracy and number of unique points visited in
the domain. In addition to this, we also discovered that sometimes the integral term might
grow too big and it causes the problem when the trajectory starts bumping against our box
constraints, especially they are small. The performance for unconstrained case proves to sup-
port the usefulness of the proposed method. However, we think that the next improvement to
that method could be efficient implementation of storing and processing past points as well as

creating heuristics for setting the values for its option variables.

8.3 Experimental Results for Protein Folding Problem

In this dissertation, we have also run simulations for Protein Folding Problem using AB off-
lattice model. Its main advantage is the concise mathematical descriptions. In addition to this,
it is relatively very physically accurate. The main aim of running that application was to test
the usefulness of the proposed methods as well as compare them against each other. We run a
few experiments in various settings where we differ the number of proteins and dimensionality

of the problem to see how it affects the performance.

The results have shown that, in general, the methods perform relatively similar and could be
successfully applied in practice. There is no one dominant method that always performs better
than the others. However, we found that the two methods were one of the best performing

methods in all of the experimental settings:

1. Multiple Start Search with Gaussian Processes

2. Stochastic Gradient Descent algorithm with added Integral Term

8.4 Final Conclusion

After analyzing and testing the proposed back-tracking and stochastic methods, we conclude
that they can be successfully used to improve the performance of the global optimization al-
gorithms. We also think that the use of stochastic and back-tracking methods can compete
against other available methods. Another conclusion from the analysis of the performance of
the proposed methods is the fact that each of them offer certain trade-off. They can be tuned
to particular application, but such a tuning might be also additionally challenging in terms of
computational resources as it is in the case of choosing the most appropriate cooling function for
Stochastic Gradient Descent or choosing the specific variables for the proposed Integral Term
added to the trajectory followed by SDE Algorithm. What is more, we also note that in some

methods the number of function evaluations can be compromised for the sake of improving
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error accuracy as in the case of adding Gaussian Processes to Multiple Start Search algorithm.
Another successful outcome of the project is making Hyperbolic Cross Points method less deter-
ministic and available for, for example, batch simulations or efficient parallel implementations.

Based on the experimental results of the proposed methods, we deem the project to be successful.

8.4.1 Weaknesses and Future Works

Although the proposed methods proved to be successful, we think that there are certain trade-
off one must make when using such methods. In particular, every back-tracking method is
extremely computationally challenging as they usually require a lot of additional memory and
CPU-time, for example, adding the Integral Term to Stochastic Gradient Descent require us to
keep all or at least some part of the past points and iterating over all of them at each step.
Adding Gaussian Processes also adds a lot of complexity as we need to maintain the model
with our Gaussian Processes every time we choose a new point for evaluation. In the future, we

think that problem could be solved using efficient parallel implementations of the methods.

Another weakness of the problem is the scope of variables that could be used to tune up the
method to particular method, for example, choosing the best cooling function for Stochastic
Gradient Descent algorithm. Currently, there is no heuristics for setting their values. However,
we think that further experiments and broadening the scope of tested functions could result in

some useful heuristics for that problem.
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Appendix A

In this appendix, we present how we found the gradient for AB Off-Lattice model for Protein
Folding problem,

A.1 2-Dimensional Problem

The 2-Dimensional Protein Structure in AB Off-lattice is expressed as:

n—2 n—2 n
E = Z Ep(i) + Z Z Ery(rij, &, &) (A.1)
=2

i=1 j=i+2

where: )
Ep(i) = 7 (1 = ui - ui+1) (A.2)
and:
By, €,&) =4 |17 = C(&, &)’ (A3)

Finally, the constant C'(&;,&;) is defined as:

+1 fiZA/\ijA
C(&,&) =3+ &=BnE =B (A.4)
(& =ANE=B)V(&i=BNg =A4)

In the model expressions above, u; denotes the position of ith monomer. The distance between

residues 7 and j is denoted as 7.

In the assumed model, the objective function f is the energy functional E.
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A.1.1 3-Dimensional Problem

The used protein structure 3-dimensional prediction model assumes that the energy function

for any n monomers chain is expressed by:

n—2 n—3 n—2 n
E=Y"Ey(i)+ Y E-(0)+Y. > Ers(rij&.&)
i=1 i=1 i=1 j=i+2
where:
Ey(i) = ui - uit1
and: )
E. (i) = —5 i Uit

Brs(riy, &) = 4C(&. &) [ 2 = 15|
Finally, the constant C'(&;,&;) is defined as:

+1 fi:A/\éj:A
Cl&&)=1+3 &=BA¢ =B
+3 GE=AN=B)V(&=BNg=4)

N[ —=

N[

(A.5)

(A.9)

In the model expressions above, u; denotes the position of ith monomer. The distance between

residues 7 and j is denoted as 7;.

A.2 Gradient Evaluation

A.2.1 Gradient for 2-Dimensional Model

The energy function for any n monomers chain is:

n—2 n—2 n
E = ZE@(i) - Z Z Ery(rij,&,5)
=2

i=1 j=i+2

where: )
Ey(i) = Z(l — TiTip1 — YilYYir1 — ZiZit1)

and:
Erj(rij, &,&) =4 @12 - (&, 5j)ri;6]

(A.10)

(A.11)

(A.12)
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The distance between two monomers is expressed as:

v = I = wsll = /(@i — 2, + (9 — )’ (A.13)

We have the following gradients:
0Eq () 1

oL = —Za:iﬂ (A.14)
0FEy (1 1
52(. b i (A.15)
0FEy(i 1
5a:u(r1) g (A.16)
0Fy(1 1
&ffl) = (A17)
and:
(%)
Tij —12(1‘@ — l‘j)
= A.18
ox; 7"1'7]‘ ( )
()
Tij *24(551 l‘j)
= Al
7 5 (A.19)
(%)
Tij 12(x; — x;
o/ ) (220
J T4
(%)
Tij 24(.%1' — a:j)
= A21
ox; rilj?’ ( )
hence:
0FLy(rii, &, & —24(z; — x; —12(z; — x;
? i i
OELs(rij, iy & —24(y; — y; —12(y; — y;
? i i
OELy(1i,&, &5 24(x; — x4 12(x; — x;
%;j i) _y [( 1) g g 2 ) J)] (A.24)
1) )

0ELy(1ij,&,&5)
0y;

=4 [24(21;5%) — C(fz,fj)lz(y;;%)] (A.25)

ij ij
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Hence, we have:
. . n i—2
oE 5E6‘(Z) 5E9(7, - 1) 5ELJ szgu f] 5ELJ 7"]“ £j7§z>
= A2
5$i 5%1 + (5.% + Z T Z ( 6)
j=i+2 Jj=1
E  Ey(i) GSEg(i—1 " SEps(rij, & 2 OELs(rii &5, &
?:559§Z)+5 9((52' ) 3 LJ Tg,f7§g 'y LJ ?”],@,5) (A.27)
Yi Yi Yi j=it2 j=1
for each monomer, which has the coordinate (x;,y;).
A.2.2 Gradient for 3-Dimensional Model
For 3-Dimensional Protein Folding Problem, the energy is expressed as:
n—2 n—3 n—2 n
E = Z Epg(i) + ZET(Z') + Z Z Ery(rij, &, &5) (A.28)
i=1 i=1 i=1 j=i+2
The gradients are:
6FEy(i
0Eq ()
=Y A.30
5v; Yit+1 ( )
0Fy(i
525 ) = Zi+1 (A.31)
6By (i)
=T A.32
0Tiq1 v ( )
6y (i)
— =y A.33
0Yi+1 Y ( )
6By (i)
=z A.34
0ziy1 ( )
and:
0EL(1ij,8i,&5) —24(zi —xj)  —12(z — )
(5; 2= 4C(§’L7 g]) 13 - 7“7~ ’ (A35)
? z] i
0ELs(rij €.€) =24y —yy)  —12(yi— ) |
6354 2 = 40(5@5]’) r13 vl r7 (A-SG)
v L Tij j
0ELs(rij, &, &5) [ —24(z; — 2;) 12(z; — 2)) |
=4C(&,&;5 — A.
- Cle&) | m - (A.37)
0ELs(rij,&i,&5) 24(zi —xj)  12(m; — )
5$]j 2 = (fuf]) r13 = rl ! (A~38)
’L] ij
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0ELy(rij, &, & 24y —y) 120y —y)) |
LJ(T] 5 5]) _ 40(6’“{]) (y - y]) - (y - y]) (ASQ)
dy; Tij Tij
0ELy(rij, &, & [24(2 — 2j)  12(2i — 2)) ]
LJ(TJ 5 f]) — 40(5255]) (Z - Z]) (Z - ZJ) (A40)
02 T T

As can be noted, the gradients are the same as for 2-Dimensional Problem. Now, we need to

calculate the gradient of the additional function for 3-Dimensional problem, that is:

) 1 1
E (i) = Ui Uiv2 = 5 (iTivo + YilYit2 + ZiZiy2) (A.41)
Hence, we have: '
ET(l) —<Ti42 (A42)
X
E- (i)
Yi _5y2+2 (A.43)
ET(Z — =242 (A.44)
2
and: B (i
T(Z) —=Xi42 (A.45)
Ti+2
E- (i)
= ——y; A .46
Yit2 g ¥it? ( )
E. (i
0 __1,., (A.47)
Zi+2
The final gradient is:
(5E N 5E9(7,) (5E9(Z — 1) i 6ELJ(Tij,§i,§j) : (5ELJ<7"]‘Z‘,£]‘,§Z‘> 5E(Z)7— (5E(i+2)7
iR R T B S 2 5y S PR
j=i+2 7=1
(A.48)
0E _ 0Eg(i)  0Ep(i—1) N i O0ELs(rij, & &) +i OB s(rji, &5, &) +5E(i)r +5E(i+2)r
0yYi dyi 3Yi ot 5y; = Sy oy oy
(A.49)
oFr B 5E9(l) 5E9(i — 1) r (5ELJ(7‘Z']',&,§]') ! 5ELJ(Tji7§j,£i) (5E(Z)T 5E(i+2)T
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