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Preface

Global Optimization, the field including theory, methods and applications of optimization
techniques aimed at detecting a global optimum for difficult mathematical programming
problems in which many local optima might exist, is a rich area of research. The subject gener-
ates many papers published in qualified scientific journals and books; a journal and a series of
monographs explicitly dedicated to the field exist now for more than a decade. Research done
by PhD students, young researchers and seniors is scattered over the world and we see GO
applied in many scientific fields. The workshop aims at bringing together researchers from
various fields that are dealing with this topic.

The organising committee initiated the idea of the workshop at the MPS meeting in Kopen-
hagen. Inspired by the style of earlier workshops on GO in Sopron (1990), Szeged (1995) and
Firenze (1999) the idea was to attract young researchers to be able to interact with experienced
researchers in Global Optimization. The workshop is organised in single stream sessions, in
order to give all participants the opportunity to enjoy each of the presentations, implying a
limited number of participants. The number of accepted contributions was close to the maxi-
mum, such that finally the program of the workshop is filled completely.

The workshop might not have been possible without the supporting help of many people
and organisations. Among these, we would like to express our sincere thanks to the contribu-
tion of:

Ministerio de ciencia y tecnologia

Consejeria de innovacioén, ciencia y empresa. Junta de Andalucia
Universidad de Almeria

Diputacién de Almeria

Ayuntamiento de Nijar

Organising committee:

Emilio Carrizosa, Sevilla
Tibor Csendes, Szeged
Inmaculada Garcia, Almeria
Eligius Hendrix, Wageningen
Panos Pardalos, Florida

Local organisers:

Miguel Cobo
Leocadio Casado

José Antonio Martinez
Pilar Ortigosa
Boglédrka Téth
Consolacién Gil

Raul Banos

Juana Redondo






Contents

Preface

Plenary Talks

Yaroslav D. Sergeyev
Infinity computer and calculus

Panos M. Pardalos
Recent Advances and Trends in Deterministic Global Optimization

Extended Abstracts

Bernardetta Addis and Sven Leyffer
A Trust-Region Algorithm for Global Optimization

Bernardetta Addis, Marco Locatelli, and Fabio Schoen
Global Optimization for Problems with a Huge Number of Local Optima

April K. Andreas and |. Cole Smith
Exact Algorithms for Robust k-Path Routing Problems

Charles Audet, Pierre Hansen, and Frédéric Messine
The Small Octagon with Longest Perimeter

Jdnos Balogh, Jézsef Békési, Gabor Galambos, and Mihdly Csaba Markdt
Analysis of a nonlinear optimization problem related to semi-on-line bin packing problems

Baldzs Bdanhelyi, Tibor Csendes, and Barnabds Garay
A global optimization model for locating chaos: numerical results

V.M. Becerra, D.R. Myatt, S.]. Nasuto, ].M. Bishop, and D. Izzo

An Efficient Pruning Technique for the Global Optimisation of Multiple Gravity Assist Trajec-
tories

Edson Tadeu Bez, Mirian Buss Gongalves, and José Eduardo Souza de Cursi
Calibration of a Gravity—-Opportunity Model of Trip Distribution by a Hybrid Procedure of
Global Optimization

R. Blanquero, E. Carrizosa, E. Conde, and F. Messine
On weights estimation in Multiple Criteria Decision Analysis

Sdndor Bozoki
Least Squares approximation of pairwise comparison matrices

1ii

15

17

23

29

35

39

47

53

57



vi Contents

Emilio Carrizosa, José Gordillo, and Dolores R. Santos-Pefiate
Locating Competitive Facilities via a VNS Algorithm

E. Carrizosa, B. Martin-Barragdn, F. Plastria, and D. Romero-Morales
Globally optimal prototypes in kNN classification methods

Leocadio G. Casado, Eligius M.T. Hendrix, and Inmaculada Garcia
Branch-and-Bound for the semi-continous quadratic mixture design problem (SCQMDP)

Andrds Erik Csallner, Tibor Csendes, and Andrds Baldzs Kocsis
Reliable Optimization in Civil Engineering — Structural and Numerical Optimization of Civil
Engineering Problems

Tibor Csendes, Baldzs Bdnhelyi, and Barnabds Garay
A global optimization model for locating chaos

Bernd Dachwald
Global Optimization of Low-Thrust Space Missions Using Evolutionary Neurocontrol

Mirjam Diir and Chris Tofallis
Neutral Data Fitting from an Optimisation Viewpoint

José Ferndndez and Bogldrka Téth
Constraint-like methods for obtaining an outer approximation of the efficient set of nonlinear
biobjective optimization problems

Erika R. Frits, Ali Baharev, Zoltdn Lelkes, Mihdly Markét, Zsolt Fonyd, Endre Rév, and Tibor Csendes
Application of interval arithmetics for exploring feasibility of extractive distillation variants

Juergen Garloff and Andrew P. Smith
Rigorous Affine Lower Bound Functions for Multivariate Polynomials and Their Use in Global
Optimisation

C. Gil, R. Bafios, M. G. Montoya, A. Mdrquez, and |. Ortega
Global multiobjective optimization using evolutionary methods: An experimental analysis

C. Gutiérrez, B. Jiménez, and V. Novo
Conditions for e-Pareto Solutions in Multiobjective Optimization

Eligius M.T. Hendrix
On the goodness of Global Optimisation Algorithms

Kenneth Holmstrom

An Adaptive Radial Basis Algorithm (ARBF) for Mixed-Integer Expensive Constrained Global
Optimization

Dario Izzo and Mihdly Csaba Markét

A Distributed Global Optimisation Environment for the European Space Agency Internal Net-
work

Leo Liberti and Milan DraZi¢
Variable Neighbourhood Search for the Global Optimization of Constrained NLPs

61

67

71

77

81

85

91

97

103

109

115

121

127

133

141

147



Contents

Fuh-Hwa Franklin Liu, Chi-Wei Shih
Obtaining the globe optimization of set-covering based p-center problems

Pierluigi Di Lizia, Gianmarco Radice, and Massimiliano Vasile

On the Solution of Interplanetary Trajectory Design Problems by Global Optimisation Methods

Dmitrii Lozovanu
Parametrical approach for studying and solving bilinear programming problem

Frédéric Messine and Ahmed Touhami
An Interval Branch-and-Bound Algorithm based on the General Quadratic Form

R. P. Mondaini and N. V. Oliveira
A New approach to the Study of the Smith + Smith Conjecture

Katharine M. Mullen, Mikas Vengris, and Ivo H.M. van Stokkum
Fitting separable nonlinear spectrotemporal models

Niels |. Olieman and Eligius M.T. Hendrix
Global Optimisation Challenges in Robustness Programming Bounding Methods

Andrey V. Orlov
On solving of bilinear programming problems

Blas Pelegrin, Pascual Ferndndez, Juani L. Redondo, Pilar M. Ortigosa, and 1. Garcia
GASUB: A genetic-like algorithm for discrete location problems

Deolinda M. L. D. Rasteiro and Anténio ]. B. Anjo
Dynamic Stochastic Optimal Path

José-Oscar H. Sendin, Antonio A. Alonso, and Julio R. Banga
A Multi-Objective Evolution Strategy for the Optimization of Nonlinear Dynamic Systems

Ya. D. Sergeyev and D. E. Kvasov
Diagonal global search based on a set of possible Lipschitz constants

J. Cole Smith, Fransisca Sudargho, and Churlzu Lim
Survivable Network Design under Various Interdiction Scenarios

Fazil O. Sonmez
Precision and Accuracy in Generating Globally Optimum Shapes

Alexander S. Strekalovsky
New approach to nonconvex constrained optimization

Bogldrka Téth and L.G. Casado
Pruning a box from Baumann point in an Interval Global Optimization Algorithm

Massimiliano Vasile

A Hybrid Multi-Agent Collaborative Search Applied to the Solution of Space Mission Design

Problems

Tamds Vinké and Arnold Neumaier
Improved lower bounds for optimization problems related to atom clusters

vii

153

159

165

171

177

183

189

195

199

207

213

219

225

231

237

241

247

253



Viii Contents

Graham R. Wood, Duangdaw Sirisatien, and Patrick C.H. Morel
Global optimisation applied to pig nutrition 257

Yinfeng Xu and Wengiang Dai
Optimal Triangulation: Old and New Problems 263

Author Index 269



PLENARY TALKS






Proceedings of GO 2005, pp. 3 - 4.

Infinity computer and calculus

Yaroslav D. Sergeyev
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All the existing computers are able to execute arithmetical operations only with finite num-
bers. Operations with infinite and infinitesimal quantities could not be realized. This tuto-
rial introduces a new positional system with infinite radix allowing us to write down finite,
infinite, and infinitesimal numbers as particular cases of a unique framework. The new nu-
meral system gives possibility to introduce a new type of computer able to operate not only
with finite numbers but also with infinite and infinitesimal ones. The new approach both
gives possibilities to execute calculations of a new type and simplifies fields of mathemat-
ics where usage of infinity and/or infinitesimals is necessary (for example, divergent series,
limits, derivatives, integrals, measure theory, probability theory, etc.).
Particularly, the new approach and the infinity computer are able to do the following:

to substitute symbols +infinity and -infinity by spaces of positive and negative infinite
numbers, to represent them in the computer memory and to execute arithmetical opera-
tions with them as with normal finite numbers;

to substitute qualitative description of the type "a number tends to zero" by precise in-
finitesimal numbers, to represent them in the computer memory and to execute mathe-
matical operations with them as with normal finite numbers;

to introduce a new definition of continuity that is closer to the real world than the tradi-
tional one;

to calculate limits as arithmetical expressions;
to calculate indeterminate forms in limits;

to calculate sums of divergent series;

to calculate improper integrals of various types;

to calculate number of elements of infinite sets (and not only to distinguish numerable
sets from continuum as it happens in the traditional approach);

to evaluate functions and their derivatives at infinitesimal, finite, and infinite points
(infinite and infinitesimal values of the functions and their derivatives can be also calcu-
lated);

to study divergent processes at infinity;
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m to work with sets having measure zero as with normal sets;
» to calculate lengths, areas, and volumes of fractals at infinity;

m to define and calculate volumes of objects having parts of different dimensions in a
unique framework;

= to elaborate new mathematical models working simultaneously at micro and macro lev-
els in a unique framework.
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Global optimization has been expanding in all directions at an astonishing rate during the last
few decades. New algorithmic and theoretical techniques have have been developed, the dif-
fusion into other disciplines has proceeded at a rapid pace, and our knowledge of all aspects
of the field has grown even more profound. At the same time one of the most striking trends
in global optimization is the constantly increasing interdisciplinary nature of the field. This
talk will cover the following topics: Nonconvexity and discreteness in optimization, DC (dif-
ference of convex functions) and monotonic optimization, Multiquadratic programming and
applications, Multi-variable partition approaches and Hierarchical (multi-level) optimization,
Optimization with massive datasets, Supply Chain, E-commerce, and E-manufacturing.
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A Trust-Region Algorithm
for Global Optimization

Bernardetta Addis! and Sven Leyffer?
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Abstract We consider the global minimization of a box-constrained function with a so-called funnel structure.
We develop a two-phase procedure that uses sampling, local optimization, and Gaussian smoothing
to construct a smooth model of the underlying funnel. The procedure is embedded in a trust-region
framework that avoids the pitfalls of a fixed sampling radius. We present a numerical comparison
to popular methods and show that the new algorithm is robust and uses fewer local minimizations
steps.

Keywords: Global optimization, smoothing, trust region.

1. Introduction

We consider the global optimization problem

minimize f(z)
subjectto z € S CR",

@)

where f is sufficiently smooth and S C IR" is a compact set with simple structure, such as a
bounded box.

Problems of type (1) arise in diverse fields, in particular, well-known conformational prob-
lems such as protein folding and atomic/cluster problems. In these applications we are inter-
ested in finding the lowest free energy conformation in three-dimensional space. A box can
be defined that eventually will contain all “interesting” molecular conformations.

If the problem allows the use of a sufficiently efficient local optimization algorithm, a two-
phase procedure is a good candidate for global optimization [7]. Such a procedure involves
sampling coupled with local searches started from the sampled points. We define the local
minimization operator as

L(z) =

{minimize f(y) starting from =z ?

v
subjectto y € S.

We note that this operator is implicitly defined and depends on the local minimizer used.
In general, L(x) is a piecewise constant function whose pieces correspond to the basins of
attraction of the local minima of f(x).
Clearly, the global optimization problem (1) has the same optimal objective value as the
following problem:
minimize L(x)
{ v ®)

subjectto z € S.
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Figure1. Example of a funnel function

We note that the piecewise constant nature of L(z) implies that the minima of (1) and (3) need
not agree. In fact, any global minimum of (1) is also a global minimum of (3), but not vice
versa. Because L(x) is implicitly defined, however, we can simply record

Tmin = LS(z) 1=

{ argmin f(y) starting from z "
4

y
subjectto y € S.

It follows that z,,,, is also a local minimum of f(z), and we can recover a global minimum of
f(z) by solving (3) in this way:.

Multistart is an elementary example of a two-phase method aimed at minimizing L(x); in
practice, it reduces to a purely random (uniform) sampling applied to L(x). It is in principle
possible to apply any known global optimization method to solve the transformed problem
(3), but many difficulties arise. First, function evaluation becomes much more expensive: we
have to perform a local search on the original problem in order to observe the function L(x) at
a single point. Second, the analytical form of L(z) is not available, and it is a discontinuous,
piecewise constant function.

In many applications, such as molecular conformation problems [3], it is widely believed
that the local optimum points are not randomly displaced but that the objective function f(x)
displays a so-called funnel structure. A univariate example of such a function is given in Fig-
ure 1, where the function to be minimized is represented by the solid line and the underlying
funnel structure is given by the dotted line. In general, we say f(x) has funnel structure if it
is a perturbation of an underlying function with a low number of local minima. Motivated
by examples of this kind, some authors [5, 6, 8] have proposed filtering approaches: if one can
filter the high frequencies that perturb the funnel structure, then one can recover the under-
lying funnel structure and use a standard global optimization method on the filtered function
(which is much easier to globally optimize) in order to reach the global optimum.

In contrast, we believe that it is better to filter the piecewise linear function L(x) because
it is less oscillatory than f(z); Figure 2 shows L(x) for the simple funnel function previously
presented. This follows the approach of [2], and much of the analysis in [2] also applies here.

In this paper we make two important contributions to global optimization. First, we remove
the need for the arbitrary parameters in [2] by interpreting these parameters as aradius. We
embed the algorithm from [2], called ALSO, in aframework and show that our new algorithm
is more robust than other methods. Second, we introduce the concept of global quality. This
concept is motivated by the fact that theframework is essentially a local optimization scheme
and therefore requires modifications to be effective as a global method.
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Figure 2. Example of the effect of local minimization

2. Summary

21 Gaussian Smoothing

We introduce a smoothing scheme to solve (3). The material of this section largely follows
[2], although we give a different emphasis. We apply smoothing to L(z) for two reasons.
First, L(x) is a piecewise constant function for which descent directions are difficult to define
(first-order derivatives, when defined, are always zero). Second, we expect the smoothing to
provide a more global view of the function. Given a real-valued function L : R" — IR and
a smoothing kernel ¢ : R — IR, which is a continuous, bounded, nonnegative, symmetric
function whose integral is one, we define the g—transform of L(x) as

(L)g(x) = / L@)g(ly - ll) dy. 5)

The value (L), (z) is an average of the values of L(z) in all the domain; in particular, the closer
the points are to z, the higher is the contribution to the resulting value. Another important
property is that (L), (x) is a differentiable function. Hence we can use standard smooth opti-
mization methods to minimize it.

The most widely used kernel in the literature is the Gaussian kernel

g(z) x exp (—22/(202)) ,

where we use the symbol  to avoid writing a multiplicative constant that plays no role in the
methods we present here. Clearly, one cannot explicitly apply the smoothing operator as in
(5) because this approach requires the approximation of an n-dimensional integral. Instead,
we restrict our attention to a ball of radius A around the current point = (B(z,A)) and we
construct a discretized version of the smoothing of L(x),

K

By =S oy —=l) 6
s (%) ; WISK ol — al) ©

where y;, i = 1...K, are samples in B(x,A). This function has interesting properties: it is a
continuous function and a convex sum of the values of the samples. In particular, the weight
associated with each sample is larger if we are closer to the sample point. In other words,
the more confident we are in the sample value, the greater is the weight associated with it.
In [2], the model (6) is used to choose the new candidate point x, starting from a point (say,
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zi). The model in the subset of given radius A, B(zj,A), is solved by using a constrained
optimization procedure. The use of a fixed value for A is restrictive for the length of the steps
we are allowed to take. In addition, it is not clear a priori what value A should take. We
do know that a small radius results in small steps and, hence, in slow convergence, but large
values of A can result in poor agreement between the model and the function and, hence,
in useless candidate points. Therefore, we propose to embed ALSO within a trust-region
framework that adjusts the radius A automatically.

2.2 Trust-Region Framework

To extend the trust-region framework to global optimization of L(z), we need to modify the
smooth local trust-region algorithm. Specifically,we have to account for the fact that L(x) is
nonsmooth and that ﬁf (x) does not agree with L(z) to first order. More important, we wish
to avoid getting trapped in local minima. Clearly, it is not sufficient to simply reduce the trust-
region radius if we reject the step. At each iteration we construct the model ﬁgB (x) around our
current iterate zj. Specifically, we choose K samples (uniform) inside the current B(xy, Ay)
and perform a local minimization of f(z) from each sample. If we find a new best point
during this phase, we simply move to the new point and construct a new model. Otherwise,
we apply a local minimization to the model inside the trust region and obtain

x4 = argmin Lfk(x).

To decide whether to accept a step, we compute the ratio of the actual to the predicted reduc-
tion, namely,

 Lia) — L(wy)
P= =B, 7 By,

Lg*(xy) — Lg* (+)
noting that the predicted reduction ﬁfk (zx) — ﬁfk (x4) is always nonnegative. We accept the
new point x if we observe sufficient decrease, thatis p > n; > 0. If the step is very successful,
p > m2 > n1, and theis active, ||z — 24| > A, then we increase the trust region radius for the
next iteration. As long as p > n;, we refer to the iteration as successful, otherwise (p < 71)
the iteration is referred to as unsuccessful. Unsuccessfuliterations require special attention in
the global optimization setting. In smooth local optimization, reducing A is guaranteed to
improve the agreement between the model and the objective function. The same is not true in
the global optimization context. Hence, we introduce a measure for the global quality of our

model i}fk(x),

I

max | {y; : L(y;) = L(ys)} |
(£ = M — 7 7

where M is the set of collected samples, that is, the largest number of samples with the same
objective value, divided by the total number of samples. Clearly, 0 < q(ﬁfk (x)) <1,and a
value close to 1 means that a large number of samples have the same function value and stem

j—/fk(w)

from the same “flat region” of L(z). A smaller value of ¢(
represent the global nature of the function L(z) better.

) implies that the samples

In our algorithm, we compute q(ﬁgBk (x)) at every unsuccessful iteration. If it is larger than a
fixed value g, we remove all but one sample from the largest set, increase theradius, and obtain

new uniform samples in B(xj, Ag+1)\B(2k, Ax). The motivation for this step is twofold: it
improves the global nature of the model ﬁfk(x), and it increases o, thus smoothing the model.
The increase of ¢ arises because we have adopted the following formula for calculating the

smoothing parameter, depending on theradius A and the number of samples K:

A

= K 8)

g
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where n is the dimension of the problem.

2.3 Conclusions

We presented a two-phase procedure for the global optimization of funnel functions. The
approach builds on ALSO [2] and combines sampling with local searches. ALSO constructs
a local smooth model from the samples by applying Gaussian smoothing. We demonstrated
how to embed ALSO within a trust-region framework that adaptively updates the sample
radius.

To extend the trust-region framework to global optimization, we introduced the concept
of global quality, which triggers a model improvement step. Global quality measures the
largest number of samples that have the same objective value and stem from the same basin
of attraction. If global quality is large, then a model improvement step removes all but one
sample from the largest set and generates a new set of uniform samples.

We compared our algorithm to ALSO and variants of monotone basin hopping (MBH). The
new algorithm is more robust than ALSO and MBH on a range of test problems, and faster in
terms of the number of local searches it requires per successful run.

log2 ( local searches / least local searcher )

%)
(=
3]
]
o
S
kS
X
03t ,‘
J
02"
|
MBH
0.1F — - AMBH
— ALSO
— TRF
0 1 1 1 1 1 1 I ]
0 1 2 3 4 5 6 7 8
solved within factor 2* of best solver
Figure 3. Performance profile of the average number of local searches
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In this paper we will present a unifying framework for solving many difficult, large scale,
global optimization problems with a huge number of local optima. Of course it is hopeless
to pretend to develop a single general purpose algorithm for all kind of large scale global
optimization problems. However, as we will show, if the objective function possesses some
special structure, than it is possible to build optimization algorithms which are extremely
efficient even in the presence of a number of local optima which increases exponentially with
the problem dimension.

In computational chemistry and biology one such common structure is known as “fun-
nel structure” and is commonly related to the fact that many energy functions which model
complex many-body interactions, although being highly multimodal, can be optimized quite
efficiently using methods of the Basin-hopping (BH) (or Montecarlo with Minimization) type.
In this paper we review some of our recent results in applying BH-like methods to several
important problems like:

= global optimization of atomic clusters interacting via the Lennard-Jones potential
» global optimization of short-range Morse clusters

» Protein-protein rigid docking

= Two-dimensional circle packing

While the first three problems, although quite different from each other, all originate from
the field of computational chemistry and biology, the last one is a totally different one and
is concerned with the optimal placing of N identical and non-overlapping circles of maxi-
mum radius in the unit square. Not only the origin of this well known problem are different
from that of cluster optimization and protein docking, but also the structure of the problem
is radically different. In fact, while in the first 3 problems, we are dealing with unconstrained
global optimization problems, in the last case the problem is constrained, with a non convex
feasible region. It is somewhat surprising that simple algorithmic ideas used in the context of
molecular optimization can be quite easily ported to the constrained case.

In the paper we will review some of the main ingredients of BH-like methods for the prob-
lems discussed and, in particular, we will consider the following characteristics:

» the use of Monotonic Basin-Hopping as a general purpose algorithm for descending
towards a funnel’s bottom (provided a suitable definition of a neighborhood structure is
available)
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» the use of two-phase local searches to enlarge the basin of attraction of good local optima

» the effect of coordination obtained through the embedding of BH-like methods in a
population-based framework in which different local optima are maintained in such
a way as to guarantee a sufficiently high degree of dissimilarity between them.

Careful definition of the above three elements is clearly problem-dependent, although some
general guidelines can be given for specific classes of problems. We will present some of the
results recently obtained and the details on the implementation of the above steps, for all of
the problems introduced. In particular, by means of a suitable definition of the neighborhood
structure of BH and a two-phase approach in which penalties inspired by the geometrical
structure of good solutions are introduced in the first phase, we could implement a single
unbiased global optimization method which is capable of confirming all of the putative global
optima for Lennard-Jones and Morse clusters deposited at the Cambridge Cluster Database [3,
5]. With a population-based approach we could further improve the efficiency of the method
and were able to discover several new putative optima for Morse cluster at very short range
[4].

Again, through a clever use of two-phase local optimization and a quite standard BH ap-
proach we obtained encouraging results for large protein-protein docking problems [2]: here,
however, given the extremely high computational cost associated to each energy evaluation,
only limited computational experience has been collected.

Finally we will report on the recent extension of BH-like methods to Circle Packing. Here
we have been very quicly able to code a quite simple, although not elementary, version of
BH (i.e., without two-phase local searches and with no population) which turned out to be
extremely competitive with much more sophisticated methods. In very short time we have
been able to improve more than 20 putative optima. In particular we obtained improved
configurations for a number of circles N equal to 53,59, 66, 68,73, 77,78, 85, 86,88 and many
others for larger N values [1]. Work is in progress towards including a two-phase and/or a
population based approach also in this context. However it can be quite safely assumed that
the use of BH even in the simplest configuration enables to quickly discover excellent quality
local solutions to difficult global optimization algorithms.
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Abstract Many routing problems in the literature examine stochastic problems in which costs and/or travel
times are the uncertain elements. However, an implicit assumption is often made that all arcs and
nodes operate with perfect reliability. Suppose instead that there exist independent arc failure proba-
bilities. We may wish to ensure that a path exists from some origin to some destination that survives
with a certain threshold probability. One manner of doing this is to construct k origin-destination
paths at a minimum cost, while ensuring that at least one path remains operational with a sufficiently
large probability. However, the reliability constraint induces a nonconvex feasible region (even when
the integer variable restrictions are relaxed). We begin by examining the Robust Two-Path Problem,
which seeks to establish two paths between a source and destination node wherein at least one path
must remain fully operable with some threshold probability. We consider the case where both paths
must be arc-disjoint and the case where arcs can be shared between the paths. This paper begins by
exploring various strategies for solving the resulting nonlinear integer program, including pruning,
coefficient tightening, lifting, and branch-and-bound partitioning schemes. We then examine the
Robust k-Disjoint-Path problem, and note that the previous scheme for two-path problems does not
generalize well to the k-path situation. Instead, we propose an alternative model for the problem in
which the variables correspond to paths and the nonconvex reliability constraints are replaced by an
exponential set of linear constraints. Accordingly, we propose a branch-and-cut-and-price algorithm
for handling the new problem.

Keywords: Integer programming, nonlinear programming, branch-and-bound, branch-and-price-and-cut.

1. Introduction

Traditional routing problems, such as shortest path and travelling salesman problems, as-
sume perfect operability of all arcs and nodes. However, real-world applications often call
for a more diverse routing strategy. For example, consider a cell phone company that has
determined that its customers will tolerate having up to 5% of their calls dropped. The cell
phone company can respond by either sending each call over one highly reliable path, or by
sending two signals per call along less-reliable paths and requiring that at least one signal
reaches the destination with a probability of 95%. It might be cheaper for the company to buy
two relatively unreliable paths than to buy one highly-reliable path. Such redundant routing
takes place in Synchronous Optical Networks, for instance, by routing along rings such that a
single line break will not affect client service. Another application arises in achieving military
missions, such as destroying a particular target that can be accessed via any number of paths,
each path with its own risks. A commander may choose to deploy two groups along different
paths such that at least one of the groups will arrive at and destroy the target within some
acceptable level of reliability.

Hence, when these independent arc failure probabilities exist, a secondary constraint would
retain some measure of expected functionality, introducing nonlinear, nonconvex constraints.
In this abstract, we introduce mathematical programming techniques to impose these require-
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ments on path selection problems on a directed graph G(N, A), where N is the set of nodes
{1,--- ,n} and A is the set of arcs.

Single shortest path reliability problems have received much attention in the literature, both
in their methodological development and in their applications. Bard and Miller [2] address a
research and development project selection problem, in which spending additional money on
projects could increase their probability of success. Zabarankin, Uryasev, and Pardalos [12]
consider a related problem in optimizing path risk in the context of aircraft flight trajectory
through a threat environment. Elimam and Kohler [4] describe some unique applications of
the resource-constrained shortest-path problem, such as the determination of optimal wastew-
ater treatment processes and thermal resistance of building structures.

Too many papers exist to cite on multiple-path routing; we briefly mention two of the most
relevant ones here. Suurballe [9] presents a polynomial-time labeling algorithm to find &
node-disjoint paths between two given nodes. Fortune, Hopcroft, and Wyllie [5] provide an
important characterization of NP-complete vertex-independent routing problems on directed
graphs via the graph homeomorphism problem.

This problem can also be viewed in the context of a network survivability problem. In
networks for which survivability is of concern, an assumption is made that the probability
of two arcs failing is sufficiently small. Hence, they create active and backup paths that do
not share any arcs. (If vertices are subject to failure is well, the paths must be node-disjoint
as well, except at the origins and destinations.) Therefore, the objective is to minimize the
total bandwidth reserved to meet a given demand, allowing the sharing of the backup links
among disjoint connections. Li et al. [6] approach the problem in terms of networking for
multi-protocol label switched networks, developing extensions to the signaling protocol to
distribute additional link usage information. The authors also explain how to extend the
algorithm to account for single node failures (multiple link failures) and fiber span failures.
Several other groups explore this problem, including Liu and Tipper [7], Xu, Qiao, and Xiong
[10], and Yee and Lin [11].

2. Models and Algorithms

The authors present their research on two-path routing problems in [1]. We can begin this
analysis by examining a shortest path problem with the side constraint that the probability of
successfully traversing the path is at least as large as some threshold probability. The natural
formulation of this problem is a mixed-integer nonlinear program, though with some care the
problem can be transformed to a mixed-integer linear program. In any case, these side con-
straints prevent a polynomial-time application of Dijkstra’s algorithm, and make this problem
ordinarily NP-hard.

An even more interesting and applicable version of this problem seeks to establish two arc-
independent paths between two nodes subject to some minimum reliability measure. Many
practical scenarios simply require that at least one path survives between a pair of nodes,
a problem which we call the Robust Two-Path Problem with Disjoint arcs (RTP-D). In this
case, we stipulate that the probability that at least one path survives is sufficiently large. This
probability is given by one minus the probability that both paths fail, which is an inherently
nonlinear constraint. Even worse, such a constraint induces a nonconvex feasible region. The
problems are aggravated further if we allow high-reliability, low-cost arcs to be shared be-
tween the paths (RTP-S). Note that in this case, the failure of a shared arc causes both paths to
fail. We show in [1] that both RTP-D and RTP-S are strongly NP-hard.

Let the network be denoted by G(IV, A), and let the cost and reliability of each arc (i, j) € A
be given by ¢;; and p;;, respectively. Define F'S(i) and RS(i) to be the forward and reverse
stars of node i € IV, respectively (i.e., the set of arcs exiting and entering node 7). Finally, let 7
be the minimum permissible reliability that at least one path survives.
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We can define z7; for all (i,j) € A and ¢ = 1,2 to be a binary variable equal to one if path
number ¢ utilizes arc (¢, j), and zero otherwise. Also, let variables s! represent the probability
that path ¢ successfully reaches node i from node 1, given that path ¢ = 1,2 visits node
i. The RTP-D can be thus modelled as a union of minimum cost flow problem constraints,
linear path-probability calculation constraints, and a single nonlinear, nonconvex constraint
as follows.

minimize Z Cij (xllj + x%) (1
(1,j)€A
subject to Z af; =1 Vg=1,2 ()
JEFS(1)
Yooali= Y af, vie{2,--,n—1}, Vg=1,2 €)
JEFS(i) heRS (i)
zy+ay <1 V(i,j) €A 4)
st <pijsl+(1—al) Vg=1,2,V(i,j) € A ©)
si=s1=1 (6)
sh4s2 —sls2 > ?)
S}L > si 8)
vl €{0,1} Vg=1,2,V(i,j) € A. ©)

The first part of this formulation is straightforward and standard in the literature. Our
strategy in (5) and (6) uses a set of constraints to compute the s-variables. Note that the
path-probability calculation constraints are linear, but employ binary variables that give the
problem its combinatorial nature. The nonlinear constraint (7) enforces the condition that at
least one path remains survivable with sufficiently large probability. Constraint (8) removes
some problem symmetry in the model to improve its solvability.

Our approach to handling the single nonlinear constraint constructs a convex hull relax-
ation of the feasible region by relaxing the integrality constraints, and by replacing (7) with

1-VI-7)sl+(V1I-71—-147)2>71-V1-71). (10)

We can then utilize a divide-and-conquer recursive approach to force the final solution to re-
side within the original nonconvex feasible region. Our approach is to reinstate the integrality
constraints and solve the problem by relaxing only the constraint (7) and replacing it with
(10). If the resulting solution is feasible to the original problem, an optimal solution has been
identified. Else, we can tighten the relaxation by creating a disjunction in which at least one of
two cutting planes is valid. With this in mind, we solve the relaxed problem in a branch-and-
bound fashion in which each subproblem is an integer program over some particular interval.
We provide an illustration of this technique in Figure 1.

We can enhance the model further by using a simple variation of Dijkstra’s algorithm to
establish an upper bound on the probability of successfully reaching a given node, as well
as a lowest-permissible probability of reaching an intermediate node and still reaching node
n with the required probability. Information about these probabilities can then be used to
reduce graph G(N, A) appropriately for each path. Directed acyclic graphs provide yet an-
other opportunity for pruning, employing a variation on Dijkstra’s algorithm where the least
reliable path to (or from) each node is stored. We can also use this information to tighten
our constraints over all feasible solutions by using coefficient tightening. Our computational
experience supports the strategy of using pruning and coefficient tightening, but shows that
using lifting on the constraints is not effective.

If the solution in a given interval is infeasible to the original problem, we must recursively
solve the problem over the interval by splitting it up into smaller intervals. There are numer-
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Figure 1. Illustration of First Iteration of Vertical Branch-and-Bound Algorithm

ous ways that the interval could be split to prevent the nonlinear-infeasible solution from re-
curring (e.g., Figure 1 shows a “vertical branching" rule). We examine the advantages and dis-
advantages of these methods and present computational results to support the use of one par-
ticular method; specifically, choosing a partitioning for which the distance from the nonlinear-
infeasible solution to either partitioning plane is equal, thereby maximizing the minimum dis-
tance to either partitioned region. This comparatively effective method of branching does not
rely on the axes to generate the cuts, and generalizes the Reformulation-Linearization Tech-
nique [8] (for continuous-variables optimization problems) on this particular problem.

Relaxing the edge-disjoint constraints will necessitate adjustments to be made to RTP-D.
The formulation and algorithm adjustments to solve the shared-arcs variation of our problem
(RTP-S) must then be modified. Our approach now requires the introduction of an additional
decision variable and moves our linear chord relaxation into a three-dimensional space. (De-
tails are omitted in this paper due to space limitations.) Model tightening via pruning and lift-
ing, as well as preprocessing is also less straightforward for RTP-S, though it is still possible. A
specialized partitioning procedure proves difficult, however, for this particular problem due
to the fact that joint reliability constraint is now neither convex nor concave. We work around
this problem by implementing the Reformulation-Linearization Technique [8] to assist in par-
titioning our space for the branch-and-bound procedure. We provide computational results
to recommend the best pruning, lifting, and partitioning strategies for solving RTP-S.

A natural extension to the two-disjoint-path problem is the k-disjoint-path problem for
k > 2. The previous approach would suffer due to the increasing difficulties of relaxing
multiple nonlinear terms as k increases. An alternative approach is to consider a path-based
formulation, in which variables x, equal to one if path p € P is selected, and zero otherwise,
where P is the entire set of origin-destination paths in the network. However, there are too
many such paths to generate, and a column generation approach would have to deal with



Algorithms for Robust k-path Routing 21

the nonlinear constraint governing reliability. Instead, we can replace the reliability constraint
with a set of covers C7, |C7| > k, such that the reliabilities of paths in C7 are too small to be
used in a feasible solution. Hence, we can restrict

Z r; <k—1 YcoversC’, (11)
i€CJ
However, at this point, we have generated an exponential number of variables and con-
straints. Accordingly, we employ a branch-and-price-and-cut algorithm to solve the problem.

Note that after generating some m covers and set of paths P, and after relaxing integrality, we
have the formulation

Minimize »  Cpa,, (12)
peEP
subject to Z z, =K (13)
peEP
> oz, <1 V(i) €A (14)
pEP(i,)
Zarpxpgk—l Vr=1,...m (15)
peEP
0<z,<1 Vp € P, (16)

where C), is the total cost of a path (sum of its edge costs), P(i, j) is the set of paths generated
thus far that use arc (4, j), and a,, is a constant equal to 1 if p belongs to cover r, and zero
otherwise. The column generation phase of the algorithm attempts to find variables that enter
the basis of problem (12)-(16), but is complicated by the presence of constraints (15). Those
constraints require us to determine whether or not a new path (column) is a member of an
existing cover constraint. We can solve this problem in pseudopolynomial time, however,
by using algorithms designed for resource-constrained shortest path problems. After this
problem is solved, the row generation portion is straightforward. This process continues until
no columns or rows can be generated.

Following the row/column generation phase, the branching phase must occur in a man-
ner that forces the algorithm to converge. Simply branching on an z,-variable is problematic,
because a variable that is forced to equal to zero will reappear under a different index in the
column generation subroutine that follows the branching phase. Hence, we prove that if the
previous solution to the linear programming relaxation is fractional, there either exists an op-
timal solution in which at least one arc has a fractional flow, or an optimal integer solution can
be found based on this fractional solution. In the former case, we can ascertain that fractional
arc flow, and then branch by insisting that this arc either contains a total flow of either zero or
one.

However, the latter case induces dual variables that could force the column generation sub-
problem to solve a shortest path problem with negative arc costs. While unlikely, this makes
the column generation problem strongly NP-hard. Instead, we prescribe a slightly different
multicommodity flow model based on the work of Barnhart, Hane, and Vance [3] for our
problem. This new model avoids the NP-hard column generation routine, but at the expense
of a much larger model with symmetry complications. We will examine the computational
effectiveness of these methods in our future research.

3. Summary

We have examined the two-path routing problem with reliability considerations, which turns
out to be NP-hard in the strong sense, as opposed to the ordinary NP-completeness of the
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single-path problem. Our algorithms for these two-path problems are based on relaxing a
complicating nonconvex constraint and providing a (hopefully tight) series of disjunctive
convex approximations to the problem. For the multiple path problem, we instead turn to
a path-based formulation instead of the arc-based formulation for the two-path problem, and
replace the reliability constraint with a set of linear cover constraints. We propose the use
of a branch-and-price-and-cut framework to solve these problems. Our future research will
involve providing the details of the branch-and-cut-and-price algorithm, and stating compu-
tational results comparing the efficacy of using our algorithm on model formulations.
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Abstract The convex octagon with unit diameter and maximum perimeter is determined. This answers an
open question dating from 1922. The proof uses geometric reasoning and an interval arithmetic
based global optimization algorithm to solve a series of non-linear and non-convex programs in-
volving trigonometric functions.

This article summarizes the complete proof published in [2].

1. Introduction and related problems

We answer in this work, a geometric problem opened since 1922 by Reinhardt, [14]. We call
a small n—gon a polygon with n vertices (or n edges) and with a unit diameter (the longest
distance between two extreme point is 1). In [14], Reinhardt studies the properties of maximal
area and maximal perimeter of small polygons. He proves that the regular n—gons with equal
sides and equal angles have the properties to be of both maximal area and maximal perimeter
if n is odd. When n is even, Reinhardt proves that the square owns the property of maximal
area and that there exists a regular polygon with only equal sides (based on a Reuleaux poly-
gon) which has the property of maximal perimeter if n = 2° for s € IN'\ {0, 1}. Therefore, the
open cases were the 4—gon for the maximal perimeter and the hexagon for the problem of
maximal area. In 1975, Graham proves that there exists an irregular small hexagon which has
a maximal area about 4% superior to the regular one, [7]. For proving this, Graham bisected
the global optimization problems into 10 small ones. Woodall proves in 1971, that the optimal
solutions are in this 10 configurations which are called linear thrackleations, [17]. 9 of these
cases were eliminated by using geometric arguments and the last case amounted to solve an
univariate global optimization problem which gives the optimal solution for the problem of
which unit diameter hexagon has the maximal area. The next open case: The largest small
octagon was solved by Audet et al. [4], using the same way nevertheless this led to consider
31 thrackleation graphs corresponding to 31 sub-problems. Therefore, one proves in [4] that
there exists an irregular small octagon with maximal area about 2.82% greater than the regu-
lar one. This problem was extremely difficult to solve because the most difficult case (case 31
which leads to the global solution about the 31 thrackleations) has 10 variables and needed 100
hours of computations for a specific global optimization algorithm dedicated to non-convex
quadratic programs [1].

Now, considering the problem of the maximal perimeter. In 1997, Datta [6] proves that
the small 4-gon based on a triangle of sides one with a supplementary vertex at the bisector
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of one angle and at distance one of the opposite vertex, has the property to be of maximal
perimeter: 2 + 4sin {5 ~ 3.03527618.... In order to compare, the square has a perimeter about
2V/2 ~ 2.82842712...

Then, the next open case studied here is the octagon, see [2].

Today, it seems to be unfeasible to solve directly this problem using only geometric argu-
ments (open problem since 1922) and using only an exact global optimization tool (because
the problem is too complicated). Our proof combines new geometric arguments and a spe-
cific interval global optimization algorithm due to Messine et al. [9-11] which can deal with
trigonometric functions.

The following summarizes the way to find the small octagon with maximal perimeter; for
the complete proof see [2].

2. Bisection into 31 sub-problems

As for the largest small octagon, [4] one uses here the decomposition in sub-problems using
linear thrackleation graphs. A linear thrackleation graph is a graph such that there exists
always a path joining two extreme points; an edge of this graph is obtained if the distance
between two vertices is equal to 1 (this corresponds to a binding constraints). In [2], one
proves that the solution is based on one of the 31 linear thrackleations given in [4]. One does
not represent all these configurations but one uses the same numbering as in [4]. In Figure 1,
the most important thrackleations (case 29 and case 31) are represented.

Case 29 Case 31

Figure1. Thrackleations 29 and 31.

3. Bounds derived from Datta’s results

In [6], Datta proves that all the optimal n—gons when n > 5 cannot have a side of length one.
This lemma allows to eliminate 7 cases: thrackleations numbered 1, 2, 3, 4, 21, 22, 23 in [4].
Datta also proves in [6], that an upper bound for the perimeter of a small n—gon is
™
2nsin —.
T, S11 om
This bounds are attained when n # 2° with s € IN'\ {0, 1}.

Figure 2 represents a common and possible configuration inside a thrackleation. v;, v, vj41
and v, are four vertices of the octagon and of the corresponding thrackleation, c; and cj41
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are the length of two sides of the octagon, and [v;, v;], [vi, vj11] and [v;, vj12] are edges of the
thrackleation graph; i.e. |[v; — v;|| = ||[vi — vjq1l| = [Jvi — vj42f = 1.

Figure 2. Equal angles.

Using the same demonstration, one proves in [2] the two following properties:

Proposition 1. Consider a small octagon based on a thrackleation with maximal perimeter. If c; is a
type I edge, as represented in Figure 2 (v; is an extreme point of two edges), and v; its associated vertex,
then Zvjvivj11 € [0.317,0.465]. Moreover, if ¢ is also a type I edge, consecutive to c; and with the
same associated vertex v; then Zv;v;vj1o € [0.688,0.881].

The next result concerns thrackleations containing a pending diameter.

Proposition 2. Consider a small octagon based on a thrackleation with maximal perimeter, with two
consecutive type I edges c¢; = [vj,vji1] and cj41 = [vj41,v;42] sharing the same associated vertex v;.

U005 . .
Then ZUjUin_H = 4Uj+1’UZ"Uj+2 = %; Le. o= ﬁ = %.

These two properties allow to reduce the remaining studied problems.

4. Exact algorithm

In that stage, one needs the use of an exact global optimization algorithm to discard some
cases and to determine the global solution.

The global optimization algorithm used here is a Fortran 90/95 implementation of a branch-
and-bound method where bounds are computed with interval analysis techniques. It is called
IBBA (for Interval Branch and Bound Algorithm). All computations were performed on a
cluster of thirty bi-processors PC’s ranging from 1GHz to 2.4GHz at the University of Pau.

Interval analysis was introduced by Moore [12] in order to control the propagation of nu-
merical errors due to floating point computations. Thus, Moore proposes to enclose all real
values by an interval where the bounds are the two closest floating point numbers. Then
expanding the classical operations - addition, subtraction, multiplication and division- into
intervals, defines interval arithmetic. A straightforward generalization allows computation of
reliable bounds (excluding the problem of numerical errors) of a function over a hypercube
(or box) defined by an interval vector. Moreover, classical tools of analysis such as Taylor ex-
pansions can be used together with interval arithmetic to compute more precise bounds [12].
Other bounding techniques due to Messine et al. [11] combines linear underestimations (or
hyperplanes) obtained at all vertices of the box [11].

The principle of IBBA is to bisect the initial domain where the solution is sought for into
smaller and smaller boxes, and then to eliminate the boxes where the global optimum cannot
occur:

» by proving, using interval bounds, that no point in a box can produce a better solution
than the current best one;
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» by proving (with interval arithmetic), that at least one constraint cannot be satisfied by
any point in such a box.

To accelerate convergence, constraint propagation techniques are used in some steps of
IBBA, see [9,10] for details. The principle is to use, a priori, the implicit relations between the
variables (induced by the constraints) to reduce the size of a box.

5. Optimal solution

The optimal solution appeared by solving case corresponding to thrackleation 10, see Figure
3, which is a relaxation of case 29: Add edge [vo, v4] to case 10 then you obtain thrackleation 29
given in Figure 1. This just changes the constraint ||vg — v4]| < 1 into the inequality constraint
HUQ - U4|| =1.

Figure 3. Thrackleation 10

The non-convex program is:

a3

max 4sinﬂ +4sin% + 4sin
a 4 4

+ [|v1r — v + [|vo — vs]]
s.t. H'UO—U4H <1

0.688 < a; <0.881 =123,

where vy = (cosay,sinag),v; = (0,0),v2 = (1,0),v3 = (1 — cosag,sinag) and vy = (1 —
cos ag + cos(ag + as),sin ag — sin(ag + ag)).

Solving this program by using Algorithm IBBA, one obtains in 3 hours the optimal solution
which has a perimeter about p* = 3.121147, with an error less than 1076, In this solution, the
constraint ||vg — v4|| < 1is binding and thus the optimal configuration corresponds to case 29.
In [2], one found, using MAPLE™M an analytical solution for p*.

Furthermore, by adding the following constraints derived from Proposition 2:

9 (|lva = vill + [lvh = voll + llvo — ws])
6@1

=0

and,
9 (Jlve — vl + llvg — val| + |lva — val])
aag

=0

where v] = (cos(%), sin(%)) and v} = (x3 + cos(ag + %), ys — sin(az + %)), IBBA showed
in only 0.12 seconds that there are no feasible solution. Therefore, case 10 is eliminated.
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6. Eliminating cases using IBBA

Now one uses IBBA in order to discard a lot of remaining tightened (by geometric arguments,
see Section 3) cases corresponding to linear thrackleations.

In a first step, one considers configurations which has an isolated vertex. It is a particular
configuration such that only one vertex is above (or below by symmetry) an edge, see Figure
4.

U2

v1 vo

Figure 4. An octagon with an isolated vertex vy

IBBA permit to eliminate all these configurations by adding the constraint that an upper
bound of all the perimeters of all these configurations must be greater than p* = 3.121147.

Therefore, 16 cases are eliminated together, corresponding to thrackleations numbered 5, 6,
7,8,9,11,12,13, 14, 15, 24, 25, 26, 27, 28, 30.

Considering the remaining cases: 16, 17, 19, 20 and 31, IBBA shows in less than 5 hours for
each configurations, that all of them can have a perimeter superior to p*.

It remains only case of thrackleation 18, which is a relaxation of 31 and also 29 (the optimal
thrackleation). In that case, the optimal conditions derived from Proposition 2 are satisfied for
29, and then this problem can only be solved with a precision € = 0.5 x 10~*. IBBA shows in
case 18, that it does not exist a better solution than p* + € for this configuration.

This completes the proof; see [2] for more details.

7. Conclusion

The small octagon with longest perimeter has been determined and the length of its perimeter
is equal to 3.1211 (all decimals are exact), with an error guaranteed to be less than € = 0.5 x
107%. As in the study of the small octagon with largest area [4], the diameter graph of an
optimal octagon must be a connected linear thrakleation. This lead to 31 cases. The optimal
one is case 29 for the longest perimeter while it was case 31 for the largest area. The diameter
graph for the octagon with unit-length side and smallest diameter [3] was not connected. In
all cases the optimal figure possesses an axis of symmetry. For comparison, Figure 5 illustrates
three small octagons: The regular one, the one with maximal perimeter with equal sides [3],
and the one studied in this paper.

The above mentioned optimal octagons were obtained by combining geometric reasoning
with global optimization algorithms [1,10]. It appears difficult to answer any of these ques-
tions with one of those tools alone.

References

[1] C. Audet, P. Hansen, B. Jaumard, and G. Savard. A branch and cut algorithm for nonconvex quadratically
constrained quadratic programming. Math. Program., 87(1, Ser. A):131-152, 2000.

[2] C. Audet, P. Hansen, F. Messine. The small octagon with longest perimeter. ~Cahiers du GERAD,
http:/ /www.gerad.ca/en/publications/cahiers.php, 2005.

[3] C. Audet, P. Hansen, F. Messine, and S. Perron. The minimum diameter octagon with unit-length sides:
Vincze’s wife’s octagon is suboptimal. J. Combin. Theory Ser. A, 108:63-75, 2004.



28

(10]

(11]

(12]
(13]
(14]

(15]

[16]
(17]

Charles Audet, Pierre Hansen, and Frédéric Messine

Regular octagon Equal sides Unequal sides

I1=8 sin(%)z3.0615... I1~3.0956... II~3.1211...

Figure 5.  Three small octagons

C. Audet, P. Hansen, F. Messine, and J. Xiong. The largest small octagon. J. Combin. Theory Ser. A, 98(1):46-59,
2002.

A. Bezdek and F. Fodor. On convex polygons of maximal width. Arch. Math., 74(1):75-80, 2000.
B. Datta. A discrete isoperimetric problem. Geometriae Dedicata, 64: 55-68, 1997.
R. L. Graham. The largest small hexagon. |. Combinatorial Theory Ser. A, 18:165-170, 1975.

D. G. Larman and N. K. Tamvakis. The decomposition of the n-sphere and the boundaries of plane convex
domains. In Convexity and graph theory (Jerusalem, 1981), volume 87 of North-Holland Math. Stud., pages 209—
214. North-Holland, Amsterdam, 1984.

F. Messine. Deterministic Global Optimization using Interval Constraint Propagation Techniques. RAIRO
Operations Research, Vol. 38, N. 4, 2004.

F. Messine. A Deterministic Global Optimization Algorithm for Design Problems. In C. Audet, P. Hansen, G.
Savard (editors), Essays and Surveys in Global Optimization, Kluwer, pp. 267-294, 2005.

F. Messine., J.L. Lagouanelle. Enclosure Methods for Multivariate Differentiable Functions and Application
to Global Optimization. Journal of Universal Computer Science, Vol. 4, (N.6) Springer-Verlag, pp. 589-603, 1998.

R.E. Moore. Interval Analysis. Prentice Hall, Englewood Cliffs, NJ, 1966.
H. Ratschek, J. Rokne. New Computer Methods for Global Optimization. Ellis Horwood, Chichester, 1988.

K. Reinhardt. Extremale polygone gegebenen durchmessers. Jahresber. Deutsch. Math. Verein, 31:251-270,
1922.

N.K. Tamvakis. On the perimeter and the area of the convex polygon of a given diameter. Bull. Greek Math.
Soc., 28: 115-132, 1987.

S. Vincze. On a geometrical extremum problem. Acta Sci. Math. Szeged, 12:136-142, 1950.

D.R. Woodall Thrackles and Deadlock. In Combinatorial Mathematics and Its Applications (D. J. A. Welsh, Ed.),
Academic Press, New York, 1971.



Proceedings of GO 2005, pp. 29 — 34.

Analysis of a nonlinear optimization problem related to
semi-on-line bin packing problems

Janos Baloghﬁl Jézsef Békési! Gabor Galambos;} and Mihély Csaba Markét?

1University of Szeged, Faculty of Juhdsz Gyula Teacher Training College, Department of Computer Science, 6701 Szeged,
POB. 396. Hungary
{balogh, bekesi, galambos}@jgytf.u-szeged.hu

2 Advanced Concepts Team, European Space Agency, ESTEC, Keplerlaan 1, 2201 AZ Noordwijk, The Netherlands
Mihaly.Csaba.Markot@esa.int

Abstract In the paper we deal with lower bounds constructed for the asymptotic performance ratio of semi-
on-line bin packing and batched bin packing algorithms. We determine the bounds as the solu-
tions of a related nonlinear optimization problem using theoretical analysis and a reliable numerical
global optimization method. The results improves the lower bounds given in [9] for some special
cases of the batched bin packing problem (fixed, finite number of different elements in two batches),
answering a question raised in [9] regarding the optimal bounds.

Keywords: semi-on-line bin packing problems, nonlinear optimization, branch-and-bound, interval arithmetic

1. Introduction

Bin packing is a well-known combinatorial optimization problem. In the classical one-dimen-
sional case we are given a set of items represented by a list L = {x1, x2, ..., x, } of real numbers
in (0,1], and an infinite list of unit capacity bins. Each item z; has to be assigned to a unique
bin such that the sum of the elements in each bin does not exceed 1. Our aim is to minimize
the number of used bins. It is well-known that finding an optimal packing is NP-hard [7].
Consequently, large number of papers have been published which look for polynomial time
algorithms with an acceptable approximative behavior. The on-line bin packing algorithms put
items into a bin as they appear without knowing anything about the subsequent elements
(neither the sizes nor the number of the elements). Off-line algorithms can use more informa-
tion: most of them examine the entire list before they apply their strategy to pack the items.
The so called semi-on-line algorithms [2] are between the on-line and off-line ones. For such al-
gorithms at least one of the following operations is allowed: repacking of some items [4-6,11],
lookahead of the next several elements [8], or some kind of preordering.

The efficiency of different algorithms is generally measured by two different methods: the
investigation of the worst-case behavior, or — assuming some probability distribution of the
elements — a probability analysis. In this paper we will concentrate on the asymptotic worst-
case ratio which can be defined as follows: denote A(L) the number of bins used by the (either
repacking or non-repacking) algorithm A to pack the elements of a list L, and let L* the num-
ber of bins in an optimal packing. If

Ra(k) := max {%m* = k} 1)

denotes the maximum ratio of A(L)/L* for any list L with L* = k, then the asymptotic performance
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ratio (APR) R 4 of the algorithm A is defined as
Ry = limsup,_, . Ra(k). (2)

The best known lower bound for the APR of any on-line bin packing algorithm A is 1.54014
(given by Van Vliet [17]), while for the current best algorithm has an APR of 1.58889 (Seiden,
[16]).

The general semi-on-line bin packing problem with repacking was studied by Gambosi et
al. [6]. Here the expression ‘general” means that the number of repackable elements per step
is not restricted (bounded) in a strict way by a constant. They gave an O(n) time algorithm
with an APR of 1.5 and an O(n log n) time algorithm with an APR of %. The latter algorithm
was improved to an algorithm with APR of 1.25 by Ivkovi¢ and Lloyd [12]. Note, that none of
the above mentioned algorithms repack constant number of elements in a strict sense, because
they define the cost of repacking a bundle of small items as a constant.

The only lower bound for this problem is proved by Ivkovi¢ and Lloyd. This bound is %. In
their lower bound construction the repacking of a constant number of items is allowed after
the arrival of each new item. The % lower bound is proved for fully dynamic bin packing with
restricted repacking. Dynamic bin packing means that in each step not only the insertion of the
arrived elements (Insert operation) is allowed, but in any step one element can be deleted
(Delete operation) instead of Insert. The fully dynamic bin packing is such a version of the dy-
namic bin packing when repacking is allowed. Although the 3 lower bound was constructed
for this particular fully dynamic bin packing problem, the model can be easily applied for the
similar classical (i.e. repacking, but not dynamic) semi-on-line bin-packing problem. For more
details, see the survey of Csirik and Woeginger [3]).

A similar problem class called batched bin packing is defined by Gutin et al. [9]: in this case
the items become available in batches, and each batch must be packed before the next batch
arrives. By defining and solving a related nonlinear optimization problem we will generalize
the solution method of [9] for deriving lower bounds.

In this paper we improve the lower bound 4/3 for that of the variant of the on-line bin
packing problem when in each step the repacking of constant number of elements is allowed.
The same construction can be used for deriving the same lower bound for the similar version
of the fully dynamic bin packing problem. Improved lower bounds will be obtained by solv-
ing a nonlinear optimization problem. The solution of the special cases of the same nonlinear
optimization problem is interesting as well, because their solutions answer some questions
raised in [9] for the batched bin packing problem, namely, for the two batched bin packing
problem, when the number of different item sizes is at most p. In [9] it is shown that the lower
bound r(p) is the best possible in the case of p = 2, but it was not clear whether the bounds
r(p) given for cases of p > 3 might be the best possible bounds. Here we are answering the
question regarding the optimality of the given bound for these values. We note that the lower
bounds for these special cases are valid for the above mentioned two problems, too.

2. Constructing the lower bounds by a linear and a nonlinear

optimization problem
The following theorem is proved in [1]:
Theorem 1. [1] Let k > 1 and ¢ > 1 be arbitrary integers and 1,2, ..., xk, (% <z <20 <

o+ < xp < 1) be fixed real numbers. Let y; =1 —x;, (1 =1,...,k) and yp41 = 0. Then the solution
of the following linear programming problem is a lower bound for the APR of an arbitrary semi-online
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bin packing algorithm with c-repacking:

min b, 3)
i—1 1 k
subject to b > 14y +2y; Zq(;—l)—z,zj , i=1,...,k), 4)
j=1 J j=i
k
b > 1+ 2z-<——1>, (5)
zi > 0, (Z: y .,k), (6)
k
1
sz < 5 ?)
j=1

Note that the expression c-repacking means that a given number ¢ of elements can be
repacked in each step.
We omit the proof of this theorem, but we introduce a list-construction as the basic idea

behind the proof: consider a series of lists L1, ..., Ly, where L; (j = 1,...,k) contains {ﬁw
items of size x; +¢;, where ¢; := ﬁ, and € < minj—;__ 1 {y; — yj4+1} is an arbitrary positive
i

number. Lg is defined as a list of M items of size a, where a < [ fﬁ and M = L—EG_‘EJ . It can
— | C
Y

be seen that size(L;), i.e. the sum of the elements in L; is § + ¢, while size(Lo) is § — ¢.
We can see that the size of the equal elements a = a(¢) in Ly is a very small number, and

n

the total size of the repackable items in {%1 steps is less than ¢; (j = 1...., k). The key idea

of the construction is the following: if a is small, — as it is defined above — then considering
the list-concatenations LoL1, LoLs, ..., LoLg, the total size of the repackable small elements
during the packing of the second list L is less than ¢;.

This way we "almost switch off" the role of the repacking. It is directly follows from the size
of any "big" element x; (= 1 — y;), that such a big element can be packed only in a bin, which
level is at most y; — ¢;. If we denote by z;n the cumulative size of the items that are packed
in y;-type bins, — we call a bin B y;-type bin if size(B) € (yi+1,y:| — then because of the above
reasoning a bin containing a big element had level of at most y; after the packing of Ly.

Based on the principle of the above construction, we can now estimate (2) for Ly and for
LoL;j, j = 1,...,k. Namely, equation (4) of Theorem 1 comes from the estimation of (2) for
the list concatenations LyL;,V;j, while equation (5) comes from the estimation of (2) for the
case list L (i.e. for the case when there is no list appearing after Ly). By picking any y1, ..., yx
values for which the condition of the Theorem 1 hold (0 < y; < ... < y1 < 0.5) we get a lower
bound for any of the three problems we are dealing with, and any such y-system will result in
a lower bound for the problem (3)—(7).

First, consider the case of k = 1 and y; = 0.5. In this case we get a very simple system of
equations, and the optimal solution will be %, getting back the result of [11] as a special case
of our construction. It can be shown, that in the case of k¥ = 1 this is the best lower bound,
which can be given by our construction. On the other hand, by fixing larger k£ (k > 2) and
y;j (4 = 1,...,k) values, for which the condition of the Theorem 1 hold (0 < y; < ... < y; <
0.5), the bound given in [11] can be improved. Note, that for £ > 2 it is enough to consider
y; > 0.25, since in the case of k¥ = 1 with y; = 0.5 the lower bound was %. Hence, to get
better lower bounds the elements z; (j = 1,...,k) in the lists Ly, ..., L; have to be smaller
than 0.75 (otherwise the algorithm would put the larger elements alone into one bin). So in
the following we can assume that

y; > 025 forany y;,5 = 1,...,k, k> 1. (8)
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Concerning the choice of the y values, the most obvious method is to consider the yi,...,yx
system as k equidistant points in the (0.25,0.5] interval, i.e. y; := 0.5 — 0'25%]_1), ji=1... k.
For this y-system, solving the received LP (if we fix y-s, (9) is an LP), we get the lower bounds
for (9). The results are displayed in the third column of our Table 1. In this way all values of
the third column of our Table 1 improve the lower bound for the on-line bin packing problem
with restricted repacking and for the same version of fully dynamic bin packing as well.

Our construction (without considering repacking) can be used for the two batched bin pack-
ing problem (2 — BBPP, [9]). in cases when p different sizes are allowed. In our construction
this means p = k + 1 lists, because of the list L.

In this way, if we used the aforementioned equidistant points as the y-system of our con-
struction, we exactly get back the results of Gutin at al. for the two batched bin packing prob-
lem when p number of different elements are allowed. The third column of our Table 1 con-
tains the values which are corresponding to their Table on page 77 of [9] for the two batched
bin packing problem.

Note that the construction in [9] was similar, but the main point is different: they used only
equidistant y;-values (in our terminology), while we can consider any y-systems (allowing not
only equidistant points). In this way our construction can be considered as a generalization of
the one of [9]. The construction of [9] placed some elements of size s in the list L, 0 < s < %,
while L; contained n/;j elements, each of size 1 — js (j = 1,...,m, where m = L%J) In our
construction z; = 1 — js, and y; = js, respectively. (Note, that since our first list has an index
0, their p value corresponds to k£ + 1 in our construction; see Table 1, columns 1-2.)

The essence of the results of the LP approach (either considering equidistant y-systems
or not) is that the obtained bounds are valid for the two above mentioned semi-on-line bin
packing problems, allowing restricted repacking.

In the following we answer a question raised in [9], namely, whether their bound given
for the cases when only p (p > 2) different elements are allowed, can be improved? In our
context, the corresponding problem is whether we can produce better lower bounds from our
construction, as compared to the ones obtained from the equidistant y-points. This question
leads us to a nonlinear optimization problem which can be described in a short form using the
objective function and constraints of Theorem 1:

max b* (Y1, -5 Yk), )
subject to 0.25 <y < ... <y; < 0.5,

where b*(y1, . .., yx) denotes the optimal solution of the minimization problem (3) subject to
the constraints (4-7) for a fixed system of yi,...,yx. Recall that the 0.25 < yy, restriction is
allowed due to (8). The obtained problem (9) is a so called max-min problem. Nevertheless,
if we fix the y-s, then we get back the LP (3-7), and again any y-values deliver a lower bound.
Now, the question is: which y-system should be considered to maximize (9).

3. The analysis and solution of the nonlinear optimization
problem — asymptotic behavior and special cases

Problem (9) seems to be very hard to solve from a global optimization point of view in its pre-
sented form. Following the transformations introduced in details in [1], we obtain an equiva-
lent, but more convenient form (with one single objective and easily manageable bound con-
straints for the variables):

L=y
max fly) =1+ T :
Yr + y—ll + i Gk (10)

subject to 0.25 <y < ... <y1 <0.5.
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Lemma 2. Let k > 2 be an arbitrary, but fixed integer. Assume that the one-dimensional optimization
problem

1=y
yk +2—k— (k—1)(2yg) Y/ k-1’ (11)

subject to 0.25 <y < 0.5

max t(yx) =1+

has a unique optimal solution y;, = y* € [0.25,0.5] with t(y*) = t*. Then the k—dimensional problem
(10) also has a unique optimal solution, and it is given by

1 1 i—1

n=g vi=52) =2k

Moreover, the optimum of the original problem also equals to t*.

For this modified form of the original problem the following statements hold:

Lemma 3. [1] The optimal solution of (11) converges to the maximum of the function

1—2z
=1+ 12
/(@) z+1+In(1)—In(2) (12)
in the interval |3, 3] if k — oc.
Lemma 4. [1] The maximum of the function f(x)is 1 — %2 ~ 1.3871 in the interval [%, %],
W_1 (eT)-i-l

where W_1 (x) is a branch of the Lambert function.

We solved (11) with a branch-and-bound global optimization algorithm using interval arith-
metic calculations ( [10,13-15]) for the parameter values of k = 2,...,10, 20, 50, 100, 1000. In
each case, we have managed to verify the existence and uniqueness of y*, and we have ob-
tained the guaranteed interval enclosures of both y* and ¢* with high precision. The enclosure
of y* allowed us to verify the additional prerequisite y* < 0.5 as well, and thus, to construct
the interval enclosures of the unique solution of the original problem. The fourth column of
Table 1 contains the the optimum values for the solved problem instances up to 12 digits. Due
to the precision of the interval calculations there is a guarantee that the results are accurate in
the displayed digits.

Table1. Improved lower bounds for a variation of the 2-batched bin packing problem when only k + 1 item sizes
are allowed known in advance.

k D Equidistant points (y-s) Arbitrary points (y-s)
1 2 1.3333... —
2 3 1.3658... 1.36602540378...
3 4 1.3738... 1.37393876913...
4 5 1.3773... 1.37753136189...
5 6 1.3793... 1.37958528769...
6 7 1.38051 1.38091512540...
7 8 1.38136 1.38184652163...
8 9 1.38198 1.38253525895...
9 10 1.38246 1.38306525702...
10 11 1.38296 1.38348573275...
20 21 1.38509 1.38534022765...
50 51 1.38631 1.38642436208...

100 101 1.38673 1.38678113846...
1000 1001 1.38709 1.38710030535...
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4. Summary

The paper dealt with a nice connection between a discrete (combinatorial) optimization prob-
lem and global optimization. The lower bound constructions given for special bin packing
problems led to a nonlinear optimization problem, and after some transformations the solu-
tions were delivered. Our construction is more general than the ones of [11] and [9], and its
special cases improved the results of [9] by answering the questions raised in the paper.
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Abstract We present a computer assisted proofs for the existence of so-called horseshoes of the different it-
erates of the classical Hénon map (H(z,y) = (1 + y — az?, Bz)). An associated abstract provides
algorithms and the theoretical basis for the checking of three geometrical conditions to be fulfilled by
all points of the solution region. The method applies interval arithmetic and recursive subdivision.
This verified technique proved to be fast on the investigated problem instances. So we were able to
solve some unsolved problems, the present talk will summarize these computational results.

Keywords: Chaos, Hénon-mapping, Computer-aided proof.

After having introduced our computational methodology to locate chaotic regions (see the
associated abstract and the papers [4] and [1]), now we concentrate on the obtained numerical
results. First we have checked the reported chaotic region [6] by our checking routine.

We have investigated the seventh iterate of the Hénon mapping with the parameters of
A = 1.4 and B = 0.3. The checked region consists of two parallelograms with sides parallel to
the z-axis, the first coordinates of the lower corner points were 0.460, 0.556, 0.588, and 0.620,
while the second coordinates were the same, 0.01. The common y coordinate for the upper
corner points was 0.28. The tangent of the sides was 2. We have set the ¢ threshold value for
the checking routine to be 10~1°.

First the algorithm determined the starting interval, that contains the region to be checked:

[0.46000000000, 0.75500000000] x [0.01000000000, 0.28000000000)].

Then the three conditions were checked one after the other. All of these proved to be valid
— as expected. The amount of function evaluations (for the transformation, i.e. for the sev-
enth iterate of the Hénon mapping in each case) were 273, 523, and 1613, respectively. The
algorithm stores those subintervals for which it was impossible to prove whether the given
condition holds, these required further subdivision to achieve a conclusion. The depth of the
stack necessary for the checking was 11, 13, and 14, respectively. The CPU time used proved
to be negligible, only a few seconds.

Then, We have applied the global optimization model for the 5th iterate Hénon mapping.
Note that the less the iteration number, the more difficult the related problem: no chaotic
regions were reported for the iterates less than 7 till now. We have solved the optimization
problem with a clustering method [2]. After some experimentation, the search domain set for

*This work has been partially supported by the Bilateral Austrian-Hungarian project 6u56011 as well as by the Hungarian
National Science Foundation Grants OTKA No. T 037491, T 032118, T 034350, T 048377, and T 046822.
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the parameters to be optimized was:
A € [1.00,2.00],

B € [0.10,1.00],
Ta, T, Tey Tqg € [0.40,0.64].

Table 1 presents the numerical results of the ten search runs.

Table 1. Numerical results of the search runs

LO ZO FE PE T
12 4 13,197 4,086 17
12 1 12,913 3,365 16
12 1 13,569 4,303 19
12 2 12,918 3,394 16
12 1 14,117 5,083 18
12 3 21,391 7,400 25
12 2 12,623 3,296 16
12 0 15,388 6,221 30
12 3 13,458 3,858 15
12 2 14,643 5,002 16

Here LO stands for number of local optima found, ZO for the number of zero optimum
values, FE for the number of function evaluations, PE for the number of penalty function
evaluations, and finally T for the CPU time used in minutes.

One example of the obtained optimized parameter values is as follows:
A = 1.7484856, B = 0.3784193,
xq = 0.4379310, z, = 0.5143267,
z. = 0.5661056, x4 = 0.6339521.

Finally we consider the 3rd iterate of Hénon-mapping. The first successful run of our global
optimization algorithm involved beyond the earlier six parameters also the angle o, and 3
coordinates of the set E. The numerical results with the ten parameters (see also Figure 1):

Yy
Or Eq
0.5
RO e
. |
Es A 1.5 .
Hk<a>/
Or

Figure 1.  Tllustration of the [ transformation with the obtained chaotic region of two parallelograms.
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0.4

0.2

1.3 A 1.5

Figure 2. Illustration of the obtained interval containing only such A and B values that ensure a chaotic region
in the classic two parallelograms. Those grid points that also fulfill the conditions are denoted by small circles.

A = 2.5569088, B = 0.15963498,
tan o = 3.3579163,
e = 0.29188440, z;, = 0.53887296,
e = 0.74663494, x4 = 0.84359572,
E1 pottom = 0.18937143, B jepr = 0.21673342, E 1igpe = 0.84386042.

Beyond the above mentioned results, we have achieved intervals of positive measure con-
taining exclusively feasible points for our constraint satisfaction problem with a tolerance
optimization method [3]. As an illustration of the results see Figure 2.
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Abstract With application to the specific problem of multiple gravity assist trajectory design, a deterministic
search space pruning algorithm is developed that displays both polynomial time and space com-
plexity. This is shown empirically to achieve search space reductions of greater than six orders of
magnitude, thus reducing significantly the complexity of the subsequent optimisation.

Keywords: mission design, multiple gravity assist, global optimisation, constraint propagation, heuristic search.

1. Introduction

A gravity assist manoeuvre uses a celestial object’s gravity in order to change a spacecraft’s
trajectory. When a spacecraft approaches a celestial object, a small amount of the object’s or-
bital momentum is transferred to the spacecraft. This manoeuvre was used for the first time
in the 1970’s, when the spacecraft Voyager used multiple gravity assist flybys of Jupiter, Sat-
urn, Uranus and Neptune, to propel itself beyond these planets. Gravity assist manoeuvres
(GAs) are frequently used to reduce fuel requirements and mission duration [1]. Most inter-
planetary trajectory design problems can be stated as optimisation problems, where one of the
fundamental goals is the minimisation of fuel requirements, with consideration also given to
intermediate planetary flybys, mission duration, type of arrival, launch and arrival windows,
and velocity constraints. Traditionally, local optimisation has been used to attempt to solve
these design problems [2,3]. However, because of nonlinearities and the periodic motion of the
planets, multiple local minima exist and, as a result, local optimisation only helps to find local
minima which are heavily dependent on the initial guesses employed and are not necessar-
ily good solutions. The use of global optimisation techniques has been proposed for tackling
these problems, as these methods have better chances of finding good solutions approaching
the global optimum [4]. Genetic algorithms and similar techniques have been employed, but
these techniques may face difficulties in tackling realistic missions due to the large size of the
search space associated with these problems. This paper considers the problem of multiple
gravity assist (MGA) trajectories with a known planetary sequence and no deep space ma-
noeuvres. In such cases, it can be shown that the vast majority of the search space consists
of infeasible, or very undesirable, solutions. This observation motivated the development of
a method for producing reduced search spaces by pruning, thus allowing standard global
optimisation techniques to be applied more successfully to the reduced box bounds [5]. The
technique presented in this paper has been named Gravity Assist Space Pruning (GASP).



40 V.M. Becerra, D.R. Myatt, S.]. Nasuto, ].M. Bishop, and D. Izzo

2. Gravity assist: space pruning algorithm

This section describes the motivation behind and functionality of the GASP algorithm. Con-
sider the MGA problem with a defined planetary sequence (e.g. Earth-Venus-Venus-Earth-
Jupiter-Saturn) and no deep space maneouvres. The decision vector for this problem is as
follows

X = {to,tl,tg,tg...}, (1)

where tj is the launch date, ¢; is the phase time from the first to second planet, t; from the
second to third planet etc. An efficient Lambert solver [6] is used to calculate appropriate Ke-
plerian orbits between the planetary positions in the given time, and then a powered swingby
model is applied, such as that designed by Gobetz [7].

21 Single interplanetary transfer

Consider the simplest case of a single interplanetary transfer with a braking manoeuvre at the
target planet. The objective function assumed is a simple minimisation of total thrust (the sum
of the initial hyperbolic excess velocity, v;, and braking manoeuvre, vy), so

f:Ui-l-Uf. (2)

The decision vector in the single transfer case will be x = {t¢, 1 }. An important observation
is that this search space will contain a line for each time ¢, that a probe can arrive at the final
planet, such that ty + ¢t; = t. Obviously, at a given time ¢, regardless of the launch time or
departure time, the target planet will be in the same position and have the same velocity. There-
fore, it is beneficial to consider the search space as %, to + 1, this is departure time at the first
planet compared to arrival time at the second. The optimisation method to be investigated
is grid sampling. Grid sampling is usually considered a very inefficient optimiser, particu-
larly in high dimensionalities. For example, using the enumerative search in the Swingby
Calculator application [8] yields optimisation times approaching an hour for relatively small
search spaces (on a 600Mhz Pentium Processor). However, for only 1 and 2 dimensions grid
sampling is computationally tractable, as long as the objective function is reasonably smooth
and the exact optimum is not required. Therefore, the objective function for a single inter-
planetary transfer may be grid sampled at an appropriate resolution in the departure time vs
arrival time domain efficiently, although in this case most other optimisation methods would
yield better results in terms of objective function evaluations. However, the grid sampled ver-
sion will require many less Ephemeris calculations, as the same positions/velocities need not
be recalculated for a given departure or arrival time. If the 2D search space was discretised
into k cells in each dimension, only 2k Ephemeris calculations are required for the entire sam-
pling, and k? Lambert problem solutions. By comparison, two Ephemeris calculations would
be required by each objective function evaluation in a standard optimiser. Even in the single
interplanetary transfer case, a large proportion of the search space corresponds to undesirable
solutions i.e. those with impractical C3'. To illustrate this, the optimisation of an Earth-Mars
transfer was considered between the dates (-1200 to 600 MJD2000) and phase times of 25 to
515 days. A sampling resolution of 10 days was used in both axes. Only 12.5% of this search
space had a C3 of less than 25km?/s?. Figure 1 shows this search space plotted as departure
time vs arrival time - the diagonal lines delineate the sampled portion of the search space,
and the dark regions within the lines indicate trajectories with a fasible C3 value lower than
25km? /s,

As a consequence, in gravity assist and multiple gravity assist cases starting with an Earth-
Mars transfer in these bounds, at least 87.5% (100%-12.5%) of the overall search space must

1C3 (units km?/s?) is the square of the hyperbolic excess velocity.
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ARRIMAL TIME

DEFARTURE TIME

Figure 1. A grid sampled Earth-Mars transfer. The white regions within the delineating diagonal lines indicate
solutions with a C3 of greater than 25km? /s>

correspond to undesirable solutions. Even allowing an enormous C3 of 100km?/s2, only 33%
of the search space becomes valid. The GASP algorithm was design to efficiently detect and
prune infeasible parts of the space, leaving several sets of box bounds with vastly smaller
contents. These reduced box bounds may then be optimised efficiently using a standard opti-
misation method.

Hyperbolic Excess Velocity Constraint: The maximum allowable hyperbolic excess veloc-
ity is the first main constraint of the GASP algorithm, as it determines possible launch dates
to the first target planet.

Braking Manoeuvre Constraint: As well as the C3 constraint, it is logical to add a con-
straint on the maximum braking manoeuvre that the spacecraft can perform. Applying a C3
constraint of 25km?/s? and a braking manoeuvre constraint of 5km/s it can be estimated that
less than 5% of the search space yields feasible trajectories. By applying two very simple con-
straints to the interplanetary case it has been shown that a very significant reduction in search
space can been achieved, leaving clear launch windows and arrival time windows.

2.2 Forward Constraining

It has been shown that the C3 and braking manoeuvre constraints alone significantly reduce
the search space content for an interplanetary transfer. From Figure 1, it can be seen that for
many values of the arrival time there are no feasible departure times. This observation is the
key principle on which the GASP algorithm is based: if no feasible trajectories arrive at a
planet on a given date then there can be no departures from the planet on that date (assuming
the change in velocity from the swingby is instantaneous). Now consider a trajectory with a
single gravity assist. Using grid sampling on this function would usually involve sampling
in three dimensions, and hence as additional planets were added the number of objective
function evaluations would increase exponentially. Instead, with GASP, the search space is
sampled as a cascade of two dimensional search spaces, each with possible departure dates
(in the horizontal axis) and prospective arrival dates (in the vertical axis). Because of this, the
number of Lambert problem evaluations is vastly reduced.
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2.3 Gravity assist thrust constraint

Two constraints are added in order to maximise the probability of gravity assists being feasi-
ble. The first such constraint is the gravity assist thrust constraint, which limits the maximum
absolute difference between incoming and outgoing velocities during a gravity assist to some
threshold, T),. This threshold is set separately for each gravity assist. The following is then
performed for every arrival time at a planet:

and v?

1. Calculate the bounds on incoming velocity, v nax-

;nin
2. Invalidate any outgoing trajectories that do not have outgoing velocities in the range

[Vfin — Tv — Ly, Vinax + Ty + Ly, where L, is an appropriate tolerance based on the
Lipschitzian constant of the current phase plot.

f

3. Calculate the modified bounds on outgoing velocity, v; .. and vr];ax.

4. Invalidate any incoming trajectories with velocities outside the range [vrj;in—Tv—Lv, vhax+
Ty + L.

24 Gravity assist angular constraint

The gravity assist angular constraint removes infeasible swingbys from the search space on the
basis of them being associated with a hyperbolic periapse under the minimum safe distance
for the given gravity assist body. This is determined over every arrival date at a planet as
follows, assuming ¢ valid incoming trajectories and j valid outgoing trajectories:

1. For all i incoming trajectories

2. For all j incoming trajectories

3. If the swingby is valid for the current incoming
and outgoing trajectory, mark both incoming and
outgoing trajectory as valid.

4. End
5. End
6. Invalidate all trajectories not marked as valid

The swingby angle is decreased by an appropriate Lipschitzian tolerance 1, in order to com-
pensate for the effects of the grid sampling of the search space.

3. Time and space complexity

This section determines the time and space complexity of the GASP algorithm. It will be
shown that GASP scales quadratically in space and quartically in time with respect to the
number of gravity assist manoeuvres considered. For simplicity, the following analysis as-
sumed that the initial launch window and all phase times are the same.

3.1 Space Complexity

Consider a launch window discretised into k£ bins and a mission phase time also discretised
into k bins. For the first phase k? Lambert problems must be sampled. The next phase will
need to sample (k + k)k = 2k?, as the number of possible times that the planet may be arrived
at is doubled (minimum launch date, minimum phase time to maximum launch date, maxi-
mum phase time). The third phase will require 3k Lambert function evaluations, and the n'"
phase nk?. This gives the series

O(n) = k> + 2k + 3k? + ... 4 nk? (3)
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On) =k*(1+2+3+...+n) (4)
O(n) :kzw. 5)

Therefore, the amount of space required for n phases is only of the order O(n?), rather than
O(k™) for full grid sampling.

Similarly, it is clear that the space complexity with respect to the resolution k, is also of the
order O(k?).

3.2 Time Complexity

The memory space required is directly proportional to the maximum number of Lambert
problems that must be solved, and hence the time complexity of the sampling portion of the
GASP algorithm must also be of the order O(n?).

Launch energy constraint complexity: The launch energy constraint is only applied in the
first phase, and hence is independent of the number of swingbys. The time complexity is
O(k?) with respect to resolution.

Gravity assist thrust constraint complexity: The time complexity of applying the gravity
assist thrust constraint is O(n?) with respect to dimensionality (number of phases), due to the
inevitable increase in size of later phase plots to encompass all possible arrival dates. The first
phase requires of the order of 2k x (k + 3k) operations in order to perform the constraining of
outgoing velocity from incoming velocity (the back constraining may be ignored at this point).
The second phase requires of the order of 3k x (2k + 4k) operations. In general, the n"" phase
requires of the order of 2n%k3 operations. Therefore, the total number of operations over all
phases is

(n+ 1)3(2n +1) ©)

Therefore, applying this constraint yields cubic time complexity in dimensionality and quadratic
complexity in resolution.

2k2[2% + 32 + 4% + ... +n?] = 2k2"

Gravity assist angular constraint complexity: The maximum number of swingby models that

must be calculated for the first phase is close to k x 2k x 3k = 6k3. For the second swingby, this

is 2k x 3k x 4k = 24k3. In general, for n phases, the upper bound on the number of swingby
calculations, o, is

a= 3x2x1xk+4x3x2xk .

+5x4x3x K+ ...+ (n+2)(n+ 1)nkd @

From [9], it can be shown that the total number of these operations must be

n

a=kY (j+2)(+1)j=Fk
j=1

(n+1)(n+2)(n+3)
1 )

(®)

Therefore, the overall time complexity with respect to resolution is O(k3), while the time com-
plexity with respect to dimensionality is O(n?). Therefore, the gravity assist angular constraint
is the most computationally expensive and hence is applied after GA thrust constraint in order
to minimise the number of swingby models that must be calculated.

Overall time complexity: The overall time complexity, taken from the most complex part of
the algorithm (the gravity assist angular constraint), is cubic with respect to resolution and
quartic with respect to dimensionality.
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4, Differential evolution

Differential Evolution (DE) [10] is a novel incomplete probabilistic global optimiser based on
Genetic Algorithms [11], and was the highest ranked GA-type algorithm in the First Inter-
national Contest on Evolutionary Computation. Following [10], scheme DE1 is used in this
work as the crossover operator as it has been shown to perform the best on the most complex
test function examined.

5. Results

This section demonstrates the improvements that GASP can make over Differential Evolu-
tion alone in one test case. Consider the optimisation of an EVVE]S transfer with an orbital
insertion, where the objective function is the minimisation of the sum of the launcher and
probe thrust. The bounds on the decision vector were as follows:

m to € [~1200,600] MJD2000
m t) € [14,284] days

m ty € [22,442] days

m {3 € [14,284] days

m t4 €[99,1989] days

m t5 € [366,7316] days

GASP was applied to this problem with a sampling resolution of 10 days. In order to com-
plete the sampling, 144498 Lambert problem solutions and 3749 Ephemeris calculations were
required. The following constraints were defined in the GASP algorithm:

L] THEV = 8000m/5
L] TGA1.W4 = 1000m/s
L] TBrake = 5000771/8

This configuration yields two major solution families, one with a launch window of -920 to
-660MJD2000, and the other 280 to 490MJD2000. Differential Evolution was applied to the ac-
cumulation of each solution family (the tightest decision vector bounds that all solution family
nodes exist within). A population of 40 individuals was used and a terminal number of 2000
iterations were allowed. Note that this corresponds to 40 x 2000 x 5 = 400000 Lambert prob-
lem solutions and 480000 Ephemeris calculations. The later launch window was eliminated
immediately as applying Differential Evolution did not yield any valid solutions. Further op-
timisation on this launch window has consistently optimised to the same invalid minima. The
earlier launch window proved much more promising and, as a consequence, 20 optimisation
trials were performed. Of these trials, 19 found the second best known optima to this problem
(5225m/s) to within 1m/s, and one came close to the best known optimum, (4870m/s). Exper-
imentation has shown this minimum has a very small basin of attraction with respect to this
objective function, and is exceptionally hard to find even in the reduced search space. When
applying Differential Evolution alone to the entire search space, only 7 out of the 20 trials
found the second best minimum, and none the best known. Using GASP, it is apparent that
there is an extremely high probability that at least the second best solution will be found. In
subsequent trials, the objective function was altered to penalise any trajectory with hyperbolic
excess velocity of greater than 3000m/s. Only two of 20 of the GASP constrained trials failed
to find the best known solution to within 10m/s in this case (instead finding the second best
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one), while again 7 out of 20 optimisation of the entire domain found the second best solution,
and none located the best. Again, these results highlight the significant advantages of using
the GASP algorithm. Not only does it allow effective visualisation of the search space, but it
drastically reduces the requirement for optimisation restarts in order to find good solutions,
and at a fraction of the computational expense of an optimisation restart.

6. Conclusions

This paper has described the Gravity Assist Space Pruning algorithm, proved that it has both
polynomial time and space complexity, and furthermore demonstrated that it produces signif-
icant benefits over optimising the entire domain with relatively little computational expense.
Additionally, the GASP algorithm allows intuitive visualisation of a high dimensional search
space, and facilitates the identification of launch windows and alternative mission options.
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Abstract In this work, we present a hybrid global optimization method of evolutionary type. The proce-
dure uses random perturbations of descent methods in the mutation step and generates the initial
population by using a Representation Formula of the global optimum. The method is applied to
a relevant inverse problem: the calibration of a gravity—opportunity model for trip distribution in
transportation theory.

Keywords: Global Optimization, Hybrid Methods, Gravity-Opportunity Model

1. Introduction

Transportation planning is a field where the calibration of models is often used. In typical
situations, the mathematical model to be used contains parameters to be determined from
empiric data by identification procedures. Generally, these procedures lead to non convex
optimization problems and robust numerical methods are needed in the calibration process.
We consider in this work the calibration of a gravity—opportunity model which is derived by
applying the Maximum Likelihood Principle to the experimental data, such as, for instance,
measurements of O-D (origin-destination) trips (see, for instance, [5]). Such a model leads to
function exhibiting the typical behaviour shown in Figure 1. Previous works [3,6,7] properly
addressed the numerical difficulties in the calibration procedure, which are essentially con-
nected, on the one hand, to the nonconvexity and, on the other hand, to the wide sensibility of
the objective function with respect to the parameters to be determined: large desequilibrated
gradients are involved. We present here a hybrid global optimization procedure for solving
the problem. The method has been tested on classical functions such as Rastringin’s one (Fig-
ure 2) [4] and it is applied here to the calibration of a gravity—opportunity model from O-D
sources [5]. In this field, the standard procedures are difficulty to use, request high computa-
tional effort and uses optimization parameters specially defined for a given data set. Among
our objectives, we look for the definition of a calibration procedure less dependent on the data
set and saving computational cost.

2. The Trip Distribution Model

By limitation of the room, we do not give more detailed derivation of the model: the reader
interested in this aspect is invited to refer to [5]. Let us denote by T;; the number of trips going



48 Edson Tadeu Bez, Mirian Buss Gongalves, and José Eduardo Souza de Cursi

5

]
=
¥i

100

Function value {maximum Likelihood criteria)

lambda parameter 0 o - beta parameter

Figure 1. Function defined by the Maximum Likelihood criteria ( [2]).

Figure 2. Rastringin’s test function.

from origin number i to destination number j, O; the number of departures from origin num-
ber i, D; the number of arrivals at destination j, W;; a quantity measuring the opportunities
found between origin ¢ and destination j, ¢;; a quantity connected to the cost of the trip from
origin 7 to destination j. The gravity — opportunity model doubly restricted reads as

T’ij == AiOiBije_(AWij—i_’Bcij) ,i,j == 1,2, ey T (1)

Parameters A;, Bj, A, 8 are usually unknown and must be determined. Usually, the main
parameters are A and f3, since the coefficients A4; and B; must verify nonlinear relations con-
nected to the equilibrium of the fluxes between destinations and origins. For given A and S,
A; and B; may be determined by solving the nonlinear equations establishing the equilibrium
of the fluxes. One of the most popular methods for this determination is Furness balancing
method, which will not be developed here.

Let us assume that a set of measurements T{; is given. Then, we have (see, for instance, [5]):
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J
Bj = (> A0 Wisem Pyt 3)
i
Z Ticij = Z Tijcig (4)
ij ij
> Tiwij =) Tijwi;. ®)
ij ij

These relations may be derived from the principle of the Maximum Likelihood applied to
(1). The parameters 3 and X are determined into a way that the results reproduce the average
cost of the observed trips and the average number observed in the intervenient opportunities
per trip: (8, A) minimizes the function

2 2
_ Ti; (B, A) _ Ti;(B,A)
f(B,A) = |e— Eij — 7 G| t|w- Eij — 5 Wi (6)
where
> T > Tiwi

_ g i
_ - _v 7
C T and w T )

If Equations 4 — 5 are satisfied f(3,\) = 0.

3. A Numerical Method

[7] has introduced an evolutionary version of an random perturbation algorithm based on
the gradient method. We present here a modification of these method, improved by the in-
troduction of a Representation Formula established by [9]. The Representation is used in
order to generate the initial population. The experiments have established improvements in
the robustness and speed of convergence. A complete set of experiments with classical test
functions is performed in [4].

The Representation Formula reads as follows: let us consider a regular function f : " — R,
defined on a closed bounded not empty set S C R", S # ¢. Assume that P is a probability on
S having a strictly positive regular density. Then, we have:

f_ o Elrg( f(2)
A—too E(g(\, f(2)))

where A\ € R, ¢ is a function conveniently chosen and F(e) denotes the mean. Equation
8 may be interpreted as a weighted mean of = on S. The weights are connected to the value
of f(x) and, for g having suitable decreasing properties, the weights are smaller for points
corresponding to higher values of the objective function. At the limit, the weights concentrate
on the points corresponding to the global optimum. A possible choice for g, suggested by M.
Pincus (see, for instance, [9]) is:

(8)

X

g\, f(z)) = e @) )
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In practice, we must choose a value of ) large enough, we generate a finite sample (z1, ..., Tps)
of elements of S, according to the distribution P and we approximate

i=1

* * 1=

T = xns - ns :
> g\ f(xi)
=1

(10)

Analogously to [7], we shall use an evolutionary algorithm where the mutation step is per-
formed by using random perturbations of a descent method which iterates as z,,+1 = Qn(zy):
the perturbed method iterates as z,+1 = Qn(z,) + Py, where P, is a convenient random
variable such as, for instance,

a ~

Po=—o 7 : ZN(0,0ld). (11)

\/0og(n +b)

Equation 10 will be used in order to generate the initial population. The procedure reads as
follows ( [4]):

1. Letbe given H > 0; three non negative integers NP, NF and NR;
2. We generate the initial population Sy = {z{, 23, ...,2)"} , by using (Equation 10).
3. Atstep n, Sy is derived from S, as follows:
m  Crossover: Let
F, = {yﬁl =alxd + Blak Al ad ak e S, i= 1,...,NF} :

where af, 3¢ ~! are random values from the uniform distribution on [—H, H|
and j and k are randomly chosen;

F,, contains NF' = (2 x N P) elements;

We note B,, = S,, U F,, . B, contains NB = (NP + NF) elements;

m  Mutation: Let
M, = {zp), = Arg min f(Q,(«)) + P}*") :2) € B,: i=0,..,NR;j =1,..., NB},

M, contains NM = (2« N B) elements; P}* =0 e P}, ..., PN isa sample of NR
values from P,;

m  Selection: The elements of A, = B, U M,, = S,, U F,, U M,, are increasing ordered
according to the value of the objective function. The population S, ;1 is formed by
the first NP elements of A4,,, i. e., the best NP elements of S,,.

In our experiments, the deterministic descent method @, is the gradient method with opti-
mal step (steepest descent. See, for instance, [9]). The maximum step is ¢ ,ax = m, where

a > 0 is a fixed parameter. Thus, the step ¢, is defined by the relation
flxn =t Vf(xn) < flzn —tVf(zy)), Yt (0, tmax).

4. Data Sets

We have tested the method on 4 data sets: three sets of real data and one set of simulated data.
The first set of real data comes from the region of Londrina, Brazil,which is divided into 12
traffic zones [1]. The second one corresponds to a region that includes part of the State of Santa
Catarina, Brazil, divided into 77 zones [5]; The third ones is a subset of the previous region,
corresponding to 44 zones of particular interest [5]. The set of simulated data is defined on a
region divided into 30 zones [8].
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5. Results

All the experiments performed use the following set of parameters: NP = 2 (population of
two elements); ns = 100 (size of the sample for application of the Representation Formula),
generated from N (0,0.5); NR = 5 (Number of random perturbations of the deterministic de-
scent method), with a = 0.1, b = 1 and Z generated from N (0,0.2); initial step size o = 0.7.
The determination of the optimal step has been performed by analysis the values of the ob-
jective function on a grid of 21 points uniformly distributed on the interval (0, ¢4, ). Furness
iterations have been stopped when either numbers of iterations has reached 100 or the value of
the objective function has attained 10~3: f(3,\) <10~3. For each situation considered, we have
performed 100 runs. In Table 1, we show the mean value of the objective function attained,
and we underline the effect of the use of Equation 8: we observe a significant improvement.

Table 1. Mean of the final value of the objective function (Equation 6) for 100 runs.

Gongalves Data  Gongalves Data ~ Almeida Data  Kiihlkamp Data
(1992) 77 zones  (1992) 44 zones ~ (1999) 12 zones  (2003) 30 zones

with/ Equation 8 70745.27 11178.77 257.27 52648.36
without/ Equation 8 22.94 7.96 1.13 43.32

In Table 2, we underline the number of iterations.

Table 2. Mean of the final value of the objective function (Equation 6) for 100 runs.

Gongalves Data  Gongalves Data ~ Almeida Data  Kiihlkamp Data
(1992) 77 zones  (1992) 44 zones ~ (1999) 12 zones  (2003) 30 zones

with/ Equation 8 8800 6720 1960 3720
without/ Equation 8 5960 2120 1160 2440

In Figure 3, we compare the performance of the numerical procedure with or without Equa-
tion 8, and also with or without the optimal step procedure.

80 — . . .
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Figure 3.  Influence of Equation 8 and of use of the optimum step in the gradient method - Set of data with 44
Zones.
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6. Concluding Remarks

A stochastic global optimization procedure of evolutionary type has been presented. The pro-
cedure uses random perturbations of descent methods in the mutation step and generates the
initial population by using a Representation Formula of the global optimum. The Represen-
tation Formula, applied in the bettering of the generation of the initial population, placed the
points closer to the solution, causing an increase of convergence speed, and consequently, a
significant reduction in the number of evaluations of the function.

The method was applied to a relevant inverse problem: the calibration of a gravity-
opportunity model for trip distribution in transportation theory. The convergence in the cali-
bration process using a parameter set as default was verified.

The procedure is viewed as an important tool for estimation of parameters of spatial-
interaction models.
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Abstract

Keywords:

Several Multiple-Criteria Decision Making methods require, as starting point, weights measuring
the relative importance of the criteria. A common approach to obtain such weights is to derive them
from a pairwise comparison matrix A.

There is a vast literature on proposals of mathematical-programming methods to infer weights
from A, such as the eigenvector method or the least (logarithmic) squares. Since distinct procedures
yield distinct results (weights) we pose the problem of describing the set of weights obtained by
“sensible” methods: those which are Pareto-optimal for the nonconvex (vector-) optimization prob-
lem of simultaneous minimization of discrepancies.

A characterization of the set of Pareto-optimal solutions is given. Moreover, although the above-
mentioned optimization problems may be multimodal, standard Global Optimization methods can
come up with a globally optimal vector of weights in reasonable time.

Pairwise comparison matrices, weights, Interval Analysis.

1. Introduction

Several strategies have been suggested in the literature to associate withasetD = {d;,...,d,}
of decisions weights z1,z»,...,z, reflecting decision-maker’s preferences. In the Analytic
Hierarchy Process (AHP), [11,12,14,15], an n x n matrix A,

aix aiz -+ Qin

a1 azz -+ Q2p
A=

Gnp1 Aap2 - QApp

is obtained after asking the decision-maker (DM) to quantify the ratio of his/her preferences
of one decision over another. In other words, for every pair of decisions d;, d;, the term a;; > 0
is requested satisfying

T
Qij = m—l @
J

The matrix A so obtained must be a positive reciprocal matrix, i.e.,

1
aj; = — >0 foralli,j =1,2,...,n.
Qi

*This research has been partially supported by grants BEM2002-04525-C02-02 and BFM2002-11282-E MCYT, Spain
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For a given positive reciprocal matrix A, different procedures can be followed in order to
obtain weights z1, ..., z, according to (1), see e.g. [1,5,9,10,13]. In particular, Saaty proposes
the so-called Eigenvector method (EM): x is a column vector satisfying the equation

Ar = Apax®,

where A\pax is the dominant eigenvalue of the positive reciprocal matrix A. See e.g. [12] for
further details, and [6] for commercial software with it.

Many other choices have been proposed in the literature to derive = according to (1), mostly
given as optimal solutions of optimization problems such as

xgﬁﬁi’% v ((|m2/xj - aij|)2j:l> @
or
xg%{jin+7 ((| log(x;/x;) — log(aij)DZj:l) ©)

where R denotes the set of strictly positive reals, and 7 is a monotonic norm in the non-
negative orthant R’*", i.e.,
Y(u) <7(v) Yu,0,0<u<w )

such as any (weighted) £, norm, 1 < p < 400 (usually p = 2 in the literature). See [3] for a
very recent and thorough discussion on different procedures for deriving weights.

It should become evident that different procedures, — (EM) or those derived from (2) or (3)-,
although following (1), may yield different weights, and even different ranking of decisions
may happen, as already shown e.g. in [13].

In the next section we deal with the problem of inferring weights under a multi-objective
point of view, focus our attention in the key property of the solutions of vector-optimization
problems, namely efficiency. In particular, we explore whether the usual weighting method-
ologies, provide (or do not) solutions with this desirable property.

In the last section we consider the generation of weights from (2), a problem that may be
multimodal. We show that standard tools of Global Optimization based on Interval Analysis
can be applied to its resolution with reasonable computational times.

2. Inferring weights: A multi-objective approach

The problem of deriving weights from a pairwise comparison matrix naturally leads to the
Nonconvex Vector-Optimization problem

. Ty
el AU X
mlgﬁ,?+(| z; Qij |)z7éj (X)

We recall the reader, e.g. [2], that, given an optimization problem (P),

Ixnelg’l (fl(x)a SRR fk(x)) )
y € Sis said to dominate x € S if f;(y) < fi(x) foralli = 1,... k, with f;(y) < fi(x) for some i.
Moreover, z € S is said to be efficient for (P) if noy € S dominates x, and z is said to be locally
efficient for (P) if there exists a neighborhood V' of z in S such that no y € V' dominates z.

We provide a test based on Linear Programming that let us to check if any vector » € R}
is efficient for (X'), which is completed with a full description of the set of locally efficient and
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efficient solutions for this problem. Using these results, we prove that the geometric-mean
method for deriving weights, i.e.

n

n
T; = Haij s izl,...,n (5)
j=1

provides efficient solutions for (X).

A geometric characterization of efficiency is also been obtained, based on the graph intro-
duced next.

Definition 1. Given y € RY, let G(y) be the digraph G (y) := ({1,2,..., N}, E(y)),

(i,9) € E(y) iff i # j and y; — y; > log(a;j)

The above-mentioned geometric characterization is provided in the following result (we
recall that a directed graph is said to be strongly connected if for all pairs of nodes (3, j),i # 7,
there exist directed paths from ¢ to j and from j to 7).

Theorem 2. Vector x € R} is efficient for (X) if and only if G(log(x)) is strongly connected.

A similar characterization can be obtained for weakly efficient solutions. We recall that
x* € R} is said to be weakly efficient for (X) if and only if no 2 € R”} , exists with

*
— — ayj foralli,j, i #j
J

Theorem 3. Vector x € R}, is weakly efficient for (X) if and only if G(log(x)) contains at least one
cycle.

Using Theorem 2 we show, by means of an example, that the Eigenvector Method may
provide non-efficient solutions. This makes preferable, under the viewpoint here considered,
the solution provided by the geometric-mean method or any other derived from (2), which
are also efficient.

3. Inferring weights: A global optimization approach

The resolution of (2) constitutes an alternative procedure to the Eigenvector Method of Saaty
for deriving the priority vector . In spite of the fact that this problem may be multimodal,
local-search methods seem to be the only proposal so far, the exception being the recent work
[7], where different Global-Optimization strategies for solving (2) for the Euclidean norm -~
are analyzed.

From a practical viewpoint, it has been observed that it is not so easy to provide precise
values for the scalar a;;, which are thus replaced by intervals A;; = [aiLj, a%], seee.g. [4,8,16]
and the references therein. In this case, the aspiration x;/x; = a;; is replaced by the more
general one

2
e Ayj,i,5=1,2,...,n, (6)
Ly
and (2) is replaced by the problem of finding strictly positive weights z ; minimizing a norm -y
of the distances between the ratios x;/x; and the corresponding intervals A;;,

min f(2) =7 ((& (/a5 4i)], 1) @)

z€RY |
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with (s, [a¥, aV]) defined as the distance between s and the closest point in [a %, a"],

0, if s € [al, aY]
e(s, [a,aV]) = at —s, ifs <al (8)
s—a¥, ifs>aV
U L U _ ,L
= max{(),s—a —;—a _ 2a } )

Obviously (7) coincides with (2) in what we call the degenerate case in which all intervals
A;; are degenerate, A;; = {a;;}.

In this context, theoretical results are given without needing the definition of a norm. We
show that well-known strategies of Deterministic Global Optimization, namely, Branch and
Bound algorithms with bounds based on Interval Analysis, provide in reasonable time glob-
ally optimal solutions to problem (7), and thus, as particular case, to model (2), for different
choices of 7. The standard interval Branch and Bound algorithm has been modified here in
order to determine the accuracy of the so-obtained optimal solution and, using this, the nu-
merical experiments show perfectly that some problems can efficiently be solved even if the
size is rather important.
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Abstract

Keywords:

One of the most important steps in solving Multi-Attribute Decision Making (MADM) problems is
to derive the weights of importance of the attributes. The decision maker is requested to compare
the importance for each pair of attributes. The result expressed in numbers is written in a pairwise
comparison matrix. The aim is to determine a weight vector w = (w1, ws,,wr), which reflects
the preferences of the decision maker, in the positive orthant of the n-dimensional Euclidean space.
We examine a distance minimizing method, the Least Squares Method (LSM). The LSM objective
function is nonlinear and, usually, non-convex, thus its minima is not unique, in general. It is shown
that the LSM-minimization problem can be transformed into a multivariate polynomial system.
We consider the resultant and the generalized resultant methods, which can be applied in the case
of small-size matrices, and the homotopy continuation proposed by Tien-Yien Li and Tangan Gao.
Numerical experience show that the homotopy method finds all the roots of polynomial systems,
hence all the minima of the LSM objective functions. At present the maximum size of matrices
regarding which the LSM approximation problem can be solved by using the homotopy method is
8 x 8. We show that LSM works even if some elements are missing from the pairwise comparison
matrix. The paper ends with few numerical examples.

Pairwise comparison matrix, Least Squares Method, Polynomial systems.

1. Introduction

One of the most studied methodology in Multi-Attribute Decision Making is the Analytic Hi-
erarchy Process developed by Thomas L. Saaty [21]. Using AHP, difficult decision problems
can be broken into smaller parts by the hierarchical criterion-tree, one level of the tree can
be handled by pairwise comparison matrices. The idea of using pairwise comparison matri-
ces is that decision makers may not tell us the explicit weights of the criteria or the cardinal
preferences of the alternatives but they can make pairwise comparisons.

A pairwise comparison matrix A = [a;;]; j=1..n is defined as

1 a2 aiz ... Qinp
a1 1 ag23 ... Q9p
nxn
A = a3y as2 1 <. Q3zp c R+ ,
Anl Gp2 Ap3 ... 1

*This research was supported by the Hungarian National Research Foundation, Grant No. OTKA-T043241.
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where foranyi,j =1,...,n,
ai; > 0,
aij =

The matrix element a;; expresses the relative importance or preference of i-th object com-
pared to j-th object given by the decision maker (i,5 = 1,2,...,n). For example, the first
object is a2 times more important/preferred than the second one.

A pairwise comparison matrix A = [a;;]; j=1.. is called consistent, if it satisfies the follow-

ing properties for all indices ¢, j,k = 1,...,n:
1
Qi — —
1] ajl Y
AijAjk = Qik-

In practical decision problems, pairwise comparison matrices given by the decision maker
are not consistent. Based on the elements of the matrix, we want to find a weight vector
w = (wy,ws,...,w,)T € R" representing the priorities of the objects where R is the pos-
itive orthant. The Eigenvector Method [21] and some distance minimizing methods such
as the Least Squares Method [7, 18], Logarithmic Least Squares Method [1,9-11], Weighted
Least Squares Method [2,7], Chi Squares Method [18] and Logarithmic Least Absolute Values
Method [8,17], Singular Value Decomposition [15] are of the tools for computing the priorities
of the alternatives.

After some comparative analyses [6,9,22,23] Golany and Kress [16] have compared most of
the scaling methods above by seven criteria and concluded that every method has advantages
and weaknesses, none of them is prime.

Since LSM problem has not been solved fully, comparisons to other methods are restricted to
a few specific examples.

The aim of the paper is to present a method for solving LSM for matrices up to the size
8 x 8 in order to ground for further research of comparisons to other methods and examining
its real life application possibilities.

In the paper we study the Least Squares Method (LSM) which is a minimization problem
1T 11 L)

. 1T
of the Frobenius norm of (A — w" ), where -~ denotes the row vector (w—l, o o

2. Least Squares Method (LSM)

The aim is to solve the following optimization problem for a given matrix A = [a;]; j—1..n-

n n N\ 2
minzz <a,-j — Z—;) (1)

i=1 j=1
n
Zwi = 1,
i=1
w; >0, i=12...,n

LSM is rather difficult to solve because the objective function is nonlinear and usually
nonconvex, moreover, no unique solution exists [13, 18, 19] and the solutions are not easily
computable. Farkas, Lancaster and Rézsa [12] applied Newton’s method of successive ap-
proximation. Their method requires a good initial point to find the solution.

It is shown in the paper that the LS M minimization problem can be transformed into solv-
ing a multivariate polynomial system. For a given n x n pairwise comparison matrix, the
number of equations and variables in the corresponding polynomial system is n — 1.
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3. Polynomial systems

Polynomial systems are not easy to solve in general. The method based on Grébner bases [5]
in Maple works for the 3 x 3 matrices but runs out of memory as n > 3. Bozdki [3] gave a
method based on resultants for solving the LSM problem for 3 x 3 matrices, and an other one
with Lewis [4] based on generalized resultants for 4 x 4 matrices.

Homotopy method is a general technique for solving nonlinear systems. In the paper, I
used the code written by Tien-Yien Li and Tangan Gao. Present CPU and memory capacity
allow us to solve the LSM problem up to 8 x 8 matrices.

4. Pairwise comparison matrix with missing elements

If a decision maker has n objects to compare, he/she needs to fill @ elements of the upper
triangular submatrix of the n x n pairwise comparison matrix. The number of comparisons
quickly increases by n.

Eigenvector Method needs all the elements of the matrix, otherwise the eigenvalues and
eigenvectors can not be computed.

The Least Squares approximation of a pairwise comparison matrix has the advantage that it
can be used in cases of missing elements, too. If we do not have a value in the (3, j)-th position

2
of the matrix, we simply skip the corresponding term (aij - %) from the objective function

1).

5. Summary

A method for solving the LSM problem for pairwise comparison matrices is given in the
paper. The LSM optimization problem is transformed to a polynomial system which can be
solved by resultant method, generalized resultant method using the computer algebra system
Fermat implemented by Robert H. Lewis, or homotopy method, implemented by Tangan Gao
and Tien-Yien Li. One of the advantages of LS M weighting method is that it can be used even
if the pairwise comparison matrix is not completely filled.
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Abstract We consider the problem of locating in the time period [0, T ¢ facilities in a market in which com-
peting firms already operate with p facilities. Locations and the entering times maximizing profits
are sought.

Assuming that demands and costs are time-dependent, optimality conditions are obtained, and
different demand patterns are analyzed. The problem is posed as a mixed integer nonlinear problem,
heuristically solved via a VNS algorithm.

Keywords: Competitive location, Variable Neighborhood Search, Dynamic Demand, Covering Models, Maxi-
mal Profit.

1. Introduction

The problem of locating facilities in a competitive environment has been addressed, both at the
modelling and computational level, in a number of papers in the field of Operations Research
and Management Science, see e.g. [2,3,5-9,12,14] and the references therein.

The simplest models accommodating competition are those related with covering: a firm
is planning to locate a series of facilities to compete against a set of already operating fa-
cilities, in order to maximize its profit, usually equivalent to maximizing the market share.
Different attraction rules may be (and have been) considered to model consumer behavior,
and thus to evaluate market share. For instance, with the binary attraction rule, one assumes
that consumers demand is fully captured by the closest facility, or more generally by the most
attractive facility, where attractiveness is measured by a function decreasing in distance and
price, e.g. [1,10,11,13].

Serious attempts have been made to model different metric spaces (a discrete set, a trans-
portation network or the plane), or different attraction rules (e.g. the above-mentioned binary
rule, as well as rules relying upon the assumption that consumer demand is split into the dif-
ferent facilities, each capturing a fraction of the demand, this demand being decreasing in dis-
tance, ...). However, most models assume that consumer demand remains constant through
the full planning horizon, which may be a rather unrealistic assumption for new goods or
high seasonality products. See e.g. [4,15] for facility location models which do accommodate
time-dependent demand.

In this talk we introduce a covering model for locating facilities in a competitive environ-
ment in which demand is time-dependent. This implies that, as e.g. in [4], not only the facility

*Partially supported by projects BEM2002-04525, Ministerio de Ciencia y Tecnologia, Spain, and FQM-329, Junta de Andalucia,
Spain



62 Emilio Carrizosa, José Gordillo, and Dolores R. Santos-Pefiate

sites, but also the times at which facilities become operative, are decision variables, to be cho-
sen to optimize a certain performance measure: the total profit in the planning period.

2. The model and its formulation

We consider a market where demand is concentrated at a finite set of points V' = {v;}? ;. Firm
A wants to enter into the market by locating at most ¢ facilities within the set ' = {f;}.,
of candidate sites. Location is assumed to be sequential, in the sense that there exists a time
interval (0,7, 0 < T" < +o0, within which the facilities will start to be operating. In other
words, both the sites for the facilities and the times at which they will be located must be
determined.

Prior to entry of firm A, a series E of facilities (from firms different to A) are already operat-
ing in the market. We also assume that, once A opens a facility at time ¢, it will remain active
in the whole interval [¢t, T']. Moreover, for simplicity we assume that the competing firms will
not open new facilities, so the set of competing facilities E is kept constant in [0, 7).

Demand is assumed to be inelastic, and consumer preferences are modelled via a binary
rule: for each consumer v € V, there exists a threshold value d,, satisfying that, if, at time
t € [0,77], firm A has a facility open at some f € F such that the travel distance d(v, f) from
consumer v to facility at f is smaller than such threshold value d,, then the demand of v at
instant ¢ will be fully captured by firm A. Else, such demand will be fully captured by some of
the existing facilities of £, and will be lost for A. In other words, if, for each v € V" we denote
by N, the set of candidate sites for A which cover v, i.e., which will capture the demand from
v, we have that

Nv:{fGF: d(’U,f) <dv}

In any given infinitesimal time interval [t, t + At], demand of consumer v € V is of the form
wy (t)At, where w,(t) is called hereafter demand function.

The net profit margin at time ¢ per unit of revenue is p(t), and thus the total incomes gen-
erated by v within the infinitesimal time interval [t, ¢ + At] are given by p(t)w,(t)At, if some
facility from A covering v is operating at ¢, and zero otherwise.

Operating costs of a facility at f € F' within the infinitesimal time interval [¢,¢ 4+ At] have
the form cf(t)At.

Hereafter we assume that functions w,, p and ¢y are continuous on the interval [0, T'].

We seek the sites and opening times for a set of at most ¢ facilities for firm A in such a way
that the total profit, i.e. total incomes minus operating costs within [0, 7], are maximized.

To express this as a mathematical program, we will first consider the much easier case in
which the opening times are fixed, thus yielding a dynamic location problem, similar to those
addressed e.g. by [16,17], and later these will also be considered to be decision variables.

Suppose then that facilities are scheduled to start operating at fixed instants 7, ..., 7, with

O=m<n<... <7 <11 =T,

and 0 <r <gq.
For f € F,v € V and k with 1 < k < r, define the variables

ko 1 if a facility from A located at f is operating in the interval [7;,, T
Yf 7 1 0 otherwise

ko 1 if vis covered by a facility from A in the interval [, 7]
v T 0 otherwise.

Obviously, once the values of the variables y’]i are fixed, those for the variables 1:5 become
fixed. However, in order to come up with a linear program, these are also be considered to be
decision variables.



Locating competitive facilities 63

With this notation, for entry instants 71, ..., 7, fixed, the covering location problem to be
solved is the following linear integer program

I (r1,...,7) = maxZ{Z / Ew, (¢ dt—ny/ cp(t)dt}

k=1 weV fer Tk
> i <q (1)
fer
Ty < Y yf WweEV, 1<k<r 2)
fEN,
yi ' <yj, VfeF 2<k<r (%)
yh, 2k e {0,1}, Vfe FYweV, 1<k <r (4)

We briefly discuss the correctness of the formulation. For the objective, within the time in-
terval [79, 71|, no benefit or cost is incurred, since no plants from A are operating. The interval
[T1, Tr41] is split into the subintervals |7y, 74+1], K = 1,...,7. Within an interval [y, 7;41], the
total incomes obtained from consumer v are x% f "1 p(t)w, (t)dt, whereas the total operating
cost incurred by facility at f is given by y [ cf(t)dt.

Constraint (1) imposes that the number of open facilities from A cannot exceed ¢q. Con-
straints (2) impose that, if mf =1, 1i.e., if v is counted as captured by A in time interval [r, T,
then there must exist at least one facility f from A operating within such interval covering v.

With constraints (3) we express that, if plant f is operating within [r_;, T, then it must
also be so in [, T'.

Finally, constraints (4) express the binary character of the variables =¥ and y forv eV,
feFand1 <k<r.

Since the variables z* and y’; are binary and the functions p(t)w,(t) and cy(t) are contin-
uous, the optimization problem above is well defined, and its optimal value II,.(7y,...,7,) is
attained.

The continuity of p(t)w,(t) and c(t) enables us also to define their primitives,

() = /0 p(s)wy(s)ds
he(t) = /OCf(s)ds,

which are differentiable functions.
Moreover, for each k, 1 < k < r, one has

/Tk+1 p(t)wy(t)dt = gu(Tht1) — go(Tk)

k

[ erod = hyrian) — st

Tk

With this notation, we can express the optimal profit II,.(7y, . .. , 7,-) for opening times 71, ..., 7,
as
Hr(Tl,..., = max Z{Zx gv Tk+1 gv Tk ny hf T].H_l))—hf(Tk)]}, (5)
7y GST
k=1 wveV fer

where S, denotes the set of pairs (x,y) satisfying constraints (1)-(4).

Considering the instant times 71,...,7, as decision variables to be optimized yields the
optimal planning for locating at most ¢ facilities in at most r different instant times. Indeed,
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for m < ... < 7, the facilities will become operative in exactly r different instants. Allowing
different 7; to coincide collapses the number of different instants considered. In other words,
the problem of determining sites for at most ¢ facilities, to become operative in at most r
different instants, can be written as

max 3" {2 28go(mhr1) — 9o(m)] = X2 Wflhs(Tayn) — hyp ()]}
k=1 veV fEF (6)

(x,y) € S,
0<n<n<...<7<T,

or equivalently as the bilevel problem

max I (7,...,7) %
0<n<n<...<7<T,

or equivalently as the bilevel problem

max(y y)es, Max ) {2 25lgo(mhrr) = go(m)] = X2 wflhs(Thya) — hy(m)]}
k=1 veV fer

0<n<n<...<7.<T.

(®)

Since (6), (7) and (8) are simply different writings of the same problem, we will use one or
other at our convenience.

Our problem, namely, the determination of optimal locations and opening times for at most
q facilities corresponds to (6), (7) or (8) with r = q.

General properties concerning the optimal sites and times are derived. These results are
strengthened for different particular instances of demand patterns, namely, the cases in which
the demand of a given consumer is constant, varies linearly in time, is increasing or is de-
creasing. A heuristic procedure is proposed to determine the optimal policy, and numerical
experiences are provided.
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Abstract The Nearest Neighbor classifier has shown to be a powerful tool for multiclass classification. In
order to alleviate its main drawbacks (high storage requirements and time-consuming queries), a
series of variants, such as the Condensed or the Reduced Nearest Neighbor, have been suggested in
the last four decades.

In this note we explore both theoretical properties and empirical behavior of another such variant,
in which the Nearest Neighbor rule is applied after selecting a set of so-called prototypes, whose
cardinality is fixed in advance, by minimizing the empirical misclassification cost.

The problem is shown to be N’P-Hard. Mixed Integer Programming (MIP) programs are for-
mulated, theoretically compared and solved by a standard MIP solver for problems of small size.
Large sized problem instances are solved by a variable neighborhood metaheuristic yielding good
classification rules in reasonable time.

Keywords: Data Mining, Classification, Optimal Prototype Subset, Nearest Neighbor, Integer Programming,.

1. Introduction

In a Classification problem, one has a database with individuals of |C| different classes, and
one wants to derive a classification rule, i.e., a procedure which labels every future entry v as
member of one of the |C| existing classes.

Roughly speaking, classification procedures can be divided into two types: parametric and
non-parametric. Parametric procedures assume that each individual from class ¢ € C'is asso-
ciated with a random vector with known distribution, perhaps up to some parameters, to be
estimated, (e.g. data are multivariate normal vectors, with unknown mean y. and covariance
matrix 3.), and use the machinery of Statistics as main technique, see e.g. [21].

For complex databases, with no evident distributional assumptions on the data (typically
the case of databases with a mixture of quantitative and qualitative variables), non-parametric
methods, as the one described in this talk, are needed.

In recent years there has been an increasing interest in deriving (non-parametric) classifica-
tion rules via Mathematical Programming. Most of such methods require, for each individual
i, a vector v’ of n numerical variables. In particular this assumes variables to be ratio-scaled,

*Partially supported by projects BEM2002-04525-CO2-02, Ministerio de Ciencia y Tecnologia, Spain, and FQM-329, Junta de
Andalucia, Spain
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and not nominal or ordinal. Moreover, no blanks are allowed, which excludes its direct use
for cases in which some measures are missing or simply do not apply. See e.g. Cristianini and
Shawe-Taylor [5], Freed and Glover [9], Gehrlein [10], Gochet et al. [12] and Mangasarian [20].

A more flexible methodology, which just requires the knowledge of a metric (or, with more
generality, a dissimilarity), is the Nearest Neighbor (NN) method [4, 6,7,14], which provides,
as documented e.g. in [16], excellent results.

In Nearest Neighbor methods, for each new entry i, the distances (or dissimilarities) d(3, j)
to some individuals j in the database (called prototypes) are computed, and i is classified ac-
cording to such set of distances. In particular, in the classical NN, [4], all individuals are pro-
totypes, and i is classified as member of class ¢* to which its closest prototype j* (satisfying
d(i, j*) < d(i, j) Vj) belongs.

A generalization of the NN is the k-NN, e.g. [7], which classifies each ¢ in the class most
frequently found in the set of k prototypes closest to ¢. In particular, the NN is the k-NN for
k=1.

These classification rules, however, require distances to be calculated to all data in the
database for each new entry, involving high storage and time resources, making it imprac-
tical to perform on-line queries.

For these reasons, several variants have been proposed in the last three decades, see e.g.
[1,2,6,7,11,13,17,18] and the references therein. For instance, Hart [13] suggests the Condensed
Nearest Neighbor (CNN) rule, in which the full database .J is replaced by a certain subset I,
namely, a so-called minimal consistent subset: a subset of records such that, if the NN is used
with I (instead of J) as set of prototypes, all points in J are classified in the correct classes.

Since such minimal consistent subset can still be too large, several procedures have been
suggested to reduce its size. Although such procedures do not necessarily classify correctly
all the items in the database, (i.e., they are not consistent), they may have a similar or even
better behavior to predict class membership on future entries because they may reduce the
possible overfitting suffered by the CNN rule, see e.g. [3,19].

In this talk we propose a new model, in which a set of prototypes I C J, of prespecified
cardinality p is sought, minimizing an empirical misclassification cost. Hence, if p is taken
greater or equal than the cardinality p* of a minimal consistent subset, then all individuals
in the training sample will be correctly classified, yielding an empirical misclassification cost
of zero. On the other hand, for p < p* we allow some data in the training sample to be
incorrectly classified with the hope of reducing the possible overfitting which the classifier
based on a minimal consistent subset might cause. Additionally, the effort needed to classify
a new entry is directly proportional to p, which may therefore serve in practice to guide the
choice of an upper bound on p.

For simplicity we restrict ourselves to the classification rule based on the closest distance,
and hence can be seen as a variant of the NN rule. However, the results developed here extend
directly to the case in which the & closest distances, k > 1, are considered in the classification
procedure, leading to a variant of the k-NN method.

The talk is structured as follows. First, the mathematical model is introduced, showing
that it is A"P-Hard. Two Integer Programming formulations are proposed and theoretically
compared. Numerical results are given, showing that, when the optimization problems are
solved exactly (with a standard MIP solver) the classification rules for p < p* behaves better
than or equal to the CNN rule, but with enormous preprocessing times. For this reason, a
heuristic procedure is also proposed, its quality and speed being also explored. It is shown
that the rules obtained with this heuristic procedure have similar behavior on testing samples
as the optimal ones.
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Abstract The semi-continuous quadratic mixture design problem (SCQMDP) is described as a problem with
linear, quadratic and semi-continuity constraints. Moreover, a linear cost objective and integer val-
ued objective are introduced. The research question is to deal with the SCQMD Problem from a
Branch-and-Bound point perspective. Therefore, an algorithm is outlined that contains several vari-
ants. In the full paper the variants are tested on several cases derived from industry. Moreover, the
technique of grid search is used as a benchmark and new theoretical results on the number of points
and number of subsets are derived.

Keywords: Blending, Branch-and-Bound, Linear and Quadratic Constraint, semi-continuity.

1. Introduction

Consider the following formulation of the SCQMD problem which actually consists of iden-
tifying mixture products, each represented by a vector x € R", which meet certain require-
ments. The set of possible mixtures is mathematically defined by the unit simplex S = {x €
R"| >,z =1.0; z; > 0}, where the variables z; represent the fraction of the components in a
product .

Additionally, there are linear inequality constraints and bounds defining the design space
X C S. The requirements are defined as quadratic inequalities.

gi(x) =aT Az +ble+d; <0, i=1,...,m (1)

in which A4; is a symmetric n by n matrix, b; is an n-vector and d; is a scalar. In this way we
formulate the problem to be solved as finding elements of the set of "satisfactory" (feasible)
products D = {x € X|gi(z) < 0; ¢ = 1,...,m}. This defines the quadratic mixture design
problem (QMDDP), as studied in [1].

In mixture design (blending) problems, the cost of the material, f(z) = ¢* z is minimised,
where vector ¢ gives the cost of the raw materials. In practical situations, companies are
interested in find a feasible mixture z € D, minimising its cost and also in minimising the
number of raw materials in the mixture t(z) = >_7_, J;, where

T

{1 >0,
05 = {0 if 2, =0. @)

*This work has been partially supported by the Ministry of Education and Science of Spain through grant CICYT-TIC2002-00228.
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Moreover, usually there is a minimum acceptable dose md. This leads to using semi-continous
variables in the problem description, i.e. either z; = 0 or z; > md. A common way to
formulate semi-continuity is as follows [3]: z; < d;; j=1,...,nandz; > §;-md; j=1,...,n.

The following question is how to solve the SCQMD problem. The industry the problem
originates from, applies different approaches to generate good acceptable solutions. Solvers
are usually based on concepts such as generating random solutions, clustering, non-linear
programming local search and grid search [2]. The research question of our investigation is
whether we can construct a specific Branch-and-Bound approach for the SCQMD problem,
taken into accont its semi-continuous character, implement it and test it on several practical
cases. First in Section 2, we introduce many general ingredients of a specific algorithm for the
SCQMD problem. In the Section 3, convergence ideas are discussed from the point of view of
grid search.

2. Ingredients of a procedure for the SCQMDP

For setting up the Branch-and-Bound procedure for SCQMDP, many choices have to be made.
Not only the shape of the partition sets, the way of branching, the selection of the set to be
split further, etc. but also how to deal with all the goals: The linear constraints defining X,
the quadratic requirements (1) defining D, the cost objective f and number of raw materials
objective ¢. Moreover, to force theoretical convergence and due to some practical reasons one
would like to discard partition sets that become too small. First we describe here the ingredi-
ents of the specific algorithm: the partition sets and the way of pruning. In the full paper an
algorithmic scheme is described that leaves some choices in the applied rules. Moreover, the
performance of variants applied to several cases is reported in there.

2.1 Partition sets and their vertices

In this work, simplicial subsets Cj, are applied where the first subset is the unit simplex, Cy =
S. As a splitting rule, bisection along the longest edge is applied. Every vertex v generated in
this way is evaluated:

It is checked, whether the vertex fulfils the linear restrictions of X.

The quadratic properties g;(v) are evaluated.

The linear cost function f(v) is evaluated.

The number of used raw materials (v; > 0) is counted i.e. ¢(v) is evaluated.

Finally it is checked whether the generated mixture v fails the semi-continuity restriction
0 < v; < md for one of the raw materials j.

All this information can be used to determine good mixtures and to throw out those regions,
where the best design cannot be situated. This is sketched in the following section. First of all,
let’s discuss the choice of the partition sets. Intuitively, the choice may be strange, but some
advantages are outlined here. One of the strange characteristics is that most of the volume
of the first set C may be located in the md-interior {x € R"|>_, z; = 1.0; x; > md}, which
as such is an unappealing part of the search space. Keep in mind that one tries to minimise
t. Another approach would be to fix an upper bound RM on the number of raw materials
t < RM. This would imply that one starts with a list of all facets (lower dimensional simplices

here) containing RM raw materials i.e. subsets. In the current algorithm we will

n
RM
deal with ¢t more as an objective to be minimised than as a predefined goal. An appealing
characteristic of the choice of the simplicial shape and bisection branching is that we start
with the vertices of the unit simplex where ¢t = 1. During the bisection, every splitting will
only increase the number of raw materials with at most one. In this way we start sampling
in the most interesting areas with respect to the number of raw materials. A side effect was
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noticed where an implementation of [1] was applied in an industrial environment: the values
of all generated feasible designs are a multiple of (1/2)%, where K is an integer representing
the depth of the search tree.

Another advantage of the bisection splitting is due to the shape of the partition sets. The
length of the longest edge is at most twice the size of the shortest edge. Therefore the sets
never get a needle shape. For every stored partition set C, we keep the following data needed
for the pruning based on the information in its vertices v:

= A lower bound z f;, of the cost function: min,cc, f(v)
= A lower bound ztj; on the number of raw materials: min,cc, t(v)

2.2 Storing and pruning partition sets

In a Branch-and-Bound algorithm, partition sets C;, where the optimum can be, are stored
in memory. The challenge is not to let the algorithm fill all memory of the computer. This
is attempted by pruning, i.e. discarding areas where the optimum cannot be located. In the
SCQMDP we have several considerations for throwing away the area; it cannot contain a
feasible point and/or cannot contain an optimal point. A last consideration is to throw out
partition sets that appear to be small. We will discuss this topic separately. First we discuss
the reasons why to throw out partition sets.

m First, one can check the linear constraints of X. If for one of the constraints all vertices
of ()}, are infeasible, we can discard C},.

» The feasibility check for the quadratic constraints is more complicated. If for one of
the constraints ¢ all vertices of C}, are infeasible, we determine a lower bound zg;; are
determined as outlined in the full paper. If zg;; > 0, C} cannot contain a point that
fulfills g;(x) < 0. Therefore C}, can be discarded.

» Besides linear and quadratic feasibility, an evaluated vertex v is only labeled feasible,
when its individual doses v; are heaving a value that is either zero or greater or equal
than the minimum dose md. A reason for a subset to be discarded would be that all
its vertices are having doses 0 < v; < md, so it would be completely in the interior of
the md-boundary of the unit simplex. Given the bisection way of splitting the occurence
will be deep in the search tree.

. We are dealing with two objectives, linear f and integer ¢t we want to minimise i.e. a
so-called bi-objective problem. Finally we are looking for Pareto optimal products that,
as illustrated in Figure 1 have a minimum cost given a number of raw materials. This
means we can throw out subsets only when they are dominated, i.e. there exists a feasi-
ble product somewhere else with as well a better value for the cost f as for the number
of raw materials ¢. To check this, we introduce a vector of upper bounds zfY(q): best
cost found thus far for a feasible product with at most ¢ raw materials, ¢ = 1,...n. Ini-
tially its values are set on oo and, as soon as a feasible vertex is evaluated, values are
updated according to the definition, resulting finally in the situation as sketched in Fig-
ure 1. Given the lower bounds z f; and zti, now a subset C}, is known to be dominated
and can be discarded if zf; > zfY(zt;). Notice that if zf%(q) was found, we can set the
values of zf%(q+ 1), i=1,...n —qtozf%q) if zf*(q + 1) > zf"(q).

Besides the pruning rules mentioned, we would like to throw out small partition sets, because
they occupy memory space and they will not generate further information. Morover, throwing
out subsets with size(C},) < e theoretically will lead to convergence. Two types of candidates
for removal may still be on the list:

1. Subsets may have passed all tests before, despite that non of the vertices appeared feasi-
ble: Vv € C} 3i,g;(v) > 0 and moreover all lower bounds are smaller than zero; zg; < 0.
One reason to throw them out would be the fact that such a set does not contain an
e-robust point, i.e. an element of {z € D|(z + h) € D,Vh,| k| < €}.
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Figure 1.  Rejection due to domination, Pareto optimality

2. Subsets that contain a feasible vertex. The reason to discard small subsets is the idea that
exploring further would only lead to a marginal gain in objective function value.

The sampling part of the algorithm consists of generating and evaluating candidate points
that are vertices. The Branch-and-Bound part with the pruning takes care of the guarantee of
infeasibility or optimality of the points found. For every value of the number of raw materials
g = 1,...,n, we open a list (¢q) to save the best points, also called incumbent minimum
points. Usually, for every (maximum) number of raw materials g, only one optimal solution
will exist, so we expect (¢) to contain either no point, because ¢ is so low that no feasible
point exists, or it contains one point with an objective function value of zfY(q).

3. Convergence

As sketched above, the algorithm has a certain guarantee to reach optima. Why the e-accuracy
gives an effectiveness of the algorithm is outlined here. Another question is of course the
efficiency; how many function evaluations are necessary and how many simplices should be
stored in a worst case? To understand the convergence concepts, it is useful to think in an
a-grid over the unit simplex. It is also convenient to apply the co-norm as a distance measure,
where the size of the unit simplex, i.e. the largest edge is 1 (in euclidean distance it is v/2). An
algorithm applying bisection does not automatically generate points on a regular grid. A rule
is required for choosing the edge to be split, when there are several edges of the same size.

Consider a regular grid with M equal distant values for every axis, resulting in mesh size of
a = 1/(M —1). The concept of evaluating points over a grid, is that when - < ¢, we are certain
to be closer than e to the best solution, or alternatively, know that an e-robust solution does
not exist. A strategy to evaluate all grid points is not popular, as it is not very efficient. When
performed on a unit box, the number of function evaluations grows exponentially with the
dimension: M™. This is not that bad on the unit simplex, as we are dealing with the mixture
equality >, z; = 1.0. This is illustrated in Figure 2.

It can be verified that the total number of points on the grid is given by

(00
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Figure 2. 2-dim projection of regular grid over the unit simplex, M=5

as sketched in Table 1. This means that the number of points, although very high, is not even
exponential in the dimension. For the example in Figure 2, n = 3 and m = 5, we have 15 grid
points and an "accuracy” of a = 0.25.

Table 1. Number of regular grid points on the unit simplex
n=2 n=3 n=4 n=5 n=6 n=7

M=11 11 66 286 1001 3003 8008
M=101 101 5151 176851 4.610° 9.7107 1.710°

Notice that the concept of Branch-and-Bound is not to generate all these points, as we can
throw out parts of the area where the optima cannot be found. However, if one studies the
bisection process, we arrive for the same example at more points as illustrated by Figure 3.

Figure 3.  Bisection process 2-dim projection, € > 0.25

As such this is not a disaster. The main question is what happens with the storage of subsets;
the number of stored simplices should not grow out of hand. Before dealing with that, let
us remark with respect to Figure 3, that the picture does not appear straightforward. In the
implementation of the bisection, a choice rule is required that determines in case of equal sized
largest edges, which one is to be bisected first. In our implementations we did so on the basis
of the co-ordinates. To ensure reproducibility of results, it should not be chosen at random.
The number of simplices that is generated (and stored) in the worst case, depends on many
aspects. We could derive an upper bound and a lower bound on the worst case performance.
In the worst case, rules lead to splitting and storing simplices that have a size slightly larger
than e. At every bisection over a midpoint, one edge is halved and several are getting shorter.
This means that after going n(n — 1)/2 deeper in the search tree, at least all edges have been
halved and the size of the simplex is less than half its original size. The maximum number K
of halving the simplices is given by 1/2% < ¢, such that K = [(—Ine/In(2))], where [z] is the



76 Leocadio G. Casado, Eligius M.T. Hendrix, and Inmaculada Garcia

lowest integer greater than or equal to . Given the number of edges per simplex n(n —1)/2,
the maximum depth of the search tree is K x n(n — 1)/2. The final level is not stored, as the
simplices don’t pass the size test. An overestimate for the worst case number of simplices on
the list is 25 *"("=1/2=1 where K = [(—Ine/In(2))]. This analysis provides a guarantee that
the algorithm is finite given an accuracy. Looking more realistically, this upper bound of an
upper bound also leads to dispare; for € = 1%, it gives a bound of the order of 10° for n = 3
and 104 for n = 7. This does not sound very encouraging nor realistic.

Let us now consider a lower bound on the worst case behaviour. Consider again the regular
grid in Figure 2. Suppose an algorithm would generate with an accuracy of ¢ = A all
corresponding simplices of the regular mesh. We know that bisection has to generate more in
the worst case. How many simplices would the algorithm generate? The number of simplices
in the regular grid is

(M — 1) @

Formula (4) can be derived from volume considerations. The unit simplex represents a volume
in n — 1 dimensional space proportional to Size""!. As the size of a simplices within the

n—1
regular grid has a size of 1 times the unit simplex size, its volume is (ﬁ) that of the

unit simplex. Also the number (4) turns out big; for ¢ = 1%, it gives 10* for n = 3 and 10'? for
n = 7. We will observe in the experiments that practically the number is much lower. The real
success of Branch-and-Bound depends on how good parts of the tree can be pruned. Search
strategies on deep or wide search determine the final result.

4. Summary

This extended abstract describes the quadratic blending problem with additional complica-
tions of semi-continuity and bi-objectivity. The ingredients are sketched of a Branch-and-
Bound approach under investigation. Some convergence analyses based on the benchmark of
grid search are given. In the full paper empirical results on cases derived from industry are
reported.
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1. Introduction

Civil engineering is a field — as many of other engineering sciences (e.g. see [1]) — where
the most of methods used for solving optimization problems are based on experience and
experiments, and models using local information, however drawn from global models [6].
The present work outlines interesting classes of problems from this field, and initiates some
possible ways to solve those problems utilizing the wide tool capabilities of interval arithmetic
for error handling and interval branch-and-bound algorithms [4, 5,7, 8] to solve the original
or modified industrial models automating civil engineers’ work. The investigations are in an
early stage but are promising both in a theoretical and in a practical sense. The final aim is to
contribute to the refinement of emerging industrial standards and patents such as [9-12].

Reliable numerical techniques have substantial advantages and a bright future in civil engi-
neering computational procedures, still there is a long way to go. The talk highlights a simple
example problem with the traditional engineering solution and with the interval arithmetic
based result of tolerance optimization. We report on the solution and numerical experiences
collected investigating civil engineering design problems. A subsequent careful study must
clear the consequences and advantages of such approaches with special attention to the re-
lated application fields.

2. A Simple Problem

The problems arising in civil engineering are MINLP problems. The integer part describes the
decision of different materials and properties which are scaled (e.g. the thickness of different
enforcement steel bars), whilst the nonlinear part realizes the physical model in most of the
cases.

*This work was supported by the KESZ Ltd. (www.kesz.hu), and by the Grants OTKA T 048377, and T 046822.
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A simple example for a civil engineering problem consisting only of the nonlinear part
is the simplified footing design problem [2]. The problem was to find the minimal volume
dimensions of a concrete footing in such a way that given constraints hold. In detail:

min hp B2 (1)

subject to

0sd S OEff,
I1<p<5,
0.5uB < h < —a, — 0.5,

B >0,

5 5
——B <a, < -8B,
67 =" =%

5 5
_E'UB <ay < E,uB.

where a,, ay, h, 1 and B are the variables to be optimized. The functional dependencies are
the following;:

R = P, + uhB%p,,,

R
0Sd = ,
(B Y Pzax-l-l;wh—My |) (MB _ 9| Pzay+1;yh+Mx |)

N; = ™t ? tan? <450 + ?> )

2
Py
f_Fz’
. 3
1t = (1—07f)

o1 = <1 — %) 71 B(Ny 4+ 1) tan (1 — f)ng,

1 N Co1-d
o9 = <1 + ﬂ) <fy2(’as’ - 0.1)Ntzt]t + C(Nt B 1) cot ¢ <Zt B Ny —t1> ]C> ’

OEff = a1a2a3(01 + 0'2).

The variable h contains the height of the footing, B is its width, and the respective length
is uB. The building’s support point is shifted by the vector (a,,a,) from the center of the
footing’s projection to the z-y plane.

An interval method could supply a good inclusion for a suboptimal feasible set, while the
traditional engineers” approach could only point out a single solution of this set near to the
border of it. Note that we were not able to find the global minimum even in this simple case.
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3. Structural Optimization and Verified Iteration

It is obvious that involving integer variables into models like the one above makes things
even more difficult. Our aim is to find simplified models first, which can be solved by verified
methods so that we can learn more about the structure of civil engineering problems.

Unfortunately our first endeavors are not very successful but the oral presentation enlight-
ens the methodology of this field to be able to achieve results of practical use. For this purpose
it is considered, how in a special but widely used class of problems, i.e., the reinforced con-
crete beam design problem the engineers’ experiences can be exploited. First, the handling
of the integer parameters has to be cleared up. The steel diameters, number of reinforcement
bars, steel quality, and concrete quality can be predicted based on some expertise. This leads
to an NLP, where the stirrup design is still an integer problem in reality, but appears in the
model as the weight of the used stirrup steel mass. After all, the model which is not to be
shown here for the sake of simplicity is a highly nonlinear optimization problem. Since the
objective of the problem is the cost, but several stability parameters reach the optimality at
the border of the feasible set determined by the design rules, it is better to use a suboptimal
solution set to choose from, to prevent the beam from breaking. The problem is solved with
the aid of a simple idea, called the Verified Iterating Method [3]:

1. Find an initial feasible interval of parameters exploiting engineers” knowledge (approach-
ing parameters from ‘below’).

2. Grow a set of feasible intervals around this set with halving growth.

3. Use this feasible set as an input of an advanced global optimization verified interval
search.

In step 1, a special verified local search is started to have an initial point or interval we can
grow. Then in step 2 intervals are grown around this point with halving width with a given
accuracy. After these two steps we have a suboptimal feasible solution set. If we need an
optimal result, then this can be tightened by our desire in step 3.

4. Summary

Unfortunately both the structural stage and the Verified Iterating Method set a few further
questions.

1. Itis a rough estimate to make a structural pre-optimization isolated from the nonlinear
second stage. Usually we tried to incorporate the scaled variables in a special way into
the second stage to obtain better results.

2. Step 3 of the Verified Iterating Method has not worked even for the much simpler footing
problem. That is, our first attempts to solve these optimization problems with ordinary
verified interval methods failed. So we cannot expect success for a much more difficult
problem over a feasible set of several subintervals.

The presentation will, however, contain some new numerical results to demonstrate how
problems like the two above can be eliminated in future.
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Abstract We present a global optimization model to find chaotic regions of certain dynamic systems. The tech-
nique has two innovations: first an interval arithmetic based guaranteed reliability checking routine
to decide whether an inclusion relation holds, and a penalty function based nonlinear optimization
problem that enables us to automatize the search for fitting problem instances. We provide the theo-
retical results proving correctness and convergence properties for the new algorithm. A companion
talk discusses the results achieved by the presented method.
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An important question is while studying approximations of the solutions of differential
equations, whether the given problem has a chaotic solution. The problem is usually solved
by careful studying of the given problem with much human interaction, followed by an esti-
mation of the Lipschitz constant, bounding the rounding errors to be committed, and finally
a number of grid points are checked one by one by a proper computer program [6].

We study verified computational methods to check and locate regions the points of which
fulfill the conditions of chaotic behaviour. The investigated Hénon mapping is H(z,y) =
(1 + y — Az? Bz). The paper [6] considered the A = 1.4 and B = 0.3 values and some
regions of the two dimensional Euclidean space: £ = Ey U Ey = {(z,y) | > 04, y >
0.28} U{(z,y) | = <0.64, |y| <0.01}, O1 = {(z,y) | £ < 04, y > 0.01}, O2 = {(z,y) | y < 0}.

According to [6] Theorem 1 below ensures the chaotic behaviour for the points of the par-
allelograms ()¢ and @); with parallel sides with the z axis (for yo = 0.01 and y; = 0.28, respec-
tively), with the common tangent of 2, and = coordinates of the lower vertices are z, = 0.460,
xp = 0.556; and . = 0.558, x4 = 0.620, respectively. The mapping and the problem details
(such as the transformed sides of the parallelograms, H"(a), H"(b), H"(c), and H(d)) are
illustrated on Figure 1.

Theorem 1. Assume that the following relations hold for the given particular Hénon mapping:

H(aUd) C O, (1)
H'(bUc) C Oy, ()
H(QoUQr) C R?\ E, 3)

then chaotic trajectories belong to the starting points of the regions Qo and Q1.

To check the inclusion relations required in Theorem 1 we have set up an adaptive subdivi-
sion algorithm based on interval arithmetic:

*This work has been partially supported by the Bilateral Austrian-Hungarian project 6u56011 as well as by the Hungarian
National Science Foundation Grants OTKA No. T 037491, T 032118, T 034350, T 048377, and T 046822.
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Figure 1.  Tllustration of the H" transformation for the classic Hénon parameters A = 1.4 and B = 0.3 together
with the chaotic region of two parallelograms. The a, b, ¢, and d sides of the parallelograms are depicted on the
upper left picture of Figure 2.

Algorithm 1 : The Checking Routine

Inputs: — e the user set limit size of subintervals,
-  Q: the argument set to be proved,
- O: the aimed set for which 7(Q) C O is to be checked.

. Calculate the initial interval I, that contains the regions of interest
. Push the initial interval into the stack
while ( the stack is nonempty )
Pop an interval v out of the stack
Calculate the width of v
Determine the widest coordinate direction
Calculate the transformed interval w = T'(v)
if v N Q # (), and the condition w C O does not hold, then
if the width of interval v is less than ¢ then
print that the condition is hurt by v and stop
else bisect v along the widest side: v = vy U vy
push the subintervals into the stack
13. endif
14. endif
15. end while
16. print that the condition is proven and stop

—_
CORXNU PN
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We have proven that this algorithm is capable to provide the positive answer after a finite
number of steps, and also that the given answer is rigorous in the mathematical sense. Once
we have a reliable computer procedure to check the conditions of chaotic behavior of a map-
ping it is straightforward to set up an optimization model that transforms the original chaos
location problem to a global optimization problem.

The key question for the successful application of a global optimization algorithm was how
to compose the penalty functions. On the basis of earlier experiences collected with similar
constrained problems, we have decided to add a nonnegative value proportional to how much
the given condition was hurt, plus a fixed penalty term in case at least one of the constraints
was not satisfied.

As an example, consider the case when one of the conditions for the transformed region
was hurt, e.g. when (2), i.e. the relation

HE(BbUC) c O
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Figure 2. The parallelograms and the starting interval covered by the verified subintervals for which either the
given condition holds (in the order of mentioning in Theorem 1), or they do not contain a point of the argument
set.

does not hold for a given kth iterate, and for a region of two parallelograms. In such a case the
checking routine will provide a subinterval that contains at least one point of the investigated
region, and which contradicts the given condition. Then we have calculated the Hausdorff
distance of the transformed subinterval H*(I) to the set O; of the right side of the condition,

max inf d(z,y),
2€Hk(I) y€O1 (z9)

where d(z,y) is a given metric, a distance between a two dimensional interval and a point.
Notice that the use of maximum in the expression is crucial, with minimization instead our
optimization approach could provide (and has provided) result regions that do not fulfill the
given conditions of chaotic behaviour. On the other hand, the minimal distance according to
points of the aimed set (this time O;) is satisfactory, since it enables the technique to push
the search into proper directions. In cases when the checking routine answered that the in-
vestigated subinterval has fulfilled the given condition, we have not changed the objective
function.
Summing it up, we have considered the following bound constrained problem for the 7'
inclusion function of the mapping 7
min ¢(), (4)

where

g(x) = f(x)+p < max inf d(z,y)> ,

€s;
= z€T(I)y

X is the n-dimensional interval of admissible values for the parameters = to be optimized,
f(z) is the original, nonnegative objective function, and p(y) = y + C if y is positive, and
p(y) = 0 otherwise. C is a positive constant, larger than f(z) for all the feasible x points, m is
the number of conditions to be fulfilled, and S; is the aimed set for the ¢-th condition.

The emerging global optimization problem has been solved by the clustering optimization
method described in citecst. We have proven the correctness of this global optimization model:

Theorem 2. For the bound constrained global optimization problem defined in (4) the following prop-
erties hold:
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1. In case a global optimization algorithm finds a point for which the objective function g has a value
below C, i.e. when each penalty term maxcp(r) infyes, d(z,y) is zero, then all the conditions of chaos
are fulfilled by the found region represented by the corresponding optimal parameters found. At the
same time, the checking routine provided a guaranteed reliability computational proof of the respective
subset relations.

2. In case the given problem does not have a parameter set within the bounds of the parameters to be
optimized such that the corresponding region would fulfill the criteria of chaos, then the optimization
cannot result in an approximate optimizer point with an objective function value below C.

Talk will provide an insight into the theoretical statements and their proofs. On this basis
we have checked chaos for an earlier investigated 7th iterate Hénon mapping and also other
problem instances, some of them have involved tolerance optimization too [3]. The numerical
results (see also in [1], [4]) will be covered by an other talk.
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Abstract Low-thrust space propulsion systems enable flexible high-energy deep space missions, but the de-
sign and optimization of the interplanetary transfer trajectory is usually difficult. It involves much
experience and expert knowledge because the convergence behavior of traditional local trajectory
optimization methods depends strongly on an adequate initial guess. Within this extended abstract,
evolutionary neurocontrol, a method that fuses artificial neural networks and evolutionary algo-
rithms, is proposed as a smart global method for low-thrust trajectory optimization. It does not
require an initial guess. The implementation of evolutionary neurocontrol is detailed and its perfor-
mance is shown for an exemplary mission.

Keywords: Evolutionary Neurocontrol, Spacecraft Trajectory Optimization, Low-Thrust Propulsion.

1. Introduction to Low-Thrust Missions

Innovative interplanetary deep space missions require ever larger velocity increments (AV's)
and thus ever more demanding propulsion capabilities. Chemical high-thrust propulsion sys-
tems (rocket engines) have a limited AV -capability because the chemical energy of the pro-
pellant limits its exhaust velocity. Electric low-thrust propulsion systems can significantly
enhance or even enable high-energy missions by providing much larger exhaust velocities
than chemical high-thrust systems. Consequently, they permit significantly larger AV's, while
at the same time allowing direct trajectories with simpler mission profiles, flexible launch win-
dows, and mostly even reduced flight times because no gravity assist maneuvers are required.
Another innovative low-thrust propulsion system is the solar sail, a large ultra-lightweight
reflecting surface made of thin aluminized plastic film. Solar sails utilize solely the freely
available solar radiation pressure for propulsion and require therefore no propellant at all.
Therefore, their AV-capability depends only on their lifetime in the space environment (and
their distance from the sun). Electric propulsion systems have already been successfully flown
in space while solar sails are under development [10].

A spacecraft trajectory is, in simple terms, the spacecraft’s path from A (the initial body or
orbit) to B (the target body or orbit). In general, the optimality of a trajectory can be defined
according to several objectives, like transfer time or propellant consumption. Because solar
sailcraft does not consume any propellant, trajectories are typically optimized with respect
to transfer time alone. Trajectory optimization for electric spacecraft is less straightforward
because transfer time minimization and propellant minimization are mostly competing objec-
tives. Spacecraft trajectories can also be classified with respect to the final constraints. If, at
arrival, the position rs and the velocity 7sc of the spacecraft must match that of the target, r
and 7 respectively, one has a rendezvous problem. If only the position must match, one has
a flyby problem.



86 Bernd Dachwald

For spacecraft with high thrust, optimal interplanetary trajectories can be found relatively
easily because few thrust phases are necessary during its "free fall" within the gravitational
field of the solar system. These can be approximated by singular events that change the
spacecraft’s velocity instantaneously while its position remains fixed. Low-thrust propulsion
systems, in contrast, are required to operate for a significant part of the transfer to generate
the necessary AV. A low-thrust trajectory is obtained from the numerical integration of the
spacecraft’s equations of motion. Besides the inalterable external forces, the spacecraft trajec-
tory xsc[t] = (rsclt], sc[t]) is determined entirely by the thrust vector history F'[t] ('[t]” denotes
the time history of the preceding variable, x is called the spacecraft state). The thrust vec-
tor F'(t) of low-thrust propulsion systems is a continuous function of time. It is manipulated
through the n,-dimensional spacecraft control function u(t) that is also a continuous func-
tion of time. Therefore, the trajectory optimization problem is to find, in infinite-dimensional
function space, the optimal spacecraft control function w*(t) that yields the optimal trajec-
tory x}[t]. This renders low-thrust trajectory optimization a very difficult problem that can
not be solved except for very simple cases. What can be solved, at least numerically, how-
ever, is a discrete approximation of the problem. Dividing the allowed transfer time interval
[to, t £ max] into 7 finite elements, the discrete trajectory optimization problem is to find the op-
timal spacecraft control history u*[t] (the symbol ¢ denotes a point in discrete time) that yields
the optimal trajectory x.[t]. Through discretization, the problem of finding the optimal con-
trol function w*(t) in infinite-dimensional function space is reduced to the problem of finding
the optimal control history w*[¢] in a finite but usually still very high-dimensional parameter
space. For optimality, some cost function J must be minimized. If the used propellant mass
Amp = mp(tg) — me(ty) is to be minimized, J = Am, is an appropriate cost function, if the
transfer time T' = ¢ — {¢ is to be minimized, J = T is an appropriate cost function.

2. Evolutionary Neurocontrol as a Smart Global Low-Thrust
Trajectory Optimization Method

Traditionally, low-thrust trajectories are optimized by the application of numerical optimal
control methods that are based on the calculus of variations. All these methods can generally
be classified as local trajectory optimization methods (LTOMs), where the term optimization
does not mean to find the best solution but rather to find 4 solution. The convergence behavior
of LTOMs is very sensitive to the initial guess, which has to be provided prior to optimization
by an expert in astrodynamics and optimal control theory. Because the optimization process
requires nearly permanent expert attendance, the search for a good trajectory can become
very time-consuming and expensive. Even if the optimizer finally converges to an optimal
trajectory, this trajectory is typically close to the initial guess and that is rarely close to the (un-
known) global optimum. Another drawback of LTOMs is the fact that the initial conditions
(launch date ¢, initial propellant mass my (%), initial velocity vector 75 (%o), etc.) — although
they are crucial for mission performance — are generally chosen according to the expert’s judg-
ment and are therefore not explicitly part of the optimization problem.

To evade the drawbacks of LTOMSs, a smart global trajectory optimization method (GTOM)
was developed by the author [4]. This method — termed evolutionary neurocontrol (ENC)
— fuses artificial neural networks (ANNSs) and evolutionary algorithms (EAs) into so-called
evolutionary neurocontrollers (ENCs). The implementation of ENC for low-thrust trajectory
optimization was termed InTrance, which stands for Intelligent Trajectory optimization us-
ing neurocontroller evolution. To find a near-globally optimal trajectory, InTrance requires
only the target body and intervals for the initial conditions as input. It does not require an
initial guess or the attendance of a trajectory optimization expert. During the optimization
process, InTrance searches not only the optimal spacecraft control but also the optimal initial
conditions within the specified intervals.
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A Delayed Reinforcement Learning Problem. In reinforcement learning (RL) problems,
the optimal behavior of the learning system (called agent) has to be learned solely through
interaction with the environment, which gives an immediate or delayed evaluation! .J (also
called reward or reinforcement) [11]. The agent’s behavior is defined by an associative map-
ping from situations to actions S : X — A. Here, this associative mapping that is typically
called policy in the RL-related literature, is termed strategy. The optimal strategy S* of the
agent is defined as the one that maximizes the sum of positive reinforcements and minimizes
the sum of negative reinforcements over time. If, given a situation X € X, the agent tries
an action A € A and the environment immediately returns an evaluation J(X, A) of the
(X, A) pair, one has an immediate reinforcement learning problem. More difficult are de-
layed reinforcement learning problems, where the environment gives only a single evaluation
J(X, A)[t], collectively for the sequence of (X, A) pairs occurring in time during the agent’s
operation. From the perspective of machine learning, a spacecraft steering strategy may be
defined as an associative mapping S that gives — at any time along the trajectory — the current
spacecraft control u from some input X that comprises the variables that are relevant for the
optimal steering of the spacecraft (the current state of the relevant environment). Because the
trajectory is the result of the spacecraft steering strategy, the trajectory optimization problem
is actually a problem of finding the optimal spacecraft steering strategy S*. This is a delayed
reinforcement problem because a spacecraft steering strategy can not be evaluated before its
trajectory is known under the given environmental conditions (constellation of the initial and
the target body etc.) and a reward can be given according to the fulfillment of the optimization
objective(s) and constraints. ANNSs can be used to implement spacecraft steering strategies.

Evolutionary Neurocontrol. For the work described here, feedforward ANNs with a sig-
moid neural transfer function have been used. Such an ANN can be considered as a contin-
uous parameterized function (called network function) N,, : X € R™ — Y C (0,1)" that
maps from an n;-dimensional input space X" onto an n,-dimensional output space Y. The pa-
rameter set w = {wy, ..., wy,, } of the network function comprises the n,, internal parameters
of the ANN, i.e., the weights of the neuron connections and the biases of the neurons. ANNs
have already been successfully applied as neurocontrollers (NCs) for reinforcement learning
problems [7]. The most simple way to apply an ANN for controlling a dynamical system
is by letting the ANN provide the control u(t) = Y (¢) € Y from some input X (¢) € X that
contains the relevant information for the control task. The NC’s behavior is completely charac-
terized by its network function N,, (that is — for a given network topology — again completely
characterized by its parameter set w). Learning algorithms that rely on a training set — like
backpropagation — fail when the correct output for a given input is not known, as it is the case
for delayed reinforcement learning problems. EAs can be employed for searching N* because
w can be mapped onto a real-valued string ¢ (also called chromosome or individual) that pro-
vides an equivalent description of a network function. If an EA is already employed for the
optimization of the NC parameters, it is manifest to use it also for the co-optimization of the
initial conditions. This way, the initial conditions are made explicitly part of the optimization
problem.

Neurocontroller Input and Output. Two fundamental questions arise concerning the ap-
plication of a NC for spacecraft steering, what input the NC should get (or what the NC should
know to steer the spacecraft) and what output the NC should give (or what the NC should do to
steer the spacecraft). To be robust, a spacecraft steering strategy should be time-independent:
to determine the currently optimal spacecraft control u(?;), the spacecraft steering strategy
should have to know — at any time step ¢; — only the current spacecraft state xs.(¢;) and the

I This evaluation is analogous to the cost function in optimal control theory. To emphasize this fact, it will also be denoted by the
symbol J.
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current target state «(¢;), hence S : {(xsc,zr)} — {u}. If a propulsion system other than
a solar sail is employed, the current propellant mass mp(t;) might be considered as an addi-
tional input. The number of potential input sets, however, is still large because xsc and x+
may be given in coordinates of any reference frame. At any time step ;, each output neuron
Jj €A{1,...,n,} gives a value Y;(¢;) € (0,1). The number of potential output sets is also large
because there are many alternatives to define u, and to calculate u from Y. Good results have
been obtained by letting the NC provide a three-dimensional output vector d” € (0,1)® from
which a unit vector d is calculated.? d is interpreted as the desired thrust direction and is there-
fore called direction unit vector. For solar sailcraft, u = d, hence S : {(xsc, 1)} — {d}. For
electric spacecraft, the output must include the engine throttle 0 < x < 1, so that u = (d, x),
hence S : {(zsc, xr,mp)} — {d, x}.

Neurocontroller Fitness Assignment. In EAs, the optimality of a chromosome is rated by a
fitness function® J. The optimality of a trajectory might be defined with respect to various pri-
mary objectives (e.g., transfer time or propellant consumption). When an ENC is used for tra-
jectory optimization, the accuracies of the trajectory with respect to the final constraints must
also be considered as secondary optimization objectives because they are not enforced other-
wise. If, for example, the transfer time for a rendezvous is to be minimized, the fitness function
must include the transfer time 7', the final distance to the target Ary = |r(tf) — rsc ()|, and
the final relative velocity to the target Avy = |7+ (tf) — ©so(ts)|, hence J = J(T, Arys, Avy). If,
for example, the propellant mass for a flyby problem is to be minimized, 7" and Av are not
relevant but the consumed propellant Amp must be included in the fitness function, hence
J = J(Amp, Ary) in this case. Because the ENC unlikely generates a trajectory that satisfies
the final constraints exactly (Ar; = 0m, Avy = 0m/s), a maximum allowed distance A7 f ax
and a maximum allowed relative velocity Av; .« have to be defined. Because in the begin-
ning of the search process most individuals do not meet the final constraints with the required
accuracy, a maximum transfer time Ty,,x must be defined for the numerical integration of the
trajectory. For a detailed description of the NC fitness assignment, the reader is referred to [4].

Evolutionary Neurocontroller Design.  This section details how an ENC may be applied for
low-thrust trajectory optimization. To find the optimal spacecraft trajectory, the ENC method
runs in two loops. Within the (inner) trajectory integration loop, a NC & steers the spacecraft
according to its network function N, that is completely defined by its parameter set wy,. The
EA in the (outer) NC optimization loop holds a population P = {cy, ..., ¢,} of NC parameter
sets including the additionally encoded initial conditions, and examines them for their suit-
ability to generate an optimal trajectory. Within the trajectory integration loop, the NC takes
the current spacecraft state xsc(fico,...-—1}) and that of the target x,({;) as input, and maps
them onto some output. For electric spacecraft, the input includes the current propellant mass
mp(t;) and the output includes the current throttle x(¢;). The first three output values are
interpreted as the components of d”(t;), from which the direction unit vector d(¢;) is calcu-
lated. This way the spacecraft control w(t;) is calculated from the NC output. Then, xgq(;)
and wu(t;) are inserted into the equations of motion and numerically integrated over one time
step to yield xsc(;+1). The new state is fed back into the NC. The trajectory integration loop
stops when the final constraints are met with sufficient accuracy or when a given time limit is
reached (fi11 = tfmax). Then, back in the NC optimization loop, the trajectory is rated by the
EA’s fitness function J(cy). The fitness of ¢y, is crucial for its probability to reproduce and to
create offspring. Under this selection pressure, the EA breeds more and more suitable steering
strategies that generate better and better trajectories. Finally, the EA that is used within this

viad =2d" — (1,1,1)T € (-1,1)2 and d = d'/|d/|
3This fitness function is also analogous to the cost function in optimal control theory. To emphasize this fact, it will be denoted
also by the symbol J.
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work converges against a single steering strategy (by shrinking the solution space during the
search process), which gives in the best case a near-globally optimal trajectory x%[t].

3. Results: Mercury Rendezvous With a Solar Sail

To assess the performance of of InTrance, it was used to re-calculate trajectories for prob-
lems found in the literature (henceforth called reference problems/trajectories). Due to the
limitations of this extended abstract, results for only one example can be given, a Mercury
rendezvous using solar sail propulsion. For an ideal solar sail with a characteristic accel-
eration® of 0.55mm/s? a (locally) optimal trajectory was reported in [8,9] using a LTOM. It
launches from Earth on 15Jan 03 and takes 665 days to rendezvous Mercury, inserting the
solar sailcraft directly into an interplanetary trajectory with zero hyperbolic excess energy
(Cs = [rsc(fo) — Fparn(Fo)|? = Olan?/s2).

InTrance was run five times with different initial populations for the launch date of the
reference trajectory (reference launch date). A neurocontroller with 12 input neurons, 1 hid-
den layer with 30 hidden neurons, and 3 output neurons was used, where the input neurons
received the solar sailcraft state x5 and the target state . in cartesian coordinates, and the
output neurons defined the direction unit vector d (different input sets, different output sets,
and different numbers of hidden neurons/layers have been tested, but the results are beyond
the scope of this extended abstract; they can be found in [4]). The maximum transfer time was
set to Tinax = 600 days. For discretization, this time interval was divided into 7 = 600 periods
of equal length. The accuracy limit was set to Ar s pax = 0.1-10% km and Avf oy = 0.1km/s.
Based on preliminary experiments, the population size was set to ¢ = 50. Fig. 1 shows the
resulting trajectories for the five InTrance-runs. The best trajectory is 91 days faster than the
reference trajectory, revealing that the latter is far from the global optimum. The achieved
accuracy is well better than required. The small variation of the solutions (15 days) gives
evidence for a good convergence behavior.

Figure 1.  Mercury rendezvous trajectories (refer- Figure 2. Mercury rendezvous trajectories (opti-
ence launch date, 5 different initial populations) mized launch date, 5 different initial populations)

To find the optimal launch date, InTrance was used to determine the shortest orbit trans-
fer, which can be obtained by requiring only a rendezvous with Mercury’s orbit, not with
Mercury itself. The shortest orbit transfer found by five InTrance-runs takes 7" = 510 days.
By scanning the planetary positions, it can be found that within a 1 year-interval around the

“The results for further reference problems can be found in [4]. Novel applications of InTrance for low-thrust trajectory opti-
mization can be found in [1-6].

Smaximum acceleration of solar sailcraft at Earth distance from the sun

6Avf7max = 0.1m/s was also used in [8,9], whereas Ar ¢ . is not given there.
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reference launch date, the constellation of Earth and Mercury is most similar to that of the op-
timal orbit transfer solution for a launch on 27 Mar 03. Therefore, InTrance was run five times,
being allowed to choose the launch date from the interval [26 Mar 03, 31 Mar 03]. The maxi-
mum transfer time was set again to Tinax = 600days (with 7 = 600). The small variation of
the solutions shown in Fig. 2 (4 days) gives again evidence for a good convergence behavior.
Taking 502 days to rendezvous Mercury, the best InTrance-trajectory is now 163 days faster
than the reference trajectory, the accuracy again being well better than required.

4. Summary and Conclusions

Within the work described here, low-thrust trajectory optimization was attacked from the
perspective of machine learning. A novel global method for spacecraft trajectory optimiza-
tion, termed InTrance, was proposed. It fuses artificial neural networks and evolutionary
algorithms into evolutionary neurocontrollers. The re-calculation of an exemplary Mercury
rendezvous mission with a solar sail revealed that a reference trajectory, which was generated
by a trajectory optimization expert using a local trajectory optimization method, is quite far
from the global optimum. Using InTrance, the transfer time could be reduced considerably.
InTrance runs without an initial guess and does not require the attendance of an expert in
astrodynamics and optimal control theory. Being problem-independent, its application field
may be extended to a variety of other optimal control problems.
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Abstract Suppose you are interested in estimating the slope of a line fitted to data points. How should you fit
the line if you want to treat each variable on the same basis? Least squares regression is inappropriate
here since it’s purpose is the prediction of one of the variables. If the variables are switched it
provides a different slope estimate. We present a method which gives a unique slope and line, and
which is invariant to changes in units of measurement. We attempt to extend the approach to fitting
a linear model to multiple variables. In contrast to least squares fitting our method requires the
solution of a global optimisation problem.

Keywords: Data fitting, regression models, fractional programming.

1. Introduction

Multiple Neutral Data Fitting is a method to analyse the relationship between a number of
variables alternative to the well known least squares estimation.

Least squares is so popular because it is so easily computed. From an optimisation stand-
point an unconstrained convex quadratic optimisation problem has to be solved which is done
by setting the partial derivatives of the objective equal to zero. This gives the famous normal
equations which have a nice analytic solution.

Least squares regression does, however, suffer from several shortcomings: it does not pos-
sess several properties as listed in [7] that seem desirable for a data fitting method. For exam-
ple, in order to apply least squares, the user needs to specify which variables are the indepen-
dent variables, and which one is the dependent variable. A change in this setting will lead
to a completely different least squares estimate. In practice, however, a distinction between
explanatory and response variables is not always so easy.

Another deficiency of least squares fitting is an assumption in the underlying model that
may be unrealistic in many situations: the model is based on the assumption that only the
dependent variable is subject to measurement errors. The independent variables are assumed
to be known exactly, a premise that is often not fulfilled.

Multiple Neutral Data Fitting is an approach that avoids these shortcomings. The basic
idea is that a different criterion is chosen as objective of the optimisation problem: Instead of
minimizing the sum of the squares of the residuals, we consider the deviations for each vari-
able and multiply them. As a result, we get a slope estimate different from the least squares
solution. The new estimate possesses nice theoretical properties, but comes with a higher
computational cost when fitting a model to multiple variables. In contrast to least squares
regression, our method requires the solution of a global optimisation problem.
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More precisely, the objective in the Multiple Neutral Data Fitting method is a sum of abso-
lute values of ratios. The number of ratios corresponds to the number of observations. The
number of variables equals the number of parameters needed to describe the fitted line (or,
more generally, the fitted hyperplane). In practical applications, this number is usually not
too big, which is advantageous for our global optimisation problem.

The Multiple Neutral Data Fitting approach has beeen alluded to by several statisticians
throughout the last century. Some properties of the resulting fitted line have been shown, but
generally speaking, the method has not been explored as an optimisation.

In the talk, we analyse Multiple Neutral Data Fitting as a global optimisation problem. We
discuss in detail the two dimensional case (i.e., the case of only one independent variable). We
then generalize to higher dimensions and propose an algorithm to solve the Multiple Neutral
Data Fitting optimisation problem.

2. Underlying Models

Let (X;,Y;),i =1,...,n be a set of data points and suppose we wish to estimate the slope of a
line fitted to these data. We will illustrate our ideas with the following tiny sample set of ten
data points (X;,Y;) € R x R:

Sample Data Set
260

240 L]
2201 L]

200 L]

180 L]
160

140

120 L L L L L L L L )
10 12 14 16 18 20 22 24 26 28

Figure1. A tiny data set for illustration purposes.

2.1 The Least Squares Model

When using least squares regression, we usually assume the following relationship applies to
the data, cf. [3]:
}/;:50+51Xi+€i7 izlv"w”a (1)

that is, we have an explanatory variable X; which is assumed to be measured exactly, and
we have a response variable Y; which is a combination of the true 8y + (1 X; plus a random
error ¢;. The distribution of the ¢; does not depend on the ’s.

The sum of the squares of deviations from the true line is

S(Bo, B1) Ze —ZY—ﬂo—mXi)?,
=1

and the least squares regression line is the line with minimal S, cf. Fig2.
Since this amounts to solving an unconstrained convex quadratic optimisation problem the
estimates by for 3y and by for (3 are easily computed by setting the partial derivatives -2 560 B and
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Regression of Y on X

The least squares model minimizes the sum of the squares of the deviations.

5, €qual to zero. This leads to the well known normal equations

n n n n n
bon"‘blZXi:Z}/i and bOZXZ—I_blZX?:ZXZY;
=1 i=1 =1 i=1 =1

from which we get analytical expressions for by and b.
Observe that switching the variables will lead to a different solution and therefore to a
different regression line. For the sample data, this is illustrated in Fig. 3.
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Figure 3.

Left: treating X as the response variable and Y as explanatory variable gives deviations in the z-

coordinate. Minimizing the sum of the squares of these deviations yields a least squares estimate different from
the one in Fig. 2. Right: the two different least squares regression lines.

In higher dimensional settings the situation is similar: Assume we have data points X; € R¥
(t=1,...,n), then there are k ways to choose the response variable, and thus k different least
squares regression hyperplanes.

The sensitivity of least squares regression to the choice of the response variable is one reason
why it is desirable to consider alternatives.
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2.2 All Variables subject to Errors

Next, assume both X; and Y; are subject to random errors, J; and ¢;, respectively (cf. also [4]):

Yi = nite,
Xi = &+

In this model, n; and &; are the true but unobserved values. A linear relationship n; = o+ 51&;
between them translates to

Yi = Bo+ 51 X; + €5, with e; =¢&; — [10;. ()

So we have an equation similar to (1), but now the distribution of the error terms ¢} depends
on (31 which makes the situation much more complicated from the statistical viewpoint. There-
fore, least squares regression is no longer an appropriate model:

Under the assumption of normally distributed errors (g; ~ N(0, 02)), the least squares esti-
mate by of 3; is the maximum likelihood estimate for model (1), and it provides the minimum
variance linear unbiased estimator.

For model (2), the least squares estimate has none of these properties. Since model (2) is
often more realistic in practical situations, this is a second reason why we need alternative
data fitting methods.

3. Neutral Data Fitting as an Optimisation Problem

As outlined in [11], a possibility to overcome the shortcomings of least squares regression
lies in the following approach: Consider the deviations from the fitted line in each coordinate
direction and multiply them together. In two dimensions, this looks as follows: For every
data point, we multiply the vertical (y) deviation with the horizontal (z) deviation. This gives
twice the area of the right-angled triangle formed by the fitted line and the two lines passing
through the data point parallel to the axes, cf. Fig. 4. Our fitting criterion is then to minimize
the sum of these triangular areas, i.e. the sum of the products of the deviations. For this reason
the approach is called method of least triangles in [1].

Triangles representing Deviations
240

2201

200

180
160 //
140

120 L L L L L L L L )
10 12 14 16 18 20 22 24 26 28

Figure 4.  The product of the deviations of each data point is proportional to the area of the shaded triangle.

Consider the two variable case in more detail: Given n data points (X;,Y;) € R x R, assume
we would like to fit a line of the form

ax + by = c.
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For each data point (Xj, Y;), the deviation is the z-direction is given by

X-—C_in _ aX; +bY; —c
K3 a a Y
whereas the deviation in the y-direction is
Y_c—aXZ- _ aX; +bY; —c
K3 b b .
Hence the product of the deviations associated to data point (X;,Y;) equals W .

Summing over all data points yields the objective function, and we are faced with the follow-
ing optimisation problem:
min Z

(aX; + bY; — c)? ‘

i=1 ab ©)
st. a,b,ceR.
In the higher dimensional case, i.e. in the presence of variables X; € RF (i = 1,...,n), the

model generalizes in the obvious way, cf. also [10] and [6]: The hyperplane we want to fit is
then of the form .

Z ;i = C,

j=1

deviation of a data point X; from the hyperplane in coordinate direction j amounts to

k
> i=105(Xi); —c
aj

)

and the optimisation problem becomes

min Z i T ' )

st. aeRF ceR.

Note that the dimension of the optimisation problem is k + 1, not the number n of data
points. Usually, k + 1 < n in practical applications. In some cases the hyperplane is known
not to pass through the origin, such that it is possible to set ¢ = 1, thus reducing the dimension
by one.

Problem (3) falls into a class of nonlinear optimisation problems called fractional program-
ming problems which have received a considerable amount of interest in the last decades
(for a survey cf. [8]). While problems involving ratios of linear functions are well understood
(see [5] or [9] and references therein), and certain problems involving ratios of linear functions
with absolute values have been treated in [2], to our knowledge the special structure of (3) has
not yet been studied.
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Abstract Two methods for obtaining an outer approximation of the efficient set of nonlinear biobjective prob-
lems are presented. They are based on the well-known “constraint method” and allow to obtain a
superset of the efficient set by solving a finite number of single objective constraint problems. Com-
putational experience is reported.
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1. The problem
Let fi, f2 : R® — R be two real functions, and consider the problem

min {fl(x)va(w)} (1)

st. ze€S

We will denote the vector of objective functions by f(z) = (fi(z), f2(z)), and the image of the
feasible region by Z = f(.5).

Definition 1. A feasible vector x* € S is said to be efficient iff there does not exist another feasible
vector x € S such that fi(x) < fi(z*) forall i = 1,2, and f;(x) < f;(z*) for at least one index j. The
set S of all the efficient points is called the efficient set.

Efficiency is defined in the decision space. The corresponding definition in the criterion
space is as follows.

Definition 2. An objective vector z* = f(x*) € Z is said to be nondominated (or also efficient) iff
x* is efficient. The set of all nondominated vectors will be denoted by Z .

Other related and widely used concept is the weak efficiency.

Definition 3. A feasible vector x* € S is said to be weakly efficient iff there does not exist another
feasible vector x € S such that f;(z) < fi(z*) forall i = 1,2.

In many problems it is important to obtain the whole efficient set. However, to the extent of
our knowledge, no method has been proposed in the literature with that purpose. In fact, even

*This paper has been supported by the Ministry of Science and Technology of Spain under the research project BEC2002-01026,
in part financed by the European Regional Development Fund (ERDF).

tOn leave from the Research Group on Artificial Intelligence of the Hungarian Academy of Sciences and the University of
Szeged, Hungary.
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obtaining a single efficient point can be a difficult task. Some authors have proposed to present
to the decision-maker a “representative set” of efficient points which suitably represent the
whole efficient set, either by modifying the definition of efficiency [2] or by selecting a finite set
of efficient points with the criteria of coverage, uniformity and cardinality as quality measures
[1,9]. The approach in this paper is completely different. Instead of offering a subset of the
efficient set to the decision-maker, we give him a superset containing it, whose accuracy is
fixed before-hand (see also [3]).

2. A constraint-like method

Due to the possible non-convexity (and non-concavity) of the objective functions a global op-
timization technique is required in order to obtain efficient points. In this section, we present
a constraint-like method which uses interval analysis tools. For details about interval analysis
the interested reader is referred to [5, 6, 8].

2.1 Preliminaries

The constraint method. The constraint method was introduced in [4]. One of the objective
functions, say f1, is selected to be minimized and the other one, f, is converted into a con-
straint by setting an upper bound f¥ to it. The single objective problem to be solved, called
constraint problem, is then

min  fi(z)
st folx) < fab 2)
reSs

The goodness of the constraint method can be seen in the following results.
Theorem 4. The solution of the constraint problem (2) is weakly efficient.

Theorem 5. A feasible vector x* € S is efficient if and only if it is a solution of the constraint problems

min  fi(z) min  fa(z)
st. fo@) < fo(z®) and st fi(z) < fi(a7) . (©)
xesS xesS

Instead of having to solve those two constraint problems in (3), efficiency can also be guar-
anteed with only one of them, provided that it has a unique solution, as the following theorem
shows.

Theorem 6. A feasible vector x* € S is efficient if it is a unique solution of any of the constraint
problems in (3).

From the previous theorems it follows that it is possible to find all the efficient solutions
of any multiobjective optimization problem by the constraint method. However, we need to
solve one or two problems to find ‘one” efficient solution, which means that if the efficient set
is not a discrete set (as it is usually the case in continuous multiobjective optimization) then
the method is not practical for finding the complete efficient set.

Obtaining a region of §-optimality. Consider the single-objective problem
min  f(x)
st. xre€eSCR" @)

We want to find the region Rs of §-optimality of (4), i.e. the set of feasible points whose
objective value does not exceed the optimal value of (4) by more than a fraction § (§ > 0). In
formula, if we denote by f* the optimal value of (4),

Ry ={xeS: flx)—f"<5-|f[}
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In [7], a branch-and-bound method for obtaining the region of §-optimality (of a general con-
tinuous location problem) is presented. In what follows we will refer to it as the §-opt algo-
rithm. It consists of two phases. The first one entails the determination of the optimal objective
value of (4) up to a prespecified relative precision . The second phase consists of the deter-
mination of Rs, up to a prespecified precision 7. The output of the algorithm is two lists of
subsets, L3 and £4. The union of the subsets in the first list gives an inner approximation of
Rs, whereas the union of the subsets in both £3 and £, gives an outer approximation OR;
of Rs, guaranteed to lie entirely within Rs,,144), i€, ORs = Uger,ue, @ N S satisties that
Rs C ORs C Rsyy(1+46)-

The algorithm can be easily carried out with the help of Interval Analysis. In that case, the
subsets () will be boxes (multidimensional intervals), and the required bounds on them can
be obtained automatically with the use of inclusion functions.

2.2 The constraint problems

Going back to the determination of the efficient set of (1), we will use constraint problems of
the form!

min fi(z)
() st folx) < f3) 5)
resS

where f2' is a given constant defined below. Let #() denote an optimal solution of (P;), and
let R( " be the region of §-optimality of (P;), that is,

R((;i) ={zxeS: folx) < f(i)7f1( ) = AED) <6 [ fED)]}

In the first problem that we will consider, (Fp), we set f2(0) = +o00. Thus, problem () is in
fact the single objective problem

min  f1(2)
st. xefS
Once we have solved problem (P;) and have obtained an outer approximation of R((;i) with the

help of the §-opt algorithm mentioned in the previous subsection, the constant f, 0T for the
next problem (P;;) is given by (see Figure 1)

() — min{U(Q) : Q € L3 U Ly, QN RY £ 0} ©)

where Us(Q) is an upper bound on all objective values of f; at (). However, from a computa-
tional point of view, it can be better to set

) — min{U5(Q) : Q € L5,Q N S # 0} 7

although this is a worst (higher) value than the one obtained with (6). Using (7) we only have
to check whether a box Q in £3 contains at least one feasible point. If so, we take that box into
account for calculating the minimum in (7).

Let us denote by Q ]\Z, the subset at which the previous minimum (either (6) or (7)) is at-
(i+1) ()
tained, i.e, f2 Ua(Qy )-

Lemma 7. fy(20+1) < f1(2@) + 6| f1(2)).

TWe always minimize f; subject to a constraint on f2, but a similar process can be developed interchanging the functions.
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2.3 The method

The method that we propose to obtain an outer approximation of the efficient set of (1) is the
following (see Figure 1):

Algorithm 1.

i—0, f{¥ — +oo.
While (FP;) is feasible
Solve (P;) and obtain an outer approximation OR((;Z) of R((;Z
Calculate f2(2+1) as given by (6) or (7).
1f £\ £ #49 then
j <0
Repeat
j—J+1
Solve the problem

) using the §-opt algorithm.

)
Py St P ®
)

and obtain an outer approximation ORE;H ) of R((;Hj ),

Calculate f2(i+j ) as given by (6) or (7).
until f2(z+] < f2(z) or the problem (P ;) is infeasible.
1f £ < £ thenseti «— i+ j + 1.
If the problem (P, ;) is infeasible then set i «— i + j and break
~elsed — i+ 1.
U;-_:lo OR((;J ) contains the efficient set of (1).

fr(@0) f1(a;i'(">) fl(i.(.i+l))

AETD) FAAETN L@ETY) + 8 @) Au@Y) + 3l f1(27)

Figure 1. Image space of a biobjective problem using Algorithm 1. For the shake of clarity, for each problem
(P;) we have only drawn one of the boxes forming OR((SZ), namely, QS\Z,). The grey region is Rf;fl), and the dotted
region is R\")

gionis Ry~ .
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Theorem 8. Algorithm 1 obtains all the efficient solutions of (1).

Notice that we need problems of type (8) to avoid that the algorithm gets stuck when
f2(2+1) > f2(z). This may happen when the efficient set is not connected and the jump” (along
the abscisas axis) is greater than 4| f;(2(?)| (see Figure 1; without problems of type (8) Algo-
rithm 1 will get stuck after solving problem (P;;1)) or when there is a continuum of weakly
efficient points with the same fs-value (i.e., in the image space the weakly efficient points

form a segment parallel to the abscisas axis, being the length of that segment greater than

5| f1(2®)].)

3. Another constraint-like method

In the previous constraint-like method, in addition to constraint problems of the form (5) we
also needed problems of the form (8) to be able to guarantee the finiteness of the algorithm. In
this section we present another constraint-like method which only uses one type of constraint
problems, a simplified version of the one in (8).

3.1 The constraint problems

The first problem that we will consider, (), is again the single objective problem

min  f1(2)
st. zxze€f

Once we have solved problem (P;) and have obtained a minimizer point () and an outer

approximation of R((;i) with the help of the J-opt algorithm, we compute

D = min{ /) min{U(Q) : @ € £3U L, QN R #0}) ©)
or

3 = min{ 3, min{U>(Q) : Q € £5,QN S £ 0}} (10)
Notice that f2(0) = +o00. The next problem to be solved is

min i (

)
4 sit.  fa(z) < fy
(Firn) A 2 L (60) + 311 (20))

z+1
(11)

3.2 The method

The method that we propose to obtain an outer approximation of the efficient set of (1) is the
following (see Figure 2):

Algorithm 2.

Wh11e ( ) (as descrlbed in (11)) is feasible

Solve (P;) and obtain an outer approximation OR((;) of R((;). Let #() denote an
optimal solution of (F;).
Calculate £ as given by (9) or (10).
1 — 1+ 1.
U; 0 OR(] ) contains the efficient set of (1).

Theorem 9. Algorithm 2 obtains all the efficient solutions of (1).



102 José Ferndndez and Bogldrka Téth

(i-1) il
2 -2 [

N

(#)
2

(i+1)
2

F(@2) + 616 = @) 1@ + 3171

AGEETD) 4+ 6] f1(20) = A1(3D)

fl(i'(.””)

Figure 2. Image space of a biobjective problem using Algorithm 2. The grey region is Rgifl), and the dotted
reoionis R()
gionis Ry’ .
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Abstract Feasibility study of extractive distillation variants is a successful application area of interval arith-
metics based reliable computation of real function zeroes and global extrema. Feasibility of these
processes can be well estimated by studying a differential equation system coupled with algebraic
equations. Existence and location of the singular points play a crutial role in feasibility of these
processes.

From mathematical point of view, the main problem consists of reliably finding the existence
and loci of all the singular points in a given domain, and determining the bifurcations of the phase
map. Both the singular points and the bifurcations have been reliably found by applying an interval-
arithmetic based branch and bound optimization algorithm.

The mathematical model is shown, and the capability of the method is demonstrated on ex-
ample results related to the separation of acetone — methanol mixture (forming minimum boiling
azeotrope) with water as a heavy boiling entrainer, in both batch and continuous extractive distilla-
tion processes.

Keywords: interval arithmetics, branch and bound, phase map, singular point, bifurcation, extractive distilla-
tion, feasibility.

1. Introduction

Distillation as a process for separating liquid components is based on the different volatility
of the components to be separated. Separation of close-volatility mixtures by conventional
distillation is difficult and expensive. Separation of azeotrope-forming mixtures by conven-
tional distillation is impossible. A mixture is called azeotrope-forming if the volatility of the
components are identical at some composition, the so-called azeotrope.

Extractive distillation processes apply a third component, the so-called entrainer, to make
the separation feasible. There are several variants of these processes according to the volatility
relations between the components, and according to the several technical opportunities to be
chosen.

Production of components in specified purity and acceptable recovery is possible only if
the process pameters are kept inside a domain whose form and extension is not known in
advance. This is called "the feasible domain’. The process is called feasible if such a domain
exists. The main process parameters are the so-called reflux ratio and feed ratio.
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Feasibility study is engineering activity applied for finding a feasible domain of the process
parameters. If such a domain is not found, the process is considered infeasible. However,
finding a feasible set of process parameters is a difficult task, and a feasible process can easily
be qualified to infeasible if inappropriate methodology is applied. Determining the border of
the feasible domain is an even more difficult task.

As it has earlier been shown [1-3], feasibility of the many different process variants can
be well estimated, and the feasible domain can be explored by applying approximating or-
dinary differential equations (initial value problems) for modelling the process. Feasibility
of the studied process variants can be judged by studying the phase plots of these differen-
tial equations; here the phase curves are called "profiles’, namely rectifying profiles, stripping
profiles, and extractive profiles. (These profiles describe the behaviour of different sections of
the distillation column). Profile maps (i.e., phase maps) can take radically different shapes,
depending on the process parameters.

R=5,F/V=0.10 R=5,F/L=0.40
Methanol Methanol

\\/ / Stripping profile

Sz

Extractive profile

S
*
Rectifying profile Rectifying profile
SN
Azeotrope Azeotrape
% ] \
D
u Sy UN o
Water Acetone Water Acetone

Figure 1.  Extractive profile maps of continuous extractive distillation, minimum boiling azeotrope, heavy en-
trainer. a/ Left hand side: infeasible. b/ Right hand side: feasible

Existence and location of the singular points of the different profiles take a key role in judg-
ing feasiblity and exploring the feasible domain. For example, two different maps are shown
in Figures 1a and 1b, belonging to the same continuous extractive distillation process with
different parameters. There is a saddle point Sy in both figures. Two of the four separatrices
of S, namely the pair in the direction of vertex Water - Sy - edge of Acetone and Methanol,
divides the triangle to a right hand side and a left hand side. Let us call this separatrix pair
as ‘boundary’. There is a stable node (SN) of the extractive profiles inside the composition
domain, in Figure 1a. Extractive profiles started from the right of the boundary approach SN;
they do not cross the rectifying profile drawn from x p, running along the Acetone-Water edge.
As a result, this process is infeasible at R = 5 and F'/L = 0.1. Stable node SN and saddle S;
approach each other if the feed ratio F'/L is increased. They meet over a critical feed ratio, and
suddenly disappear. The map changes shape, and looks like that in Figure 1b. The extractive
profiles are attracted to a point somewhere outside the triangle. All these extractive profiles
cross the rectifying profile. As a result, the process is feasible at R = 5 and F'/L = 0.4.

Finding stable nodes is relative easy by computing phase curves; finding the unstable nodes
and saddle points is rather difficult. Even more difficult is to find the parameter values of
bifurcations, i.e. the points at which the phase map suddenly changes shape. It is this bifur-
cation, however, what finally is looked for because this sudden change designates the border
of feasible domain.
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2. Mathematical formulation
In all the studied variants, the differential equations have the form of

de "
X (@)~ (=) )

where x is the array of independent variables, h is a running variable irrelevant for us, ratio
V/L is a simple function of R and F/V or F/L, y*(x) is a non-explicit function described
below, and y(x) is an explicit function expressed in a general form as

= al —I-F ! T F:E (2)
Y=g tv)* T gy yor

Here R is one of the main parameters of the process, and F'/V is another one. « p and xy are
known process specifications. Array y* is determined according to the following system of
equations (3 to 7):

yi P =vizip; (i=1,2,3) (3)
lgpd = A; — Bi (i=1,2,3) (4)
8P = T om0, Y

225 TiGjit < 20 TnjGng
Iy — i._w> i=1,2.3 5
! > Gum Z Zl GleJ ’ 21 Gy ( ) o

Uy |
RaT '

Tij = Gij = exp (—ayj1ij) (i=1,2,3) (6)

3
Yoyi=1 (7)
=1

Here P is the systems pressure, R is a universal physical constant, 4;, B;, C;, U;;, and a;
are model parameters. p{ and ; can be considered as functions of  and T’; such a T is to be
found for a given x that satisfies equation (7). The problem of finding the singular points can
be formulated as solving the system of equations (2) to (8).

0=y(z) - y*(z) ®)

The problem of finding bifurcations can be formulated as follows. Differencial equation (1)
is linearized around the singular point in a form

dx
T Azx 9)

The task is to find that parameters at which at least one of the eigenvalues of A has zero
real part. In this problem class we encounter node and saddle singularities only; thus, bi-
furcations are simply signalled by zero determinant of A. Unfortunately, entries of A (the
Jacobian) cannot by directly determined because of the non-explicite nature of function y*(x).
This difficulty is solved by applying implicit function theorem. Computation of the partial
derivatives of «y are also rather tedious.
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3. Solution by interval optimization

In order to reliably find information about the existence of the characterisctic singular points
and, in case of existence, finding their exact loci, we have implemented an interval arithmetic
based optimization algorithm [4,5]. Interval algebra provides us with a tool for determining
real intervals that certainly include the range of the functions studied over a given domain.
Utilizing this technique, all the roots of those functions, as well as all the minima of a real
function, can be determined.

Criteria for singular points and bifurcation points can be described by algebraic equations.
Instead of searching for zeroes of these equations, we formulated these problems as minimiz-
ing the sum of squares of the equation residues. The steps of the applied algorithm are the
following:

Step 1. Let L be an empty list, the leading box B:=X (the total studied domain), and the
iteration counter k£ := 1. Set the upper bound F'* of the global minimum to be the
upper bound of F(X).

Step 2. Subdivide B into s subsets. Evaluate the inclusion function F(X) for all the new
subintervals, and update the upper bound F'* of the global minimum as the mini-
mum of the old value and the upper bounds on the new subintervals.

Step 3. Add the new subintervals to the list L.

Step 4. Delete parts of the subintervals stored in L that cannot contain a global minimizer
point.

Step 5. Set B to be that subinterval from list L which has the smallest lower bound on F, and
remove the related item from the list.

Step 6. While termination criteria do not hold, let £ := k£ + 1, and go to St. 2.

This is a branch-and-bound algorithm. Interval arithmetic and the interval extension of the
used standard functions were realized by the PROFIL library [6]. The algorithm itself is a
customized version of the global optimization procedure published in [7], and improved in
several steps. The computational environment was a Pentium IV PC (1 Gbyte RAM and 1.4
MHz) with Linux operation system.

0.11
0.105 |
0.1 - u
0.095 1
0.09 -
0.085 | T :
0.08 -
0.075 1
0.07 1
0.065 -

0.06 T T T T T T T T T
0.545 0.55 0.555 0.56 0.565 0.57 0.575 0.58 0.585 0.59 0.595

Figure 2.  Subdivision of a subdomain in course of the search process
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How a subregion is subdivided into smaller boxes is demonstrated in Figure 2. This pic-
ture taken at a moment, shows the yet living boxes, and how they are subdivided. The box
containing a wide dot contains a solution.

4, Results

Feasible domain of extractive distillation of particular material systems have been explored.
Here we show the results related to separation of the acetone — methanol mixture forming
minimum boiling azeotrop, with the help of high boiling entrainer water, in batch extractive
distillation process (batch rectifier device, charge in the boiling vessel, entrainer feed to the
column) and continuous extractive distillation process (entrainer feed above the main feed).
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Figure 3.  Evolution of the singularities at R = 10. a/ Left hand side: Singular point paths. b/ Right hand side:
Bifurcation diagram

Example results for the case of batch extractive distillation are shown in Figures 3a and 3b.
The exact F'/V at which the bifurcation occurs could not be determined by repeatedly finding
the singular points because the computation time increases enormously in the neighborhood
of the bifurcation.

F/L

0,00 T T T T T T T +
000 050 100 150 200 250 300 350 400 450 500

R

Figure 4. Domains of distinct maps. Domain 1 is feasible.

Example results for the case of continuous extractive distillation are shown in Figure 4. The
main parameters are R and F'/L. The three regions denoted by square labels correspond to
different phase maps; domain 1 is the feasible domain. The points of the domain border are
determined by finding bifurcation points. (Note: this figure is valid according to the analysis
of one criterion only, namely connection of the specified rectifying profile with an extractive
profile. Connection of the specified stripping profile with an extractive profile is not analyzed
here.)
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5. Summary

As it has earlier been shown by researchers of Budapest Univ., Hungary, feasibility of these
processes, and the feasible domain of the process parameters, can be well estimated by study-
ing a system of an explicite autonomous first order ordinary differential equation system cou-
pled with a system of algebraic equations. Existence and location of the singular points play
a crutial role in feasibility of these processes.

From mathematical point of view, the main problem consists of reliably finding the exis-
tence and loci of all the singular points in a given domain, and determining the bifurcations of
the phase map. This problem is solved by applying an interval-arithmetic based branch and
bound optimization algorithm developed at Univ. Szeged, Hungary.

Feasibility study of extractive distillation variants is a successful application area of interval
arithmetics based reliable computation of zeroes and global extrema of real functions.

Singular points in the neighborhood of bifurcation is rather difficult to find because the
computation time increases enormously. Determination of the bifurcation points in this way,
i.e. by repeated computation of singular points and plotting bifurcation diagrams, is unre-
liable. Instead, criterion of bifurcation is applied, based on linearization of the differential
equation in the neighborhood of the singular points. Implicite function theorem was also
applied to compute elements of the Jacobian.

The mathematical model is detailed, and the capability of the method is demonstrated on
example results related to the separation of acetone — methanol mixture (forming minimum
boiling azeotrope) with water as a heavy boiling entrainer, in both batch and continuous ex-
tractive distillation processes. All the singular points inside (and even partially outside) the
physically valid composition domain are found. Bifurcation points are also found, and do-
mains of radically different maps are determined, including the feasible domain.
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Abstract We address the problem of finding tight affine lower bound functions for multivariate polynomials,
which may be employed when global optimisation problems involving polynomials are solved with
a branch and bound method. These bound functions are constructed by using the expansion of the
given polynomial into Bernstein polynomials. The coefficients of this expansion over a given box
yield a control point structure whose convex hull contains the graph of the given polynomial over
the box. We introduce different methods for computing tight affine lower bound functions based on
these control points, using either a linear interpolation of certain specially chosen control points or
a linear approximation of all the control points. We present a bound on the distance between the
given polynomial and its affine lower bound function, which, at least in the univariate case, exhibits
quadratic convergence with respect to the width of the domain. We also address the problem of how
to obtain a verified affine lower bound function in the presence of uncertainty and rounding errors.
Some numerical examples are presented.

Keywords: Bernstein polynomials, relaxation, affine bound functions, constrained global optimisation

1. Introduction

In our talk we wish to contribute to the solution of the constrained global optimisation prob-
lem

min f(x). €))]

el
The set of feasible solutions F' is defined by

F :=<zeS| hjx)
T

where S C R", X is a box contained in S, and f, g;, h; are real-valued functions defined on S.
The optimisation problem

min f(x) 2)

zeR —

is called a relaxation of (1) if the set of feasible solutions fulfils F' C R and f(z) < f(x) holds
forallz € F. B

To generate an affine relaxation for problem (1), the functions f, g; (i = 1,...,m), and h;
(j =1,...,1) are replaced by affine lower bound functions f, g, and h, respectively. Then the
relaxed problem (2) with the respective set of feasible solutions yields a linear programming
problem. Its solution provides a lower bound for the solution of (1). This relaxation may be
used in a branch and bound framework for solving problem (1).
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We address the use of relaxations for global optimisation problems (1) in which the objective
function f and the functions defining the constraints are all multivariate polynomials.

2. Bernstein Expansion

In [3-6] we have shown how diverse affine and convex lower bound functions for polynomials
can be constructed by applying the expansion of such a polynomial into Bernstein polynomi-
als.

Using multiindices and multivariate extensions of summation and binomial coefficients, an
n-variate polynomial p,

p(z) = Zaiwi, = (T1,...,2y), 3)

plz) = biBi(x), 4)
=0
where
Bi(x) = (l) £i(1— a) ©)

and the so-called Bernstein coefficients b; are given by

bi:Z(Jl—‘)aj, OSZSZ (6)
= )

We may consider the case of the unit box I without loss of generality, since any nonempty box
in R"™ can be mapped affinely thereupon.
A fundamental property for our approach is the convex hull property

Wt ey s (i) osi<t. ®

where the convex hull is denoted by conv.

Figure 1 illustrates the convex hull property and the straighforward construction of an
affine lower bound function based upon the convex hull of a univariate polynomial of de-
gree 5.

3. Affine Lower Bound Functions

We consider two contrasting approaches for deriving a tight affine lower bound function from
the Bernstein control points (coefficients).

The first approach relies on the minimum control point and an appropriate choice of n oth-
ers. The linear interpolant of these points constitutes a lower bound function and coincides
with one of the lower facets of the convex hull of the control points. In the general case, the
computation of such an affine lower bound function requires the solution of a linear program-
ming problem, cf. [3]. For special facets, only the solution of a system of linear equations
together with a sequence of back substitutions is needed, cf. [5]. Also, an affine transforma-
tion may be applied to flatten the global shape of the convex hull (7) such that the obtained
affine lower bound functions more tightly approximate the polynomial, cf. [6].
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Figure1. The curve of a polynomial of fifth degree (bold), the convex hull (shaded) of its control points (marked
by squares), and an example affine lower bound function (dashed).

The second approach is to derive a linear approximation to the whole set of control points
(and thereby the graph of the polynomial) over the box. We consider the use of either a lin-
ear least squares approximation or a discrete Chebyshev approximation. This yields a linear
function which closely approximates the graph of the polynomial, with valuable shape infor-
mation. It must be adjusted by a downward shift so that it passes under all the control points,
yielding a valid lower bound function.

4. Examples
4.1 Example 1
(_ 1)i+1

!
p(m)zz T ', xel0,1].
i=0

Figure 2 shows the graph of p over the box, its control points, and affine lower bound
function, for [ = 3, 8,13, 17, respectively. This example is taken from [3].

4.2 Example 2

_ 2 2
pi(z1,22) = aqxize + aexi + azrire + uxy + asTa,

— 2 2 3 2
pg(wl, 1‘2) = OQgTiT2 + QrT1Ty + Q-I1X + 9Ty + Q105 + a11X2 + a9,

a; = —1.697 x 107 a7 =4.126 x 107
sy = 2.177 x 107 ag = —8.285 x 109
az = 0.5500 ag = 2.284 x 107
ag = 0.4500 x 107 a9 = 1.918 x 107
as = —1.0000 x 107 ;1 = 48.40

ag = 1.585 x 10'* = —27.73
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Figure 2. The polynomial of Example 1 for [ = 3,8, 13,17, with its control points (circles), and corresponding
lower bound function.

Figure 3 shows the graphs of p; and ps over the unit box, their control points, and affine
lower bound functions. This example, a model for hydrogen combustion with excess fuel, is
taken from [7].

5. Rigorous Bound Functions

Due to rounding errors, inaccuracies may be introduced into the calculation of the bound
functions. As a result, the computed affine function may not stay below the given polynomial
over the box of interest. We also wish to consider the case of uncertain (interval) input data. In
our talk, we focus on a method by which an affine lower bound functions based on Bernstein
expansion can be computed such that it can be guaranteed to stay below the given polynomial.
The aforementioned methods can be adjusted to work with interval data, and the safe inter-
polation of interval control points can be facilitated by a method similar to that introduced in

[2].

6. Future Work

We report on the integration of our software into the environment of the COCONUT project
[1] funded by the European Union which aims at the solution of global optimisation and
continuous constraint satisfaction problems.

We conclude with some suggestions for the extension of our approach to the construction
of affine lower bound function for arbitrary sufficiently differentiable functions.
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Figure 3. Polynomials p; and p2 from Example 2, with their control points (circles), and corresponding lower
bound functions.
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Abstract The objective of this work is to compare the performance of several recent multiobjective optimiza-
tion algorithms (MOEAs) with a new hybrid algorithm. The main attraction of these algorithms is
the integration of selection and diversity maintenance. Since it is very difficult to exactly describe
what a good approximation is in terms of a number of criteria, the performance is quantified with
specific metrics and is based on two main aspects: the proximity of solutions to the global Pareto
font and the suitable distribution of the located front.

Keywords: multiobjective evolutionary optimization, global Pareto-optimal front.

1. Introduction

The aim of Global Optimization (GO) is to find the best solution of decision models, in pres-
ence of the multiple local solutions. Having several objective functions, the notion of optimum
changes, because in Multiobjective Optimization Problems (MOPs) we are really trying to find
good compromises (or trade-offs) rather than a single solution as in global optimization. Since
most of the real design problems involve the achievement of several objectives, then the pres-
ence of multiple objectives in a problem, in principle, gives rise to a set of optimal solutions
(largely known as Pareto-optimal solutions), instead of a single optimal solution [2]. In the
absence of any further information, one of these Pareto-optimal solutions cannot be said to be
better than the other. This demands a user to find as many Pareto-optimal solutions as possi-
ble. Classical optimization methods (including the multicriterion decision-making methods)
suggest converting the multiobjective optimization problem to a single-objective optimiza-
tion problem by emphasizing one particular Pareto-optimal solution at a time. When such a
method is to be used for finding multiple solutions, it has to be applied many times, hopefully
finding a different solution at each simulation run.

Generating the Pareto set can be computationally expensive and is often infeasible, because
the complexity of the underlying application prevents exact methods from being applicable.
For this reason, a number of stochastic search strategies such as evolutionary algorithms, tabu
search, simulated annealing, and ant colony optimization have been developed. Over the past
decade, a number of multiobjective evolutionary algorithms (MOEAs) have been suggested
[3-6,9]. The primary reason for this is their ability to find multiple Pareto-optimal solutions
in one single simulation run. Since evolutionary algorithms (EAs) work with a population of
solutions, a simple EA can be extended to maintain a diverse set of solutions. With an empha-
sis for moving toward the global Pareto-optimal region, an EA can be used to find multiple
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Figure1. Pareto-dominance relations.

Pareto-optimal solutions in one single simulation run. Since the goal of approximating the
Pareto set is itself multiobjective, for instance, we would like to minimize the distance of the
generated solutions to the Pareto set and to maximize the diversity of the achieved Pareto
set approximation, then it is impossible to exactly describe what a good approximation is in
terms of a number of criteria such as closeness to the Pareto set, diversity, etc [10,11]. In the
following, we present some general concepts of Multi-Objective Optimization.

Definition 1. Multi-Objective Optimization (MOO) is the process of searching one or
more decision variables that simultaneously satisfy all constraints, and optimize an objective
function vector that maps the decision variables to two or more objectives.

minimize/maximize(f(s)), Vke[1,K]
subject to scF

Definition 2. Decision vector or solution (s) = (s1, s, .., s,,) represents accurate numerical
qualities for an optimization problem. The set of all decision vectors constitutes the decision
space.

Definition 3. Feasible set (F) is the set of decision vectors that simultaneously satisfies all
the constraints.

Definition 4. Objective function vector (f) maps the decision vectors from the decision
space into a K-dimensional objective space ZeR¥,
z=f(s), where: f(s)={f1(s), f2(s),..., fx(s)}, z€Z, s€F.

Let P be a MOO problem, with K>2 objectives. Instead of giving a scalar value to each so-
lution, a partial order is defined according to Pareto-dominance relations, as we detail below.
Definition 5. Order relation between decision vectors. Let s and s’ two decision vectors.
The dominance relations in a minimization problem are:
s dominates s” (s<s’) iff f(s)<£(s")
s weakly dominates s’ (s=s”) iff f(s)<f(s")
s,s” are indifferent (s~s") iff {(s)Z£(s") A f(s)2£(s")

Definition 6. Pareto-optimal solution. A solution s is Pareto-optimal if there is no other s’eF,
such that f(s")<f(s). All the Pareto-optimal solutions define the Pareto-optimal set.
Definition 7. Non-dominated solution. A solution scF is non-dominated with respect to a
set S’eF if only if As’eS’, verifying that s’'<s.
Definition 8. Non-dominated set. Let S’cF and Z’=£(S’). The function ND(S’) returns the
set of non-dominated solutions from S’:
ND(S")={Vs’eS’ | s’ is non-dominated by any other s", s"€S’}
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Figure 1 graphically describes the Pareto-dominance concept for a minimization problem
with two objectives (k1 and k2). Figure 1(a) shows the location of several solutions. The filled
circles represent non-dominated solutions, while the non-filled ones symbolize dominated
solutions. Figure 1(b) shows the relative distribution of the solutions in reference to s. There
exist solutions that are worse (in both objectives) than s, better (in both objectives) than s, and
indifferent (better in one objective and worse in the other).

In this paper, we address all of these issues for four MOEAS, SPEA2, NSGA-II, PESA and
a hybrid version, msPESA, mainly based on PESA and NSGA-II. From the simulation results
on a number of difficult test problems, we find that msPESA outperforms three other contem-
porary MOEAs in terms of finding a diverse set of solutions and in converging near the global
Pareto-optimal set.

In the remainder of the paper, we briefly mention these MOEAs in Section II. Thereafter,
Section III presents simulation results and compares msPESA with three other elitist MOEAs
(SPEA2, NSGA-II and PESA). Finally, we outline the conclusions of this paper.

2. Multiobjective Optimization Algorithms Implemented

We mentioned earlier that, along with convergence to the Pareto-optimal set, it is also desired
that a MOEA maintains a good spread of solutions in the obtained set of solutions. In the
following, we describe this issues in each algorithm.

SPEA2 (The Strength Pareto Evolutionary Algorithm). SPEA2 [6] combines, in the same
fitness value, dominance information about the individual (with rank and count of domi-
nance) as well as the density information about its niche, computed by the nearest neighbor
technique. Therefore SPEA?2 also implements fitness-sharing. As the file size is fixed, when
the number of non-dominated individuals exceeds the file size, a clearing process is followed,
considering the smallest distance to the neighbors. SPEA2 uses a fine grain assignment fit-
ness technique incorporating the density information that is useful for the selection process.
In addition, the size of the file is fixed and the file fills up with dominated individuals when
there are not enough non-dominated ones. The clustering technique is replaced (in compari-
son with SPEA) by a method which has similar characteristics but does not eliminate extreme
solutions (see [6]). Finally, with SPEA2 only the members of the file participate in the mating
process.

NSGA-II (Non-dominated Sorting Genetic Algorithm-II). NSGA-II [3] proposes a new
partial order between two solutions defined by the crowded comparison operator. The crowded
operator acts in the following way: given two solutions, their rankings are first checked. If the
rankings are different, the solution with the lower ranking is assumed to be the best one. If
they are equal, the density information is checked. In this case, the solution with the less pop-
ulated niche is assumed to be the best. Although both mechanisms seek to maintain diversity,
NSGA-II does not use the crowding mechanism of niches. NSGA-II uses tournament selection
based on the defined operator. In the algorithm operation (see [3]), when fronts are added, the
size of the allowed population can be exceeded. In this case, the least diversified solutions of
the last front are eliminated. This is a clearing procedure. Even so, this clearing is subject to the
dominance relation as established in the definition of the comparison operator. In conclusion,
while SPEA2 presented a hybrid operation between fitness-sharing and crowding, NSGA-II
uses a combination of fitness-sharing and clearing as its niching mechanism.

PESA (The Pareto Envelope-based Selection Algorithm). PESA [4] is a mixed algorithm
between PAES [9] and SPEA [5]. It uses a small internal population and a (usually) larger
external population. The external population is actually the archive which stores the current
approximation to the Pareto front, and the internal population are new candidate solutions
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vying for incorporation into the archive. PESA implicitly maintains a hyper-grid division of
phenotype space which allows it to keep track of the crowding degree in different regions
of the archive. However, unlike both PAES and SPEA, selection in PESA is based on this
crowding measure. Replacement (deciding what must leave the archive if it becomes over-
full) is also based on a crowding measure.

msPESA (Mixed Spreading between PESA and NSGA-II). A new algorithm, which is a
hybrid version between PESA and NSGA-II is implemented in order to improve the concept
of spreading. In the design of msPESA, the goal was to eliminate the potential weaknesses of
other MOEAs and to create a powerful MOEA. The main characteristics of msPESA are:

- It uses a variation of the fast non-dominated sorting algorithm of NSGA-II where only
one front is calculated.

- A new archiving strategy is implemented for the external population. Once a candidate
has entered the external archive, members of the archive which is dominated will not
be removed.If the archive temporarily exceeding the maximum size, one solution must
therefore be removed from the archive. The choice is made by first finding the maximal
squeeze factor [4] in the population, and removing an arbitrary chromosome which has
this squeeze factor.

f2

Figure 2. Non-dominated solutions obtained using NSGA-II, SPEA2, PESA and msPESA on ZDT1.

3. Experimental Analysis

In this section we consider the issues necessary to compare the performance of these algo-
rithms over a set of benchmarks. The elaboration of a merit ranking between the various
methods is not a trivial procedure. In general, an order of MOEA merit is impossible due
to the NFL Theorem [12], although it is possible to extract some results from the behavior of
each algorithm. In this paper we have taken into account the proximity to the Pareto front
and the uniformity in the distribution of the solutions. In the search for an impartial, accurate
comparison that excludes the effects of chance, it is necessary to consider many aspects, and
for this reason we have made our own implementation of each algorithm, and all of them
have been integrated in the same platform. Since EAs are highly configurable procedures [1],
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Figure 3. Non-dominated solutions using msPESA with 5000 and 20000 fitness function evaluations.

the first step is to assign values to the parameters. Some values are fixed and equal for all the
methods during the whole comparison. Although undoubtedly, each algorithm could be im-
proved by assigning particular values to the parameters, the authors do not suggest anything
in this respect and leave the users freedom of choice. Therefore, and for reasons of simplicity,
the following values, also chosen in other studies [5] have been used. Number of generations:
T = 250, size of the internal population I P = 100, external population EP = 100 excepts for
PESA where PE = 10, crossover probability: P, = 0.8 and mutation probability: P, = 0.1.
The benchmarks used were ZDT1 to ZDT®6 [5], but for reason of space, we have not included
all these results in this work.

Figure 2 shows the non-dominated solutions obtained using msPESA, PESA, NSGA-II and
SPEA2 for test (a)ZDT1, (b)ZDT3, and (c)ZDT6. It is clear that msPESA is able to better dis-
tribute its population along the obtained front than other MOEAs. Figure 2 (d) shows the
non-dominated solutions when the fitness evaluations are increased from 5000 to 20000 in
msPESA.

Metric C presented in [5] have been used to evaluate the performance of the different opti-
mization methods. This metric establishes a comparison between two algorithms, indicating
how the results of the first cover those of the second. Table 1 summarizes results for the
set of experiments in which each trial run was allowed just 5000 fitness evaluations for test
ZDT1, ZDT3 and ZDTé6. This table shows that the best performing algorithm is msPESA (see
msPESA row in Table 1). That is true in proximity to the Pareto front as in diversity and spread
of solutions.

Table 1. Comparison of C metric using msPESA, NSGA-II, PESA and SPEA2.

msPESA NSGA-I1 PESA SPEA2
e [ 2| e ey e
N — e
e | oz} o
e
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4, Conclusions of the work

In this paper, we have proposed a new hybrid multiobjective evolutionary algorithm based on
non-dominated sorting approach of NSGA-II and internal and external archiving approach of
PESA. We have compared its performance with three others recent MOEAs on a suite of test
function. As we have commented in the experimental results section, although an order of
merit between different algorithms is very difficult, we have focused this work to obtain a
more precise analysis about spreading of solutions. Comparative performance was measured
using a coverage metric and we found that msPESA was able to maintain a better spread of
solutions and convergence better in the obtained nondominated front. However, results on
a limited set of test functions must always be regarded as tentative, and hence much further
work is needed.
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Abstract In this paper, approximate Pareto solutions of nondifferentiable constrained multiobjective opti-
mization problems are studied via a metrically consistent e-efficient concept introduced by Tanaka
[14]. Necessary and sufficient conditions for these solutions are obtained from a nonconvex penal-
ized scalarization process. Necessary conditions are provided in convex multiobjective optimization
problems through Kuhn-Tucker multiplier rules. Sufficient conditions are obtained via Kuhn-Tucker
multiplier rules under convexity hypotheses and via approximate solutions of a scalar Lagrangian
problem for nonconvex multiobjective optimization problems.

Keywords: Multiobjective optimization, e-Pareto solution, scalarization, e-subdifferential.

1. Introduction

During the last decades, interest in approximate solutions or e-efficient solutions (e-Pareto
solutions in the Paretian context) of vector optimization problems is growing, since these so-
lutions exist under very mild hypotheses and they are obtained by a lot of usual resolution
methods (for example, by iterative algorithms, heuristic methods, etc.).

The first and most popular e-efficient concept was introduced by Kutateladze [8] and has
been used to establish approximate Kuhn-Tucker type conditions and approximate duality
theorems [2,4,9-13,15]. However, Kutateladze’s e-efficiency concept gives approximate solu-
tions which are not metrically consistent, i.e., it is possible to obtain feasible points (z,), zo
such that their objective values verify f(z,) — f(x0), =, is an e,-efficient solution for each n,
en, — 0,and f(xo) is far from the optimal value set.

In [1,4-7,15,18], various metrically consistent e-efficient concepts based on a previously
fixed scalar functional have been studied. However, there are a lot of problems for which is
not possible to choose any previous scalar functional and so several other metrically consis-
tent notions have been introduced without consider any additional scalar functional (see, for
example, the concepts defined by White [16] and Tanaka [14]).

Classical conditions for efficient solutions via multiplier rules, Lagrangian functionals and
saddlepoint theorems must be extended to e-Pareto solutions in order to develop new and
better resolution methods. In [2,3,9-12,17] some results have been obtained following this
line, but using not metrically consistent e-Pareto concepts. In this work, Tanaka’s e-Pareto
notion is analyzed from these points of view in order to extend those classical conditions to a
metrically consistent e-Pareto concept without consider any additional scalar functional.

In Section 2, the nondifferentiable constrained multiobjective optimization problem is pre-
sented and some notations are fixed. Moreover, the Tanaka’s e-Pareto concept is recalled and
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some properties are established. Then, we describe a general method to convert a constrained
multiobjective optimization problem into a scalar optimization problem without inequality
constraints in such a way that e-Pareto solutions for the first problem are approximate solu-
tions for the second problem. In Section 3, Fritz John and Kuhn-Tucker necessary and suf-
ficient conditions for e-Pareto solutions are proved via the e-subdifferential and the scalar-
ization method developed in Section 2. In obtaining these conditions, convexity hypotheses
are assumed. In Section 4, a sufficient condition for e-Pareto solutions is proved through ap-
proximate solutions of a scalar Lagrangian functional. From this result, it is possible to obtain
approximate metrically consistent solutions of constrained multiobjective optimization prob-
lems via suboptimal solutions of unconstrained scalar optimization problems.

2. Metrically consistent e-Pareto solutions

Let X be a normed space and let us fix p + m functionals f;,g; : X — R, i = 1,2,...,p,
j = 1,2,...,m, a continuous linear map A4 : X — R* and a nonempty set G C X. In the
sequel, the following constrained multiobjective optimization problem is considered

Min{f(z) : z € S}, (1)
where f = (f1, f2,..., fp) : X =R, S=KNQNG,
K={reX:gjx)<0,j=1,2,...,m},
Q={re€ X: Az =10},

and b € R¥.

In solving (1), the componentwise partial order in the final space is assumed. Let us denote
by cl(M) and int(M) the closure and interior of a set M, respectively. The nonnegative orthant
in R? is denoted by R and we write the set int(R” ) as RY, | .

Definition 1. A point xo € S is a Pareto (resp. weak Pareto) solution of (1) if
(f(zo) —REN{O}) N f(S) =0

(resp. (f(zo) —RE )N f(S) =0).

The set of Pareto solutions and weak Pareto solutions of (1) will be denoted by E(f, S) and
WE(f, S), respectively. It is clear that E(f, S) C WE(f, 5).
Consider € > 0 and the scalar optimization problem

Min{h(z) : x € M}, ()

where h : X — Rand M C X, M # (. In the following definition, the well-known notion of
approximate (suboptimal) solution of (2) is recalled.

Definition 2. A point xy € M is an e-solution of (2) if
h(zo) —e < h(z), VzeM.

The set of e-solutions of (2) is denoted by AMin(h, M, ¢).
Let B C RP be the unit closed ball of R? defined by a norm || ||. Next, we recall a concept in-
troduced by Tanaka [14], which extends Definition 2 to multiobjective optimization problems.

Definition 3. A point xo € S is an e-Pareto (resp. weak e-Pareto) solution of (1) if
(f(zo) = ((eB)*NRL)) N f(S) =0
(resp. (f(wo) — ((eB)* NRL)) N £(S) = 0).
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We denote by AE(f, S, | ||,e) and WAE(f, S, || ||,¢) the sets of e-Pareto solutions and weak
e-Pareto solutions of (1), respectively. Let us observe that these sets depend on the norm || ||.
Moreover, itis clear that AE(f, S, || ||,e) € WAE(f, S, | ||,€) foreache > 0and AE(f, S, || ||,0) =
E(f,5), WAE(f, S, [[[,0) = WE(f, 5).

Next, we show under different hypotheses that Tanaka’s concept is a metrically consistent
e-efficiency notion.

Theorem 4. Let f : X — RP be a continuous map at xo € S and let (e,,) C Ry, (x,) C S be such
that e, | 0 and x,, — xg.

1. If z, € AE(f, S, || ||, n) for each n, then xy € WE(f, S).
2. If (f(zy)) is a nonincreasing sequence, i.e.,
f(xm) € fan) —RE, Ym>n
and x,, € AE(f, S, || ||, en) for each n, then xy € E(f, S).
3. Suppose that f(S) is externally stable with respect to the efficient set:

F(S) © F(E(S,S)) + R
If x, € AE(f, S, || ||,en) for each n, then f(xo) € cl(f(E(f,S5))).

3. Multiplier rules for e-Pareto solutions

In this section, multiplier rules for e-Pareto solutions of (1) are proved under convexity hy-
potheses. So, let us suppose that f; and g; are p + m continuous convex functionals and G
is a convex set. We use Ker(A) and Ker(A)* to denote the kernel of A and the orthogonal
complement of Ker(A). The topological dual space of X is denoted by X *. We write I for the
indicator functional of the set G and || ||; for the /; norm in R?.

To attain our objective, we use the e-subdifferential of a proper convex functional and a
penalized scalarization process.

Definition 5. Let h : X — R U {oo} be a convex proper functional, xo € dom(h) and ¢ > 0. The
e-subdifferential of h at x is the set Oh.(zo) defined by

O-h(xo) ={z" € X" : h(z) > h(zg) — e+ (¥, 2 — xp),Vz € X}.

Let us recall that the subdifferential Oh(zo) of h at xp in the sense of Convex Analysis is
obtained taking ¢ = 0 in Definition 5.

Theorem 6. If QNint(G) # O and xy € WAE(S, S, || ||1,¢) then there exists (1,v, ) € RP x R™ xR
and multipliers (X, v, ;) € RP x R x R™ such that

(T7 I/,O[,A,")/,,LL) Z 07 (3)
p m
YN+ =1, @)
i=1 j=1
p m
0> (N +fi) (o) + Y By, (1595)(w0) + Ker(A)F + dalg (), (5)
i=1 j=1
p m m
ZTz+ZVj—7€+a§ZMj9j($o)- (6)
i=1 j=1 Jj=1

Theorem 7. Consider zy € S. If there exists (1,v,a, A\, y,pu) € RP x R™ x R x RP x R x R™
verifying conditions (3)-(6) with strict inequality in (6), then xo € AE(f, S, || ||1,¢).
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4. Conditions for e-Pareto solutions via a Lagrangian
functional

In this section, a sufficient condition for e-Pareto solutions of (1) is established through ap-
proximate solutions of a unconstrained scalar optimization problem obtained from (1) via a
Lagrangian functional.

In the sequel, we extend the final space to RPU{£o00} and we assume that the usual algebraic
and ordering properties hold. Let L : X x R? x R™ x R¥ — RU{+oc} be the Lagrangian scalar
functional defined by

00 if ¢G
LA pmp) =4 (0 F@) + (mg(@) + (0, A)) i z€G, peRY
—00 if xeG,pugRY.

Fixed (A, i, p) € R? x R™ x R¥, let us consider the following Lagrangian scalar optimization
problem of (1):

Min{Ly , () : © € X}, (7)

where Ly ,, : X — R U {foo} is the functional defined for all z € X by L, ,,(z) =
L(z, A, i1, p). Next, we obtain a sufficient condition for e-Pareto solutions of (1) through ap-
proximate solutions of (7).

Theorem 8. Let (X, 110, po) € RE . x R x RF and zo € S be such that xo € AMin(Lxg,ug,p05 X5 €)-
Then xo € AE(f, S, | ||1,€0), where

0 = (e = 0, 9(z0)))/ min (A}
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Abstract The aim of the paper is to arrive at introductory text for students on the concepts of Global Optimiza-
tion algorithms. Target is to learn to read and interpret optimisation algorithms and to analyse them
on goodness. Before going deeper into mathematical analysis, it would be good for students to get a
flavour of the difficulty by letting them experiment with simple algorithms that can be followed by
hand or spreadsheet calculations. Two simple one-dimensional examples are introduced and in this
abstract two NLP algorithms are elaborated. In the final talk this is widened to some deterministic
and stochastic GO methods.

Keywords: Efficiency, Effectiveness.

1. Introduction

In this presentation, several criteria are discussed to measure effectiveness and efficiency of
algorithms. Examples are given of basic algorithms. To do so, one should first introduce
the concept of optimisation algorithms. An algorithm is a description of steps to be taken
preferably implemented into a computer program with the aim to find an approximation of
an optimum point. The aim as such can be several: reach a local optimum point, reach a
global optimum point, find all global optimum points, reach all global and local optimum
points. We will come back to that. In general, an algorithm generates a series of points x, that
approximates a (or the or all) optimum point. According to the generic description of [6]:

g1 = Alg(zr, vp—1, ..., 20, &) 1)

where ¢ is a random variable and index k is the iteration counter. So the idea it describes is
that a next point zj is generated and evaluated based on the information in all former points
Thy Tk—1, ---, To (z0 is usually called the starting point) and possibly some random effect. In the
complete paper, three types of algorithms are described.

= Nonlinear optimisation algorithms, that based on a starting point will try to capture the
"nearest" local minimum point.

m  Deterministic GO methods which guarantee to approach the global optimum and re-
quire a certain mathematical structure.

»  Stochastic GO methods which are based on the random generation of feasible trial points
and nonlinear local optimization procedures.

We will consider several examples for illustrative purposes. There are two questions to ad-
dress if we investigate the quality of algorithms.

m Effectiveness: does the algorithm find what we want?
» Efficiency: what are the computational costs?

Several measurable performance indicators can be defined for these global criteria.
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1.1 Effectiveness

Focusing on effectiveness there are several targets a user of the algorithm may have:

1. To discover all global minimum points. This of course can only be realised when the
number of global minimum points is finite.

2. To detect at least one global optimal point.
3. To find a solution with a function value as low as possible.

4. To produce a uniform covering: This idea as introduced by [3], can be relevant for pop-
ulation based algorithms.

The first and second targets are typical satisfaction targets; was the search successful or not?
What are good measures of success? In the older literature, often convergence was used i.e.
x — x*, where z* is one of the minimum points. Alternatively one observes f(zy) — f(z*).
In tests and analyses, to make results comparable, one should be explicit in the definitions of
success. We need not only to specify e and/or § such that

|z — 2*|| < eand/or f(z) < f(z*)+0 (2)

but we should also specify whether success means that there is an index K such that (2) is true
forall k£ > K. Alternatively, a record miny, f () may have reached level f(z*)+ 6 and this can
be considered a success. Whether the algorithm is effective also depends on the stochastic na-
ture of it. When we are dealing with stochastic algorithms, the effectiveness can be expressed
as the probability that a success has been reached. In analysis, this probability can be derived
when having sufficient assumptions on the behaviour of the algorithm and in numerical ex-
periments it can be estimated by looking over repeated runs how many times the algorithm
leads to convergence. We will give some examples of such analysis.

1.2 Efficiency

Globally efficiency is defined as the effort the algorithm needs to be successful. A usual indi-
cator for algorithms is the (expected) number of function evaluations necessary to reach the
optimum. This indicator depends on many factors such as the shape of the test function and
the termination criteria used. The indicator more or less suggests that the calculation effort
of function evaluations dominates the other calculation effort of the algorithm. Several other
indicators appear in literature that can be considered to be derived from the main indicator.

In nonlinear programming (e.g. [5] and [2]) the concept of convergence speed is common.
It is a limiting concept on the convergence of the series zj. Let xg, z1,...,xk, ... converge to
point z*. The largest number « for which

|
1 - = < 0 3
k—oo ||z — x*||* b 3)

gives the order of convergence, whereas (3 is called the convergence factor. In this terminology,
among others the following concepts appear

m Jinear convergence means &« = land 5 < 1

m quadratic convergence meansa =2and 0 < 8 < 1

» superlinear convergence: 1 < a <2and 8 < 1,ie. 3 =0for o = 1.

Mainly in deterministic GO algorithms, information on the past evaluations is stored in the
computer memory. This requires efficient data handling for looking up necessary information
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during the iterations. As well memory requirement as retrieving actions become a part of the
computational burden that cannot be neglected compared to the computational effort due to
function evaluations. These aspects become important from the perspective of efficiency of
algorithms.

In stochastic GO algorithms an efficiency indicator is the success rate defined as the prob-
ability that the next iterate is an improvement on the record value found thus far P(f(zj) <
min=1,.. x—1f(x;)). Its theoretical relevance to convergence speed was analysed by [7] and [1],
who showed that a fixed success rate of an effective algorithm (in the sense of uniform cov-
ering) gives an algorithm with the expected number of function evaluations growing polyno-
mially with the dimension of the problem. However, the empirical measurements can only be
established in the limit when such an algorithm stabilises, and only for specifically designed
test cases [4].

We do not go deeper into theoretical aspects here of performance indicators on algorithms.
Instead some basic algorithms will be introduced and analysed.

2. IMlustrative functions

g(x)

L L L L L L L
35 4 4.5 5 55 6 6.5 7

X

Figure1.  Test case g(x) with two optima

Two testcases are introduced first for which the algorithms are inspected. We consider the
minimisation of the following functions.

g(x) = sin(z) + sin(3z) + In(z), x € [3,7] 4)

Function g is depicted in Figure 1 and has three minimum points on the interval. The global
minimum is attained at about 2* = 3.73, where f(2*) = —0.220. The derivative function is

1
g (z) = cos(z) + 3cos(3z) + — (5)
x
on the interval [3,7]. Alternatively to function g, we introduce a function h with more local
minimum points by adding to function g a bubble function based on frac(z) = z — round(z)
where round(z) rounds x to the nearest integer. Now the second case is defined as

(6)

h(z) = g(x) + 1.5frac®(4z) for z # 1k + %,k’ eEZ
) g(x) +0.375 for v =1k+ %, keZ



130 Eligius M.T. Hendrix

h(x)

351

L L L L L L L
3 35 4 4.5 5 55 6 6.5 7

Figure2.  Test case h(x) with 17 optima

As the function frac is not well defined in the points x = k + %, k € Z, the function has been

made continuous for the points in S = {z = %k + %, k € Z}. The result can be observed in
Figure 2 Function & has 17 local minimum points on the interval [3,7]. Although g nor h are
convex on the interval, at least function h is piecewise convex on the intervals in between the
points of S. At these points, h is not differentiable. For the rest of the interval one can define
the derivative

B (z) = ¢'(z) + 12 x frac(4x) for z €S )

The global minimum point of ~ on [3,7] is shifted slightly compared to g towards z* =
3.75, where f(z*) = —0.217. In the following Sections, we will consider algorithms on their
ability to find minima of the two test cases. One should set a target on what is considered
an acceptable or successful result. For instance one can aim at detecting a local minimum or
detecting the global minimum. For the neighbourhood we will take an acceptance of ¢ = 0.01.
For determining an acceptable low value of the objective function we take § = 0.01. Notice
that the range the functions take between minimum and maximum on the interval is about 4,
such that 0 represents about 0.25% of the function values range.

3. Two algorithms: Bisection and Newton

Two algorithms from nonlinear programming are sketched and their performance measured
for the two test cases. First the bisection algorithm is considered.

Algorithm 2 Bisect([/, 7], f,€)

Setk=0,lp=Iland rg =r
while (Tk — lk > 6)
T = lk-iZ-Tk
if f/(z) <0
lg+1 =z and 741 =13,
else
lg41 = o and 744 = 73,
k=k+1
End while
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The algorithm departs from a starting interval [/, r| that is halved iteratively based on the
sign of the derivative in the midpoint. This means that the method is only applicable when
the derivative is available at the generated midpoints. The point z;, converges to a minimum
point within the interval [/, r]. If the interval contains only one minimum point, it converges
to that. In our test cases, several minima exist and one can observe the convergence to one of
them. The algorithm is effective in the sense of converging to a local (nonglobal) minimum

Table 1. Bisection for functions h and g, ¢ = 0.015

function h function g
% I " Th B (1) h(xk) Ui T T 9 (k) g(xx)
0 3.00 7.00 5.00 -1.80 1.30 3.00 7.00 5.00 -1.80 1.30
1 5.00 7.00 6.00 3.11 0.76 5.00 7.00 6.00 3.11 0.76
2 5.00 6.00 5.50 -1.22 0.29 5.00 6.00 5.50 -1.22 0.29
3 5.50 6.00 5.75 0.95 0.24 5.50 6.00 5.75 0.95 0.24
4 5.50 5.75 5.63 -6.21 0.57 5.50 5.75 5.63 -0.21 0.20
5 5.63 5.75 5.69 -2.64 0.29 5.63 5.75 5.69 0.36 0.20
6 5.69 5.75 5.72 -0.85 0.24 5.63 5.69 5.66 0.07 0.19
7 5.72 5.75 5.73 0.05 0.23 5.63 5.66 5.64 -0.07 0.19
8 5.72 5.73 5.73 -0.40 0.23 5.64 5.66 5.65 0.00 0.19

point for both cases. Another starting interval could have lead to another minimum point. In
the end we are certain that the current iterate x, is not further away than e from a minimum
point. Many other stopping criteria like convergence of function value or of the derivative to
zero could be used. The current stopping criterion is easy for analysis on the efficiency. One
question could be: How many iterations corresponding (derivative) function evaluations are
necessary to come closer than € to a minimum point. The bisection algorithm is a typical case
[k 1=l |
71—l
determine the number of iterations necessary for reaching e-convergence:

of linear convergence with a convergence factor of 3, = 3. This means one can

1
’Tk—lk’ = (i)kx‘ro—lo‘<6
1k2 €
— < - @@
(2) ’7“0—[0’

Ine—In|rog—1]|

1
ZTLE

The example case would require at least £ = 12 iterations to reach an accuracy of e = 0.01.
An alternative for finding the zero point of an equation, in our case the derivative, is the
so-called method of Newton. The idea is that its efficiency is known to be superlinear (e.g.
[5]), so it should be faster than bisection. We will analyse its efficiency and effectiveness for the
two test cases. In general, the aim of this algorithm is to converge to a point where the deriva-
tive is zero. Depending on the starting point z( the method may converge to a maximum. It
may also not converge at all, for instance when a minimum point does not exist. If x is in the

Algorithm 3 Newt(z, f, €)

Setk =0,

while (| f'(zx) [> )
Th4+1 = Tk — ff”((:z:i))
k=k+1

End while
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neighbourhood of a minimum point where f is convex, then convergence is guaranteed and
the algorithm is effective in the sense of reaching a minimum point. Let us consider what hap-
pens for the two test cases. When choosing the starting point x in the middle of the interval

Table 2. Newton for functions h and g, ¢ = 0.001

function h function g
k Tk W (z) h' (k) h(zk) Tk ACD) 9" (k) 9(xr)
0 5.000 -1.795 43.066 1.301 5.000 -1.795 -4.934 1.301
1 5.042 0.018 43.953 1.264 4.636 0.820 -7.815 1.511
2 5.041 0.000 43.944 1.264 4.741 -0.018 -8.012 1.553
3 5.041 0.000 43.944 1.264 4.739 0.000 -8.017 1.553

[3, 7], the algorithm converges to the closest minimum point for function /4 and to a maximum
point for the function g. This gives rise to introducing the concept of a region of attraction of
a minimum point z* as that region of starting points xo where the local search procedure con-
verges to point 2*. One can observe here when experimenting further, that when z( is close to
a minimum point of g the algorithm converges to one of the minimum points. Morever, one
should remark that the algorithm requires a safeguard to keep the iterates in the interval [3, 7].
This means that if for instance z; 1 < 3, it should be forced to a value of 3. In that case, also
the left point z = 3 is an attraction point of the algorithm. Function h is piecewise convex,
such that the algorithm always converges to the closest minimum point.

4. Summary

One of the targets of the educational system on optimisation algorithms is to teach students to
think and analyse critically. At least to see through the evolutionary, neural, self learning and
replicating humbug. Therefore it is good to start with analysing simple algorithms. This paper
aims at being an introductory text for that by showing simple cases that differ in structure and
analysing simple algorithms for that.

References

[1] W. P. Baritompa, R.H. Mladineo, G. R. Wood, Z. B. Zabinsky, and Zhang Baoping. Towards pure adaptive
search. Journal of Global Optimization, 7:73-110, 1995.

[2] PE.Gill, W. Murray, and M.H. Wright. Practical Optimization. Academic Press, New York, 1981.

[3] E'M.T. Hendrix and O. Klepper. On uniform covering, adaptive random search and raspberries. Journal of
Global Optimization, 18:143-163, 2000.

[4] E.M.T. Hendrix, P. M. Ortigosa, and I. Garcia. On success rates for controlled random search. Journal of Global
Optimization, 21:239-263, 2001.

[5] L.E.Scales. Introduction to Non-Linear Opimization,. Macmillan, London, 1985.

[6] A.Tornand A. Zilinskas. Global Optimization, volume 350 of Lecture Notes in Computer Science. Springer, Berlin,
1989.

[7] Z. B. Zabinsky and R. L. Smith. Pure adaptive search in global optimization. Mathematical Programming,
53:323-338, 1992.



Proceedings of GO 2005, pp. 133 — 140.

An Adaptive Radial Basis Algorithm (ARBF) for
Mixed-Integer Expensive Constrained Global Optimization

Kenneth Holmstrom

Department of Mathematics and Physics, Milardalen University, P.O. Box 883, SE-721 23 Viisterds, Sweden,
kenneth.holmstrom@mdh.se

Abstract A mixed-integer constrained extension of the radial basis function (RBF) interpolation algorithm
for computationally costly global non-convex optimization is presented. Implementation in TOM-
LAB (http://tomlab.biz) solver rbfSolve is discussed. The algorithm relies on mixed-integer nonlin-
ear (MINLP) sub solvers in TOMLAB, e.g. OQNLP, MINLPBB or the constrained DIRECT solvers
(glcDirect or glcSolve). Depending on the initial experimental design, the basic RBF algorithm some-
times fails and make no progress. A new method how to detect when there is a problem is presented.
We discuss the causes and present a new faster and more robust Adaptive RBF (ARBF) algorithm.
Test results for unconstrained problems are discussed.

Keywords: Expensive, global, mixed-integer, nonconvex, optimization, software, black box.

1. Introduction

Global optimization with emphasis on costly objective functions and mixed-integer variables
is considered, i.e., the problem of finding the global minimum to (1) when each function value
f(z) takes considerable CPU time, e.g. more than 30 minutes to compute [7,10,11,13].

The Mixed-Integer Expensive (Costly) Global Black-Box Nonconvex Problem

min f(x)
—oo< x5 < T < xzy <0 1)
S/t b, < Ax < by
c, < cx) < ey, z; €N Vjel

where f(z) €R, zp,z, 2y € RY  AcR™>4 by € R™ and cp, c(x), cy € R™2. The
variables x| are restricted to be integers, where I is an index subset of {1,...,d}. Let Q € R%be
the feasible set defined by the constraints in (1).

Such problems often arise in industrial and financial applications, where a function value
could be the result of a complex computer program, or an advanced simulation, e.g., CFD,
tuning of trading strategies, or design optimization. In such cases, derivatives are most often
hard to obtain (the algorithms discussed make no use of such information) and f(x) is often
noisy or nonsmooth. One of the methods for this problem type utilizes radial basis functions
(RBF) and was presented by Gutmann and Powell in [4,13]. The idea of the RBF algorithm is
to use radial basis function interpolation to define a utility function. The next point, where
the original objective function should be evaluated, is determined by optimizing on this util-
ity function. The combination of our need for efficient global optimization software and the
interesting ideas of Gutmann led to the development of an improved RBF algorithm [1] im-
plemented in MATLAB. This method was based on interpolating the function values so far



134 Kenneth Holmstrom

computed by RrBF and the algorithm handled cheap box constraints. Global non-costly sub
problems were solved with TOMLAB [5] implementations of DIRECT methods [8,9] combined
with good local solvers.

This paper presents an important extension to the method in [1] — the Adaptive-RBF
(ARBF) method implemented in TOMLAB [6]. The standard RBF algorithm very often result
in points sampled on the boundary, which leads to poor performance and non-convergence.
Therefor we propose a one-dimensional search for a suitable target value f;; to improve con-
vergence. This leads to a sequence of global optimization problems to be solved in each iter-
ation. In addition the standard RBF algorithm has bad local convergence properties and we
suggest new ways to improve local convergence.

The algorithm is described in detail and we analyze its efficiency on the Shekel test prob-
lems, that are part of the standard test problem set of Dixon-Szego [2]. The results show that
this improved implementation of the rRBF algorithm is very efficient on the standard test prob-
lems compared to the standard RBF algorithm.

2. The RBF method

The idea of the RBF algorithm is to use radial basis function interpolation and a measure of
‘bumpiness’ of a radial function, o say. A target value f is chosen that is an estimate of the

global minimum of f. For each « ¢ {x1,...,z,} there exists a radial basis function s, (x) that
satisfies the interpolation conditions

sn(x;) = flay), i=1,...,n,

@) = fi @

The next point z, is then calculated as the value of x in the feasible region that minimizes
o(sp). It turns out that the function x — o(s,,) is much cheaper to compute than the original
function.

The smoothest radial basis interpolation is obtained by minimizing the semi-norm [3]

Sp, =argmin < s,8 > . 3)
S

Here, the radial basis function interpolant s,, has the form

sp(z) = Z)\iqﬁ(Hx—xin)—i-bTw—i—a, 4)
i=1

with A1,..., A\, € R, b € R%, a € Rand ¢ is either cubic with ¢(r) = 3 or the thin plate spline
#(r) = r?logr, see Table 1. The unknown parameters \;, b and a are obtained as the solution
of the system of linear equations

(0 )(2)= (%) ©

where @ is the n x n matrix with ®;; = ¢ (||2; — z;]|,) and
b
x{ 1 )\1 b; f(.%‘l)
xy 1 A2 flx2)
P = . a= . S| F = . . (6)
. . ¢ P . .
If the rank of P is d + 1, then the matrix pT 0 is nonsingular and the linear system (5)

has a unique solution [12].
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Table 1. Different choices of Radial Basis Functions.

RBF $(r) >0 p(x) m
cubic rs al -z+b 1
thin plate spline r?logr oF 2+b 1
linear r b 0
multiquadric \/(73 +?) X
Gaussian exp(—7r?) i

21 The Radial Basis Algorithm (RBF)

» Find initial set of n > d + 1 sample points = using experimental design.
= Compute costly f(x) for initial set of n points, best point (z rrin, farin)-

n  Use the n sampled points to build a smooth RBF interpolation model (surrogate model,
response surface model) as an approximation of the f(x) surface.

m Jterate until fg,q, known goal for f(x), achieved, n > nr4,, MaxCycle iteration cycles
with no progress or maximal CPU time used.

- Find minimum of RBF surface, s,(zs,) = miél sn(T).
Te

— In every iteration in sequence pick one of the IV + 2 step choices.
1. Cycle step —1 (InfStep). Set target value f; = —oo, i.e. solve the global
problem
G = iR fin (), @)

where the coefficient p, () is an estimate of the new A-coefficient if the trial
is included in the RBF interpolation

2. Cycle step k¥ = 0,1,..., N —1 (Global Search). Define target value f;; €
(=500sa()] 35 F306) = su(o) = i+ (max ) = sl ) with u =

(1 —k/N)? orwy = 1 — k/N. Solve the global optimization problem

glag,) = min (@) [su(@) = fr(k)]* . ®)

z€Q

3. Cycle step N (Local search).
If 8, (ws,) < farin — 1078 fazin|, accept x5, as the new trial point.
Otherwise set f(k) = farin — 1072| farin| and solve (8).

- Compute and validate new (z, f(z)), increase n.

- Update (xsin, frin) and compute RBF surface.

2.2 Properties of the basic RBF algorithm

Gutmann had the view that the global optimum of the surface, =5, would be close to the
current best point zs;,. However, as seen in practice, this is not case. In cycle step N, z,
should give local convergence. If the point is far from x sy, this is not true. In rbfSolve a
local optimization solver (SNOPT or NPSOL) has been used, however in almost all cases it
has found the global minimum, not the closest local minimum.

Define the number of active variables a(x) as the number of coefficients in the point = that
has components close to the bounds in the box, i.e
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ala)= 3 {llai o, < e+l —ap ]| < &)
i=1,...,d

If the target value f,; is made sufficiently low, then a(z) = d, i.e. all components in the
global optimum are on a bound. If a(x) > 0 the point is on the boundary for at least one
component, and normally is useless for the RBF interpolation. It is difficult to find a suitable
[ for any problem. It might very well be the case that f,; is too low, making «(z) > 0, and the
point is on the boundary for at least one component, The choice made in the RBF algorithm
is not robust. Solving the global optimization problem for a sequence of decreasing f values
shows that in general, for sufficiently high values x is interior ( a(x) = 0). Decreasing f
further will result in a(x) > 0. Finally the threshold where a(x) = d is reached, and decreasing
[ more just results in the same point reached, with all components on the boundary. The
above suggests that an adaptive strategy should be tried. Important, using the measure a(x)
makes it possible to do adjustments in the algorithmic step without actually computing the
costly f(z).

For many problems, for some selection of points, no f,; value that gives a(z) = 0 exists.
When things still work, adding a few points leads to f,; values having a(z) = 0, i.e. the target
value strategy then works fine. An oscillating behavior is often noticed, some iterations have
a(x) = 0, some not. When the RBF interpolations do generate a(x) = 0 rather often, the
algorithm works well and is fast converging. However, the basic RBF algorithm is still not
working well if trying to achieve many digits of accuracy, local convergence properties need
improvement. We have therefor formulated a new adaptive RBF algorithm.

3. The Adaptive Radial Basis Algorithm (ARBF)

» Find initial set of n > d + 1 sample points = using experimental design.
»  Compute costly f(x) for initial set of n points, best point ( rsin, frrin)-
» Jterate until f,q, known goal for f(x), achieved, n > njs4, 0r maximal CPU time used.

- Solve global optimization problem finding minimum of RBF surface.

- Solve global optimization problem finding maximal distance from any point in the
feasible region to the closest sampled point.

- In every third iteration cycle select one the following three types of search steps:
1. Global Search Step (G-step)
2. Global-Local Search Step (GL-step)
3. Local Search Step (L-step)

- Compute and validate new (z, f(z)), increase n.

- Update (2 rin, frrin) and compute RBF surface.

m Save and return all information to enable warm start, after user evaluation.

3.1 Initial step in every iteration of ARBF

IS1. The global minimum on the RBF surface

Globy = min s, (z) )

Sn($ €

Given the previously evaluated points x1,x2, ..., z,, find the maximal distance from any
point in the box to the sampled points x; (maximin distance, Regis and Schoemaker [14]), i.e.

A= max min ||z — x|
rrlrley 1<j<n



An Adaptive Radial Basis Algorithm (ARBF) for Mixed-Integer Expensive Constrained Global Optimization137

Solve this problem formulating the global non-convex optimization problem:
IS2. The maximal distance A from any point in the feasible region {2 to the closest sample
point

min —A
z,A

xp < x < ay (10)
s/t 0 < A < o0

0 < |lz—x]?-A%2 < o0, i=1,..,n

3.2 The Global Search (G-step) in ARBF

To find a good point first a sequence of global optimization problems are solved. If this phase
fails, the global solution 25" of the RBF surface is considered. If rejected, the point most

distance to all the sampled points, as well as to the boundary, is computed by solving a global
optimization problem.

G-step Phase 1. For a sequence of decreasing target values f,; , solve the global optimization
problem
. « 12
gn(wg,) = min  pn(x) [sn(@) = f,] (11)

giving the global minimum g,, (% ) for each f;: . Find

k .
fr=min
n ng
a(w’;n ))=0

If fff is non-empty, pick the global minimum corresponding to this target value, xlgn,

G-step. Otherwise turn to G-step Phase 2. If a(:c’;n)) = d during the search, there is no point
in decreasing f,; further, and the sequence is interrupted. If a minimum with a(m'g“n)) =0is
found, a refined set of target values are tried in order to try to decrease the target values f,

further.

as the

G-step Phase 2. Select the global RBF solution z$'*" if it is interior, with sufficiently low
value and sufficiently far from currently best point x sy, If a(affnl"b) =0, farin — sn(stnlOb) >

0.01 max(1, farin) and [|25°° — 2z || > 0.2A pick 25/ as the G-step point. Otherwise turn to
G-step Phase 3.

G-step Phase 3. Find the point which have the maximal distance to any sample point as well
as the boundary, solving the global optimization problem

6IP N xrengl,d -0
s/t
xr, < x; —0/d ,i=1,...,n. (12)
x; +6/d < a2y, ,i=1,..,n
0 < d < A
0 < ||x_$i||2_52 < 7i:17 y

3.3 The Global-Local Search (GL-step) in ARBF

To find a good point first a sequence of global optimization problems are solved. If this phase
fails, the global solution &' of the RBF surface is considered. If rejected, the InfStep point
(fr = —o0) is used.
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GL-step Phase 1. For a sequence of decreasing target values f; , solve the global optimiza-

tion problem

galab,) = min (@) [sule) ~ f7,]7 (13)

giving the global minimum gn(xlgn) for each f;; . Find all minima which satisfies a(x’;n) =0,

and among these select the element

po = max - pn(zg,)

 {kialek =0y O

If uﬁ is non-empty, pick the global minimum x’;n as the GL-step. Otherwise turn to GL-step

Phase 2. This choice most often gives a point among the higher up to median f; values
among the global solutions with a(m’;n)) = 0, i.e. a more local search than in G-step Phase 1,
where the lowest possible f; value was used.

GL-step Phase 2. Select the global RBF solution 25 if it is interior, with a value lower than
fumin and not too close to the currently best point x s,
If oz(xfnwb) =0, frmin — sn(xfnwb) > €5, max(1, fain) and ||:vanl°b — Zarin|| > 10764, pick xfnlOb

as the G-step point. ¢;, = 1079 is currently used. Otherwise turn to G-step Phase 3. This point
is often rather close to zs;, and help to improve local convergence.

GL-step Phase 3. Set f;; = —o0, i.e. solve the global optimization problem (7).

3.4 The Local Search (L-step) in ARBF

Case 1: sn(azgf‘)b) < famin — €s, | farind- The global minimum value of the RBF surface is
sufficiently lower than fys;,. Try to find the local minimum on the RBF surface closest to the
currently best point x4, . Solve a sequence of local optimization problems with increasing

B, in the range [0.005, 0.20] until a local optimum is found.

sp(zkoc) = min Sn(x)
n {,CEQ
(14)
s/t 10 emml)? < o —2miml® < (Bed)?.

For a local minimum to be accepted, the distance constraint must not be active. If no local
minimum is found, except with active distance constraints, the solution for 3; = 0.05 is used.

Case 2: Sn(xg;,fOb) > fmin — Esn|f1\/[in|'

In this case the global minimum value of the RBF surface is very close to the currently best
function value found. Then there is a danger that the local solution is too close to x pzi. Set
the target value f;¥ = farin — 0.1| farin| and solve

gn(iﬁgfc) = ggg pn () [50(T) — f;(k)ﬁ
(15)
s/t (107 [zarin|[)? < Iz — zarin < (0.14)%
4. Test on Shekel problems with steep minima

Tests on number of function evaluations needed to reach the goal fgoa % < ¢, with

¢ = 1073 and ¢ = 107° are shown in Table 2. The Shekel test problem has very steep minima,
see Figure 1. The initial experimental design used was the Ellipsoid method producing 15
points. The — sign indicates that the algorithm did not converge to the global minimum in 400
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function evaluations. For almost all the failures a local minimum was found. For the Shekel
5 problem, the number of G-step Phase 1 and GL-step Phase 1 that produced interior points
are shown (row OK in the table). Also shown is the iteration from where these steps never got
an interior point (row Iter in the table). Only very few iterations at the start actually produced
interior points, and the convergence is entirely dependent on if these steps produced good
enough points to find the steep global minima. The Results show that ARBFMIP is about
twice as fast rbfSolve and solves slightly more of the problems. ARBFMIP is also much better in
getting local convergence and achieving higher accuracy in the global minimum, as expected.

5. Conclusions

The global search with target values on the RBF surface often does not produce interior points.
The cause must be further investigated. If it is not possible to add, delete or change the RBF
interpolation or problem formulation in a way that produce interior points, then some other

Function Value
|
(2]
T
1

Shekel5
= = = = Shekel7
gk Shekel10 i
=10 ]
-12 . ‘ ‘ ‘
. 7 6 8 10

Figure 1.  Plot of the Shekel 5, Shekel 7 and Shekel 10, functions along the line segment from (0,0, 0,0) to
(10, 10, 10, 10).

Table 2.  Test of Shekel problems for rbfSolve and ARBFMIP

rand(’state’) € 0 1 2 3 4 5 6 7 8 9 Mean  Fail
Shekel 5 with 1073 74 62 66 - 77 - - 87 54 - 70 4
ARBFMIP 107° 84 72 90 - 89 - - 105 68 - 85 4
G,GL Phase 1 OK 7 7 6 4 5 6 5 6 5 5 5.6

G,GL bad from  Iter 20 18 11 11 8 60 16 12 23 8 18.7
rbfSolve 107 153 153 - - 171 - - 141 129 - 149 5
rbfSolve 107° - 195 - - - - - 165 171 - 177 7
Shekel 7 with 1073 - 66 69 78 78 - 66 63 65 - 69 3
ARBFMIP 107° - 87 96 89 87 - 72 84 74 - 84 3
rbfSolve 107 135 123 123 - 123 129 135 141 - 123 129 2
rbfSolve 1075 - - - - - 171 171 151 - 164 7
Shekel 10 with 1073 66 - 66 66 72 90 72 75 - 72 72 2
ARBFMIP 1075 75 - 72 78 90 96 80 89 - 87 87 2
rbfSolve 107 123 123 177 117 117 147 111 159 - 123 133 1
rbfSolve 107° 159 147 - 171 - - 153 195 - 141 161 4



140 Kenneth Holmstrom

surrogate model, e.g. Kriging models, is needed in such iteration steps. Checking for an inte-
rior point makes it possible to detect the problem and do something else before computing the
costly f(z). The new ARBF algorithm is very efficient when the RBF interpolation has global
minima that most often are interior points. It has better local convergence properties than
the original RBF algorithm. The experimental version of ARBFMIP takes about 2-4 seconds
per iteration for up to 200 function values, and 3-7 seconds per iteration if doing 400 function
values. The final version should be fast enough for practical use. The use of radial basis in-
terpolation methods for costly (expensive) mixed-integer nonlinear optimization problems is
promising.
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Abstract Global optimisation problems arise daily in almost all operational and managerial phases of a space
mission. Large computing power is often required to solve these kind of problems, together with
the development of algorithms tuned to the particular problem treated. In this paper a generic dis-
tributed computing environment built for the internal European Space Agency network but adapt-
able to generic networks is introduced and used to distribute different global optimisation tech-
niques. Differential Evolution, Particle Swarm Optimisation and Monte Carlo Method have been
distributed so far and tested upon different problems to show the functionality of the environment.
Support for both simple and multi-objective optimisation has been implemented, and the possibility
of implementing other global optimisation techniques and integrating them into one single global
optimiser has been left open. The final aim is that of obtaining a distributed global multi-objective
optimiser that is able to ‘learn” and apply the best combination of the available solving strategies
when tackling a generic “black-box" problem.

Keywords: Distributed computing, idle-processing, global optimisation, differential evolution, particle swarm
optimisation, Monte Carlo methods.

1. The Distributed Computing Environment

Our distributed computing architecture follows the scheme of a generic server-client model
[10]: it consists of a central computer (server) and a number of user computers (clients). The
architecture is divided into three layers on both the server and the client side (Figure 1). This
promotes the modular development of the whole system: for example, the computation layer
of the clients (involving the optimisation solver modules) can be developed and maintained
independently of the other client layers.

The main tasks of the server are the following: pre-processing the whole computing (op-
timisation) problem by disassembling it into subproblems; distributing sets of subproblems
among the clients; and generating the final result of the computation by assembling solutions
received from the clients.

On the opposite side, the client computers ask for subproblems, solve them and send back
the results to the server. As with many current distributed applications (employing com-
mon user desktop machines), our approach is also based on the utilisation of the idle time of
the clients. More precisely, a client only asks for subproblems when there is no user activity
detected either on the mouse or on the keyboard. In our environment we hide the client com-
putations behind a screen saver, similarly to the most widely-known distributed computing
project, the SETI@home project (http://setiathome.ssl.berkeley.edu).

As shown in Figure 1, the basic functionalities of the individual layers are the same for
both the client and the server. The uppermost layers are visible to the client users and for the
server administrator, respectively. These layers contain the screen saver (client) and a server
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client server
screensaver progress monitoring Ul
A A
client computations server computations
A A
A4 A4
message management message management
A A
A 4 A 4
TCP/IP and physical network

Figure 1. Architecture of the distributed environment.

progress-monitoring user interface (displaying the actual state of the computation process),
on the server.

The top-level layers communicate with the real computation layers that are performing the
numerical tasks. The computation layers are responsible for disassembling, distributing and
assembling the whole computation task (server), and evaluating the subproblems (clients).

The lowermost, so-called message management layers maintain connection with the com-
putation layers, and send and receive the problem and solution “packages’ between the client
and the server. This service was implemented by network sockets using the Windows Sockets
version 2 Application Programming Interface [12].

The environment was programmed in Visual C++, strongly utilising the advantages of the
object-oriented language. The introduction of the detailed architecture is a subject of sepa-
rate, forthcoming publications (due to its extent); here we restrict ourselves to giving a short
overview on the key concepts and building blocks.

The environment provides several data storage classes to program the various solvers in an
easy way. The basic data type is called SOL_PAIR; it is the representation of an (z, f(z)) C
R™ x R™ pair. Both components are implemented as a variable size vector, which allows us to
deal with single and multi-objective optimisation problems, constraint satisfaction problems
(with no objective function), and virtually every kind of distributable (even not necessarily
optimisation!) problems. For population-based solvers, it was particularly useful to have a
POPULATION storage class, which is simply a set (list) of SOL_PAIRs. The basic storage types
used during the client-server communication are called ‘packages’: the most important one is
a base class called PS_ PACKAGE, which is used to derive the specific problem and solution
packages for the particular solvers. A package typically involves a data storage object (such
as a POPULATION) together with instruction (server) and solution (client) information. All
the above classes have member functions which transform the data to and from a stream of
characters. The latter data type is used by the message management routines to transfer the
data on the network.

The server computation layer is based on a C++ abstract class called SERVER. The particular
servers (implementing various strategies to solve the whole problem) are derived from this
class. On the other hand, each client computation layer contains the set of available solvers.
The solvers are derived from an abstract SOLVER class. This means that the environment can
be arbitrarily extended by adding server and solver classes. Moreover, since each problem
package (sent out to a client) is always solved by one specified solver, various server strategies
can be tested without changing the client application. It is very important that the solution
packages should always be kept in a consistent state by the solver: if the computation is
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interrupted by a user action, a fraction (but still useful part) of the whole solution is sent back
to the server.

The optimisation problems are implemented as instances of an OPT PROB class: in prac-
tice, this means that for every particular optimisation problem the user have to provide the
following routines: function evaluation at a given point, random generation of a feasible point,
feasibility checking of a given point (and its substitution with a feasible point in case of infeasi-
bility), and a routine implementing a preference relation between every two feasible solutions.

2. The global optimisation algorithms

In the present version of the software, there are three different optimisation solvers available:

1. Monte—Carlo search (MC, [7]). In this method, the server requests the clients to create
a certain number of independent random samples from the feasible search space (using
uniform distribution in each variable) and sends the most promising solution back to
the server. The server maintains a set of the best solutions received (Pareto optimality
criteria are used in the case of multi-objective optimisation problems).

2. Differential Evolution (DE). This novel optimisation algorithm is based on updating
each element of a set (population) of feasible solutions by using the difference of two
other randomly selected population elements. The method is described in detail in [9].
In our environment the DE server updates a fixed-size main population, and each prob-
lem package consists of a request to evolve a randomly-selected subpopulation for a
specified number of iterations. The main population is then updated by the returned
population with respect to the preference relation of the particular problem.

3. Particle Swarm optimisation (PSO). This is another population-based algorithm inspired
by the social behaviour of bird or fish flockings [5]. In a PSO method, each element
(particle) evolves by taking the combination of the current global best and individual
best solutions into account. In the proposed distributed version of the PSO method, the
server updates a main population and sends request to the clients to evolve a random
subpopulation (in the same way as for the DE algorithm). This distributed variant shows
similarities with the Multi-Swarm optimisation techniques [1] developed as a possible
improvement of the PSO algorithm.

3. The optimisation problems

Originally, our method was designed to deal with bound-constrained optimisation problems:

minf (z) (1)
subject toxz € D, 2)
where D = [L;,U;],L;,U; € R, and the objective function f : R" — R™ is continuous in

D. Nevertheless, the currently implemented solvers allow us to handle a certain group of
inequality-constrained problems as well: namely, optimisation problems which, in addition
to (2), have further inequality constraints in the form of

gi,l(xl,. .. 71'2'—1) S xT; § gi72(1‘1, e ,l’i_1)7 1= 2,. Lo, n, (3)

where the exact upper bound of g;; and the exact lower bound of g; » can be determined in
a machine computable form (e.g. as an expression or a subroutine) for all z; € [L;,U;],j =
1,...,i — 1. This property allows us to replace a infeasible solution with a ‘close’ feasible so-
lution, e.g. one located on the boundary of the feasible set. (Note, that the radio occultation
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problem below can be formalized as a constrained problem in the above form: when generat-
ing feasible satellite orbits, the orbital elements eccentricity and orbital period are bounded by a
function of the semi-major axis.)

We performed the numerical tests on the following hard test problems:

1. SAT: The radio-occultation problem described in [4] in detail. This is an optimisation
problem of satellite constellations with a complex objective function structure. The op-
timisation has a dual objective: maximising the number of satellite occultations while
distributing the occultations as uniformly as possible on the latitudes. This last objec-
tive is described by the standard deviation of the number of occultations occurring at
different latitude stripes.

2. RB: The generalisation of the Rosenbrock global optimisation test function [8] given by
minimising
n—1
fl@) =D (100(ie — 2f)* + (2: = 1)%). 4)
i=1

We have used n = 50 and z; € [-5.12,5.12], i = 1,...,n.

3. LJ: A potential energy minimisation problem for the Lennard-Jones atom cluster for d =
38 atoms [11]. The potential is given by

fo)= D AQ/riy)" = 1/rij)%), ()
1<i<j<d
where p; = (z;,y;,2i), i = 1,...,dis the location of the ith atom, and r;; is the Euclidean

distance between atoms i and j. We have used z1 = y1 = 21 = y2 = 29 = z3 = 0 and
x; € [0,6], yi, 2 € [—3,3] for all other variables. (Thus, (5) with d = 38 corresponds to
ann = 108-dimensional problem.) This problem has important practical generalisations
and it serves as a good test case for parallel and distributed solvers. The chosen problem
instance is perhaps the most challenging one in the range of 1 < n < 50. (Note that we
did not intend to improve the best existing solution — this would definitely require far
more sophisticated algorithms and problem formulation.)

4. Preliminary test results

We solved the above problems with each solver 10 times. The solver parameters related to the
distributed implementations were the following:

- Population-related settings of the DE and PSO solvers:

- The size of the main population was set to M P = 5n for all problems.

- The size of the subpopulations was set to SP = M P/5 for problems SAT and RB,
and to SP = M P/10 for problem L]J. The reason for the latter setting was that we
had to limit the size of problem and solution packages to about 30Kbytes in order
to keep the network communication traffic within certain bounds.

- The allowed number of iterations for evolving the subpopulations was chosen to
be IT = 2000 for problems RB and L], and to /7" = 200 for problem SAT.

- In the case of the MC solver, the allowed number of random sample generation per
package was IT - SP.

- For all solvers, the number of function evaluations was limited to 240 000, 5000 000, and
5400000 for problems SAT, RB, and L], respectively.
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The further control parameters of the DE and PSO algorithms were the default values taken
from the implementations [2] and [3], respectively. For DE, we employed the algorithm vari-
ant cited as ‘DE1” in the above reference.

The computations were performed during normal working days at the European Space
Research and Technology Centre (ESTEC). The client application (hidden behind the screen
saver) was installed on nine Windows—XP desktops. The sum of the CPU frequencies of the
computers was approximately 15.1 GHz, which corresponds to a double-precision theoretical
peak performance of about 15.1 Gflops. The results are summarized in Table 1 with respect to
the best achieved objective function values. To measure the efficiency for the multi-objective
SAT problem, we used a further criterion ( [4]) in order to compare two solutions. (The vari-
ance of the individual test results was small for all strategies, thus, the displayed values can
serve as a valid base of a comparison.) The last line of the table shows the previously known
best solutions. These values come from [4] for SAT, and from [11] for L], respectively. The
value given for RB is the known global minimum.

Table 1. The best solutions found during the test runs

solver SAT RB L]

MC (1134, 6.20) 1.574e+5 -10.16
DE (2722,4.15) 24.98 -25.67
PSO (2174, 4.78) 27.20 -27.19
best known (1535,7.78) 0 -173.93

Summarising the results, we can state that on the SAT and RB problems the DE algorithm
outperformed the other two methods, while on the L] problem the PSO method worked best.
As we expected, these more sophisticated methods behaved far more efficiently than the MC
search. In particular, on the SAT problem the Differential Evolution resulted in a big improve-
ment on the previously known best solution (obtained by Monte—Carlo search, [4]). Our main
future task is to find suitable distributed generalisations of these (and other) solvers in order
to reach further performance improvements.

5. Conclusion and future research

Besides our future plans to extend the system with further global optimisation methods, the
most promising way of improving the performance of the distributed environment is to em-
ploy the available solvers in an intelligent, co-operative way. This idea requires the com-
parison of the behaviour of the different solvers. We plan to develop and investigate a set
of heuristics to direct the allocation of the packages and the selection of solvers. One such
heuristic indicator can be the average (or expected) effort needed to improve the best existing
solution by a unit amount, while using a given number of function evaluations and solver
strategy. This indicator can be continuously updated for each solver in running time, and can
be used as the basis measurement for further decisions.
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Abstract We report on the theory and implementation of a global optimization solver for general constrained
nonlinear programming problems based on Variable Neighbourhood Search, and we give compara-
tive computational results on several instances of continuous nonconvex problems. Compared to an
efficient multi-start global optimization solver, the VNS solver proposed appears to be significantly
faster.
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1. Introduction

This paper describes a Variable Neighbourhood Search (VNS) solver for the global solution of
continuous constrained nonlinear programming problems (NLPs) in general form:

min f(z)
st. 1< g(x) <u (1)
zt < T < zY.

In the above formulation, x are the problem variables. f : R™ — R s a possibly nonlinear func-
tion, g : R® — R™ is a vector of m possibly nonlinear functions, [,u € R™ are the constraint
bounds (which may be set to +o0c as needed), and 2, 2V € R" are the variable bounds.

Previous work on Variable Neighbourhood Search applied to global optimization was re-
stricted to box-constrained NLPs (m = 0 in the above formulation) [19]. To the best of our
knowledge, a VNS solver for constrained global optimization targeted at problems in general
form (1) has not been implemented yet. It is worth noting, however, that the box-constrained
VNS solver described in [19] is currently being tested on a reformulation of constrained prob-
lems based on penalization of explicit constraints.

2. The Variable Neighbourhood Search algorithm

Variable Neighbourhood Search (VNS) is a relatively recent metaheuristic which relies on iter-
atively exploring neighbourhoods of growing size to identify better local optima [6-8]. More
precisely, VNS escapes from the current local minimum z* by initiating other local searches
from starting points sampled from a neighbourhood of x* which increases its size iteratively
until a local minimum better than the current one is found. These steps are repeated until a
given termination condition is met.
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VNS has been applied to a wide variety of problems both from combinatorial and contin-
uous optimization. Its early applications to continuous problems were based on a particular
problem structure. In the continuous location-allocation problem the neighbourhoods are de-
fined according to the meaning of problem variables (assignments of facilities to custmers, po-
sitioning of yet unassigned facilities and so on) [3]. In bilinearly constrained bilinear problems
the neighbourhoods are defined in terms of the applicability of the successive linear program-
ming approach, where the problem variables can be partitioned so that fixing the variables in
either set yields a linear problem; more precisely, the neighbourhoods of size k are defined as
the vertices of the LP polyhedra that are £ pivots away from the current vertex [6]. However,
none of the early applications of VNS to continuous problems was ever designed for solving
problems in general form (1).

The first VNS algorithm targeted at problems with fewer structural requirements, namely,
box-constrained NLPs, was given in [19] (the paper focuses on a particular class of box-
constrained NLPs, but the proposed approach is general). Since the problem is assumed to
be box-constrained, the neighbourhoods arise naturally as hyperrectangles of growing size
centered at the current local minimum x*.

Algorithm 4 The VNS algorithm.

Input: maximum number of neighbourhoods £.x, number of local searches in each neigh-
bourhood L.
loop
Set k < 1, pick random point Z, perform a local search to find a local minimum z*. ()
while k& < k.« do
Consider a neighbourhood Ny (z*) of * such thatV k& > 1 (Ng(2*) D Ng_1(z")).
fori=1to L do
Sample a random point Z from Ny (z*).
Perform a local search from z to find a local minimum z’. )
If 2’ is better than z*, set 2* <« 2/, k < 0 and exit the FOR loop.
end for
Setk «— k+ 1.
Verify termination condition; if true, exit.
end while
end loop

In Algorithm 4, the termination condition can be based on CPU time, number of non-improving
steps and so on.

We implemented Algorithm 4 so that steps (1), i.e. the local search phases, are carried out
by an SQP algorithm which is capable of locally solving constrained NLPs.

The definition of the neighourhoods may vary. Consider hyperrectangles H(x), centered at
x and proportional to the hyperrectangle » < x < 2V given by the original variable bounds,
such that H,_i(z) C Hy(x) for each k < kpax. Letting Ni(x) = H(z), sampling becomes
extremely easy. There is a danger, though, that sampled points will actually be inside H,_;(z),
which had already been explored at the previous iteration. Even though the likelihood of this
situation arising lessens as the dimension of the Euclidean space increases (since the higher
the dimension, the higher the ratio of the volume of Hy(z) to the volume of Hj_(x)), we
would like to make sure that the sampled points are outside Hy_;(z).

Naturally, taking Ni(z) = Hy(x)\Hk—1(x) solves this particular difficulty. Sampling in
Hy(z)\Hg—1(z) is not as straightforward as sampling in Hy(x), however. Let 7 be the affine
map sending the hyperrectangle 2% < z < 2V into the unit L, ball (i.e., hypercube) B cen-
tered at 0. Let ry, = Wkax be the radii of the balls By, (centered at 0) such that 7(Hy(z)) = By, for
each k < kmax. In order to sample a random vector Z in B\ B;_; we proceed as follows:
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1. sample a random direction vector d € R";

2. normalize d (i.e., set d « W)"

3. sample a random radius r € [rj_1, r] yielding a uniformly distributed point in the shell;
4. letz =rd.

Finally, of course, we set & « 771(&). With this construction, we obtain ¥ € Hy(z)\Hy_1 ().

3. The implementation

The search space is defined as the hyperrectangle given by the set of variable ranges 21 < = <
zV. At first we pick a random point # in the search space, we start a local search and we store
the local optimum z*. Then, until k£ does not exceed a pre-set kn.x, we iteratively select new
starting points Z in an increasingly larger neighbourhood N (z*) and start new local searches
from 7 leading to local optima z’. As soon as we find a local optimum z’ better than z*, we
update z* = 2/, re-set k = 1 and repeat. Otherwise the algorithm terminates.

For each k < kn. we consider hyperrectangles Hy(z*) proportional to 2 < = < aY,
centered at z*, whose sides have been scaled by % More formally, let Hy(x*) be the hyper-

rectangle y* < x < yY where, for alli < n,

k
L * *
Yo = T~ L (27 —z7)
k
U * U *
Yy = x;+ L (zi —27)

This construction forms a set of hyperrectangular “shells” centered at * and proportional
to 2 < 2 < 2Y. As has been mentioned above, we define each neighbourhood Ny (z*) as
Hy(z*)\Hp—1(z").

The main solver parameters control: the minimum neighbourhood size, the number of sam-
pling points and local searches started in each neighbourhood (L in Algorithm 4), an ¢ toler-
ance to allow moving to a new z* only when the improvement was sufficiently high, and the
maximum CPU time allowed for the search.

The solver was coded within the 00OPS optimization software framework [17]. 00OPS
allows global optimization solvers to be deployed quickly and efficiently by offering an API
which is very rich in functionality. Solvers can call each other as black-box procedures; the
solver library is still modest but growing, including SNOPT [5], the NAG library NLP solver
[21], 1p_solve as local solvers and sBB [12,13], SobolOpt [10] and the VNS solver described
in this paper as global solvers; a rich symbolic computation library is provided, whose ca-
pabilities extend to the symbolic computation of derivatives and automatic simplification of
expressions, as well as to generating a convex relaxation of the problem at hand.

4. Computational results

In Table 1 we have collected a number of test instances of various constrained NLPs (small,
medium and large sized, ordered by number of problem variables) and reported solution
times of the VNS solver described in this paper versus those obtained with the SobolOpt solver
[10], a Multi Level Single Linkage algorithm based on low-discrepancy Sobol” sequences sam-
pling. In both cases, the local NLP solver used is SNOPT [5]. Both solvers managed to locate
the global optima in all test instances. The instances were solved on a Pentium IV 2.66MHz
CPU with 1GB RAM, running Linux. All parameters were set to their default values. k.« was
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set to 10 for most of the test instances, apart from the largest ones (the last four in Table 1),
where it was set to 50.

The griewank-2 instance is a modified Griewank function described in [18]. sixhump is
a classic test function for global optimization algorithm. sntoy is the “toy problem” found
in the SNOPT documentation [5]. bilinear-eg3 was taken from [14]: it is a MINLP with 1
binary variable, reformulated to continuous subject to x2 = 1. haverly, ben-tal4, example4d
and foulds3 are instances of bilinear multi-quality blending problems arising from the oil
industry. kissing-24_4 solves the Kissing Number problem in 4 dimensions. lavor50 and
more4 are instances from the Molecular Distance Geometry Problem; although more4 has more
atoms and nonlinear terms, the particular way in which the instance lavor4 was generated
makes it harder to solve.

Instance | From | N | ¢ | T | VNS | SobolOpt
griewank-2 [18] (Test function) 2 0 4 0.005* 1.03
sixhump [22] (Classic test function) 2 0 6 0.006 0.001*
sntoy [5] (SNOPT test problem) 4 3 5 7.01 2.64*
bilinear-eg3 [14] (MINLP test problem) 6 5 15 0.09 0.03™
haverly [9] (Haverly’s pooling problem) 9 8 6 0.01* 0.04
ben-tal4d [2] (Blending problem) 10 8 6 0.01" 0.44
example4 [1] (Blending problem) 26 35 48 0.62* 1.51
kissing-24_4 [16] (Kissing Number problem) 97 300 1200 51.92* 213.70
lavor50 [11] (Molecular conformation) 150 0 16932 707.15* 3153.02
foulds3 [4] (Blending problem) 168 48 136 0.46* 12.65
more4 [20] (Molecular conformation) 192 0 45288 418.818" 2903.38

Table 1. Computational results comparing the VNS with the SobolOpt solvers in 00OPS. User CPU timings are
in seconds. Values marked with * denote the best timings.

5. Conclusion

We presented a new global optimization solver for constrained NLPs based on the VNS al-
gorithm. The computational comparison with an efficient Multi-Level Single Linkage (MLSL)
algorithm called SobolOpt seems to show that in general VNS performs better than MLSL. Fu-
ture work will be two-fold: on one hand, another VNS global solver based on box-constrained
reformulation of constrained NLPs based on penalization of explicit constraints is being tested
so that more relevant comparative computational data can be gathered. On the other hand,
we plan to take into account the explicit constraint structure of the problem even in the global
phase, and not only in the local phase as is currently the case. The latter development should
be beneficial particularly for those problems for which the local solver has trouble finding a
feasible starting point.
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Abstract In this paper we introduce a procedure with polynomial complexity for solving the set-covering-
based p-center problem that is inspired from BsearchEx (Elloumi et al., 2004). We present our new
formulation (PC-SC2) and our new efficient exact procedure, slim bisecting search, SBsearch. Fur-
thermore, we show how to simplify the continuous problem with the same distance matrix and
increasing p value. The computational results for SBsearch are compared with other existing proce-
dures.
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1. Introduction

Locating fixed facilities throughout the logistics network is an important decision problem
that gives form, structure and shape to the entire logistics system. Location decisions involve
determining the number, location and size of the facilities to be used. Facility location models
can be classified under four main topics p-center problem, p-median problem, location set
covering problem, maximum covering location problem, see Owen and Daskin (1998). The
location of emergency service facilities such as hospitals or fire stations is frequently modeled
by the p-center problem. The p-center problem is NP-hard; see Kariv and Hakimi (1979) and
Masuyama et al. (1981).

Let N be the number of clients, M be the number of potential sites or facilities, and d;; be
the distance from client ¢ to facility j. The p-center problem consists of locating p facilities and
assigning each client to its closest facility so as to minimize the maximum distance between
a client and the facility it is assigned to. Many authors consider the particular case where
the facilities are identical to the clients, i.e., N = M, and distances are symmetric and satisfy
triangle inequalities. We call this particular case the symmetric p-center problem.

Main mathematical location methods may be categorized as heuristic and exact. Exact
methods refer to those procedures with the capability to guarantee either a mathematically
globe optimum solution to the location problem or at least a solution of known accuracy; see
Drezner (1984), Handler (1990) and Daskin (1995). In many respects, this is an ideal approach
to the location problem; however, the approach can result in long computer running times,
huge memory requirements, and a compromised problem definition when applied to practi-
cal problems.

In this paper we introduce a procedure with polynomial complexity for solving the set-
covering-based p-center problem that is inspired from BsearchEx (Elloumi et al., 2004). In Sec-
tion 2, we present our new formulation (PC-SC2) and our new efficient exact procedure, slim
bisecting search, SBsearch. Furthermore, we show how to simplify the continuous problem
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with the same distance matrix and increasing p value. In Section 3, we present computational
results for SBsearch and make comparison with other past research. Conclusions of this ap-
proach are outlined in Section 4.

2. The Formulation PC-SC2 and the Efficient Exact Procedure

The formulation (PC-SC) due to BsearchEx (Elloumi et al., 2004) to solve the p-center problem,
which is based on its well-known relation to the set-covering problem, by using a polynomial
algorithm for computing a tighter lower bound and then solving the exact solution method.
In the paper, the authors show that its linear programming relaxation provides a lower bound
tighter than the classical p-center (PC) formulation, the lower bound can be computed on
polynomial time, their method outperforms the running time of other recent exact methods by
an order of magnitude, and it is the first one to solve large instances of size up to N = M=1817.

Though the formulation (PC-SC) performs better than does formulation (PC) for given val-
ues of the lower bound and the upper bound, it is hard to solve the large scale problem by
directly solving (PC-SC) within reasonable time limit. The authors proposed two algorithms
to obtain the optimal solution, with complex programming procedure, complicated heuris-
tics, and difficult concept in linear programming such as reduced cost. In this paper, we
introduce a modified formulation (PC-SC2) and an easier repeating procedure, SBsearch to
transform a large scale problem into several small scale problems, and then obtain the op-
timal solution within reasonable time limit. Let D™" = D° < D! < D? < ..
< DE-1 <« DK = Dma be the sorted different values in the distance matrix. The for-
mulation (PC-5C2) is the following;:

(PC-SC2)

min zF (1)

M
s.t. Zyj = p; 2

j=1
Fr N y>1, i=12,.N; 3)

jidij<DF
2 efo,1}; 4)
ij{O,l}, i=12,...M (5)

where y; and 2" are binary decision variables. Let the superscript “*” denotes the optimal
solution of the decision variable. y7=1 if and only if facility j is open, and 2#*=0 only if it is

possible to choose p facilities and cover all the clients i within the radius D*~!. Constraint (2)
limits the number of open facilities to p; constraints (3) mean that, for a given k, z¥*=0, if and
only if all clients can be served at a distance strictly lower than D¥.

In the optimal solution of (PC-SC2), note that z#*= 0 implies z¥+1 = 2642 = .. = 2K = 0. Sim-
ilarly, z¥ = 1 implies z¥~1 = 2#=2 = ... = 2! =1. Since z**= 1 and 2(**1*= 0 implies the optimal
min-max value A; is the exact solution of the p-center problem, our procedure, based on the
bisecting search method, can be considered solving a series of integer linear programming
formulation (PC-SC2), at most O(log2(MN)) integer linear programs. Using the following p-
SBsearch procedure, one would obtain the optimal solution for p-center problem, A7 which
is equal to the L} largest distance of the series D, ..., DX, D% and DV are respectively the
lower and upper bounds for searching the optimal solution in each iteration.

Step 1 is using bisecting search method. Step 2 is performing the (PC-SC2) to obtain the
preliminary optimal solution z*. Step 3 is performed to check the p-center problem optimality

*
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of the current solution z*. Until reaching the optimality, we continue to solve (PC-SC2) by
updating the upper bound DY and the lower bound DZ.

p-SBsearch

Initialization: given p, DO, ...,D¥ setL=0,U = K and A; =DV

Step 1. k= (L+U)/2].

Step 2. Solving (PC-SC2) with D* to obtain the optimal solution z**.

Step 3. If zF*=1, then

Step 3.1. If 2k+1=0, then STOP, set A; = DL, Ly=1L and Uy,=U else, let L = k, goto step 1.
If 2¥=0, then

Step 3.2. If 2k=1=0, then STOP, set A; = DL, L; = Land U; = U, else, let U =k, goto step 1.

3. Computational Results for p-SBsearch

The procedure was implemented with the code written by C++ and the MIP solver of CPLEX
7.1. We use a notebook with 512 MB of RAM and Intel P-M 1.30 GHz of CPU. The time limit
of CPLEX is set to 3600 seconds, so the solution of sub-problem stops if no integer solution is
found after one hour of CPU time. The results of the comparison on 40 OR-Lib (Beasley 1990)
p-median instances are given in Table 1. The first three columns characterize the instance, and
the optimal radius is in column 4. Columns 5, 6 and 7 are quoted from Elloumi et al. (2004).
Column 8 gives the CPU time of our procedure. Even if it is not straightforward to compare
CPU times on different machines, we can show the maximum and the average CPU time as
indication in Table 1.

Table 2 gives the results for TSP-Lib (Reinelt, 1991) instances and makes comparison of
our procedure with Elloumi et al. (2004). The first three columns characterize the instance.
Columns 4 through 8 give the results of algorithm Bsearch and BsearchEx (2004). Columns LB*
and UB* give the lower bound and upper bound obtained by Bsearch, and Column cpul is
the CPU time devoted to Bsearch. Column Opt gives the optimal solution or the best found
solution obtained by BsearchEx, and Column cpu? is the CPU time devoted to BsearchEx.

Columns 9 through 12 give the results of our procedure. There is tradeoff between solution
time and the preciseness of solution in large scale problem. Based on the updating of max
and min of out procedure, we could set the bound tolerance in advance to obtain a narrow
solution bound in shorter CPU time. If the relative bound tolerance (D™ — D™in)/ pmin
does not exceed 5% for any sub-problem, we stop the procedure and record the current bound.
Column 5% Bound gives the results of 5% bound tolerance, and Column cpu is the CPU time
of 5% bound tolerance. Column Opt gives the results of our procedure, and Column cpu? is
the CPU time of our p-SBsearch procedure. If the optimal solution is not reached in an hour,
set z¥ =1 and L = k to solve the next sub-problem. When this happens we are no longer sure
that our solution is optimal, and then we give the best solved bound in Column Opt.

4, Conclusion

In this paper, we introduced a new efficient exact procedure to obtain the globe optimization
of the set-covering-based p-center problems, which have been proved better than the classi-
cal formulation (PC), to solve the large scale problem with the simple repeating procedure.
We could maintain the globe optimality in reasonable time limit and without performing the
complex algorithm of Bsearch and BsearchEx.

Moreover, upon the proposed bisecting search method, we introduce the concept of simpli-
fication to the continuous problem with the same distance matrix and increasing p value. The
global optimal solution to the original problem still obtainable as the number of sub-problems
is decreased and the total CPU time is shortened; simultaneously.
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Table 1. Results of 40 OR-Lib instances

Fuh-Hwa Franklin Liu, Chi-Wei Shih

Total CPU Time in seconds

Instance N=M P Opt
Daskin IThan et al. Elloumi et al. p-SBsearch

Pmed1 100 5 127 5.8 2.1 0.9 0.2
Pmed?2 100 10 98 2.7 0.9 0.2 0.1
Pmed3 100 10 93 2.2 0.8 0.1 0.1
Pmed4 100 20 74 2.4 0.6 0.1 0.1
Pmed>5 100 33 48 0.2 0.6 0.1 0.1
Pmed6 200 5 84 14.8 6.1 1.1 0.6
Pmed?7 200 10 64 9.8 2.7 0.5 0.3
Pmed8 200 20 55 10.8 1.9 0.4 0.4
Pmed9 200 40 37 3.6 1.7 0.1 0.3
Pmed10 200 67 20 3.9 14 0.3 0.1
Pmed11 300 5 59 17.1 9.1 2.1 0.9
Pmed12 300 10 51 20.3 8.2 13 1.0
Pmed13 300 30 36 9.2 4.2 0.8 0.9
Pmed14 300 60 26 9.3 3.4 0.9 0.5
Pmed15 300 100 18 4.8 2.7 1.0 0.3
Pmed16 400 5 47 35.1 13.9 1.6 1.4
Pmed17 400 10 39 39.2 13.4 21 2.0
Pmed18 400 40 28 16.6 19.4 14 14
Pmed19 400 80 18 6.9 4.9 0.8 0.5
Pmed20 400 133 13 8.9 4.1 1.8 0.4
Pmed21 500 5 40 87.0 423 5.2 24
Pmed?22 500 10 38 38.6 130.5 11.2 6.6
Pmed23 500 50 22 211.0 35.8 3.3 2.3
Pmed?24 500 100 15 9.9 7.8 4.5 1.2
Pmed25 500 167 11 6.3 7.1 2.7 0.8
Pmed26 600 5 38 93.9 121.7 14.9 3.5
Pmed27 600 10 32 87.2 73.5 8.2 4.5
Pmed?28 600 60 18 244 18.2 21 3.3
Pmed29 600 120 13 23.6 10.2 5.1 1.6
Pmed30 600 200 9 8.6 10.0 5.4 1.1
Pmed31 700 5 30 191.1 108.2 8.1 4.4
Pmed32 700 10 29 1402.5 460.3 58.4 7.2
Pmed33 700 70 15 39.7 324 7.4 7.5
Pmed34 700 140 11 24.9 15.6 6.5 15
Pmed35 800 5 30 246.2 66.5 13.7 6.7
Pmed36 800 10 27 441.8 342.1 55.7 25.6
Pmed37 800 80 15 58.7 35.2 2.0 14.8
Pmed38 900 5 29 102.3 96.0 18.5 11.5
Pmed39 900 10 23 252.1 536.5 48.5 27.2
Pmed40 900 90 13 89.1 404.9 7.8 6.4
Maximum 1402.5 536.5 58.4 27.2
Average 91.6 66.4 7.7 3.8
Coefficient of Variation (%) 249.5 195.4 182.5 161.6
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Table 2. Results of TSPLIB instances
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Instance N =M p Elloumi et al. p-SBsearch
LB* UB* Opt cpul cpu2 5% Bnd opt cpu cpu2
ul060 1060 10 2273 2273 2273 27 53 2272-2386 2273 36 52
ul060 1060 20 1556 1768 1581 63 2778  1531-1590 1581 135 2329
ul060 1060 30 1205 1275 1208 50 298 1185-1210 1208 36 257
ul060 1060 40 1013 1079 1021 35 366  1005-1029 1021 26 121
ul060 1060 50 895 963 905 21 383 905-921 905 191 273
ul1060 1060 60 765 807 781 21 233 761-790 781 4 437
ul060 1060 70 707 761 711 17 135 708-738 710" (708-721) 7 3608
ul060 1060 80 652 711 652 18 60 640-670 652 2 8
ul060 1060 90 604 636 608 19 38 600-609 608 2 6
ul060 1060 100 570 570 570 18 29 570-599 570 1 2
ul060 1060 110 539 539 539 18 30 538-552 539 1 1
ul060 1060 120 510 538 510 29 44 510-515 510 3 3
ul060 1060 130 495 510 500 28 44 495-510 500 1 3
ul060 1060 140 452 500 @ 452 28 46 452-474 452 1 2
ul060 1060 150 430 447 447 34 50 447-452 447 1 1
rl1323 1323 10 3062 3329 3077 106 1380  3017-3155 3077 62 265
rl1323 1323 20 2008 2152 2016 115 480  1949-2036 2016 97 2543
rl1323 1323 30 1611 1797 1632 99 900  1587-1640 1632 193 5147
rl1323 1323 40 1334 1521 1352 76 3000 1339-1381 1365%(1339-1366) 3233 14132
rl1323 1323 50 1165 1300 1187 61 8580  1164-1197 1187%(1164-1188) 156 14571
rl1323 1323 60 1047 1194 1063 55 9120  1048-1076 1066*(1048-1067) 23 13382
rl1323 1323 70 959 1040 972 42 1740 970-1018 980" (872-981) 3603 16665
rl1323 1323 80 889 948 895 37 420 894-936 903~ (805-904) 3603 18116
rl1323 1323 90 830 87 832 30 120 824-864 834" (832-835) 3 7503
rl1323 1323 100 777 803 787 26 120 763-796 788" (779-789) 145 8645
ul817 1817 10 455 467 458 611 2700 457-480 458 789 3973
ul817 1817 20 306 342 310" 660 4920 306-318 314 (306-315) 937 8499
ul817 1817 30 240 287 250" 355 16500  251-257 2517(232-252) 7718 8321
ul817 1817 40 205 234 210" 247 6420 211-221 216" (169-217) 4344 9049
ul817 1817 50 180 205 187F 242 9840 183-190 189" (145-190) 4287 15087
ul817 1817 60 163 183 163 177 1260 162-169 162 175 348
ul817 1817 70 148 152 148 166 420 143-149 148 82 106
ul817 1817 80 137 148 137 150 1140 142-148 137*(127-140) 3696 3814
ul817 1817 90 127 148 130" 161 7202 127-131 130" (127-131) 96 7296
ul817 1817 100 127 130 127 159 300 126-130 1277 (126-128) 13 3670
ul817 1817 110 108 127 109 119 420 109-111 109 181 453
ul817 1817 120 108 108 108 131 120 107-109 108 12 18
ul817 1817 130 105 109 108" 121 3720 105-108 107*(99-108) 3605 7212
ul817 1817 140 102 108 105 121 4020 102-107 105 (97-107) 3606 7212
ul817 1817 150 92 108 94" 144 5640 99-102 99%(89-102) 7256 7256

Note. “*” = opt is the best found solution for that instance. The range in brackets is the best-solved value of p-SBsearch. Columns
cpul, cpu2, cpu3 and cpu4 are recorded in seconds.
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The procedure allows one to set the bound tolerance in advance to obtain a narrow solution
bound to have shorter CPU time is another advantage of bisecting search method. For the real-
world large scale problem, the mathematical optimal solution may be not desired. Instead,
an acceptable narrow bound would be acceptable as a shorter CPU time that is achieved by
setting a bound tolerance. The proposed formulation (PC-SC2) and procedure are efficient in
the reasonable time limit and exact with good quality of the solution bounds.
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Abstract A study of global optimisation methods in the field of interplanetary trajectory has been performed.
From the No Free Lunch Theorem, it is impossible that an algorithm outperforms all others in all the
possible applications, therefore the aim of this work was two fold: to identify a suitable global op-
timisation algorithm that outperforms all others in a particular transfer typology; to identify a suit-
able global optimisation algorithm family that outperforms all others in all mission analysis transfer
problems. At first a characterisation of the different transfer families, depending on propulsion
system and number of planetary bodies involved was conducted. The model characterisation was
performed within the search space to describe the morphological features of the objective function,
and within the objective function to identify continuity and convexity. Once the optimisation prob-
lem has been fully defined, an exhaustive and systematic analysis of the resulting objective function
structure has been performed in order to identify typical features which would mostly affect the
global search.

Keywords: mission analysis, trajectory optimisation, global optimisation tools

1. Introduction

In the last two decades, global optimisation approaches have been extensively used towards
the solution of complex interplanetary transfers. As operational costs have been increasingly
reduced, space systems engineers have been facing the challenging task of maximising the
payload-launch mass ratio while still achieving the primary mission goals. Methods ranging
from genetic algorithms [1] to neurocontrollers [2], from shooting methods [3] to collocation
methods [4] have been used with varying effectiveness. Unfortunately the efficiency, both
computational and performance-wise, of these approaches are strongly linked to the type of
problem that has to be solved. It would therefore be hugely beneficial if mission designers
could rely on a limited number of global optimisation methods depending on the type of tra-
jectory design, which has to be accomplished.

To achieve this ambitious goal, initially, a thorough identification and modelling of the main
types of orbital transfers has to be performed. The orbital transfer typologies will be identi-
fied both on the basis of the propulsive system (impulsive or low thrust) and on the number
of planetary bodies contributing to the dynamics of the system. The models identified previ-
ously will then have to be characterised, in order to hopefully identify some common features
and recognize different transfer families within the same transfer typology as a function of
the parameters of the problem. This will be performed through a two-fold analysis: within
the search space, by means of a topological analysis aiming to identify variables which are
useful in the description of the morphological structure of the objective function; within the
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objective function aiming to identify its structure and evaluating its continuity and convexity
characteristics.

Systematic and/or probabilistic methodologies will be used: we first proceed by analysing
the main characteristics of common trajectory design problems in mission analysis. In doing
this we make use of two simple and basic algorithms: a random start search with SQP local
optimisation and a grid search with regular sampling of the objective function. This analy-
sis will contain the seed for the development of the appropriate solution algorithm since the
complexity of the problem is intrinsically associated to the solving algorithm.

2. Optimisation Algorithms

Algorithms for global optimisation can be mainly classified in three classes: stochastic algo-
rithms, which involve a suitably chosen random sample of points and subsequent manipula-
tion of the sample to find good local minima; guaranteed algorithms, which are deterministic
algorithms that guarantee the identification of a global optimum with a required accuracy;
metamodel algorithms that exploit the construction of metamodels, and do not perform the
global search on the real objective function, but on a metamodel of it.

Further, stochastic algorithms two main subclasses have been analysed: Simulated Annealing
(SA), which performs the global search based on successive update steps, where the update
step length is proportional to an arbitrarily set parameter which can play the role of a tempera-
ture; Evolutionary Algorithms (EAs), which globally search the solution space by simulating the
self-optimising natural process of evolution. Evolutionary Algorithms (EAs) can be further di-
vided in three main branches: Genetic Algorithms (GAs), where a wide exploration of the search
space and the exploitation of promising areas are ensured by means of the mutation, crossover
and selection operators; Evolutionary Programming (EP), whose classical scheme makes use of
the only mutation operator and simulate the natural evolution at phenotypic level; Evolution-
ary Strategies (ESs), which simulate the natural evolution at a phenotypic level, but also make
use of recombination operators.

The set chosen embraces classical genetic algorithms including different genetic operators
for performing the global search (GAOT and GATBX), genetic algorithms with sharing and
migration operators (GAOT-shared and GATBX-migr respectively), evolutionary program-
ming (Fast Evolutionary Programming, FEP), differential evolution (DE), an improved sim-
ulated annealing (Adaptive Simulated Annealing, ASA), branching methods (glbSolve and
MCS), response surface based optimisation algorithms (rbfSolve) and, an innovative hybrid
systematic-heuristic method combing branching techniques and evolutionary programming
(EPIC).

3. 2-Impulse Transfers

As an example of a 2-impulse transfer, let us consider a direct transfer from Earth to Mars. The
objective function has been taken as the overall impulsive AV: the sum of the magnitudes of
the relative velocities at the beginning, AV, and the end, AV, of the interplanetary trans-
fer phase. The search space is characterized by two design variables: date of departure from
Earth, ty, and Earth-Mars transfer time, tt.

A systematic analysis of the objective function structure allowed the identification of a re-
markable quasi-periodicity with respect to the date of departure from Earth, which can be
related to the synodic period of the Earth-Mars system.

The best identified solution is characterized by a AV value of 5678.904 m/s, corresponding to
a transfer time of 203.541 d starting from the 7 June 2003.

The performances of each global optimization tool in solving the 2-impulse direct planet-to-
planet transfer are now reported. The evaluation criteria is based on the analysis of the optimal
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Table 1. Summary of results for the two impulse direct planet-to-planet transfer problem.

Method AV [m/s] Function evaluations Runtime [STU]
GAOT 5688.424 (o = 10.352) 1011.200 (o = 5.903) 7.645-1072 (0 = 2.082 - 10~?)
GAOT-shared 5993.229 (o = 246.338) 1011.200 (o = 9.259) 7.424 1073 (0 = 1.706 - 10~3)
GATBX 5912.194 (o = 468.795) 1010 (o = 0) 5.491 - 1072 (o = 9.684 - 107%)
GATBX-migr 5750.769 (o = 186.124) 1010 (o = 0) 4.669 - 1072 (o = 1.664 - 107%)
FEP 5751.066 (o = 185.936) 1027.900 (o = 16.045) 9.640 - 1073 (o = 1.156 - 1073)
DE 5825.500 (o = 183.588) 1013.600 (o = 10.384) 3.429 - 1072 (o = 2.601 - 107%)
ASA 5892.491 (o = 500.108) 1001 (s = 0) 2.994-1072 (0 = 1.543 - 107%)
GlIbSolve 5931.243 1005 1.149-1073
MCS 5678.904 1010 1.261 - 1072
EPIC 5679.100 (o = 0.579) 1040 (o = 11) N/A

solution reached with a fixed number of model function evaluations. Due to the presence of
not optimized codes among the tested ones, timing will not be considered as a main evalu-
ation criterion. Table 1 shows the summary of results. It can be seen that all the algorithms
reach the main basin of attraction, corresponding to the global minimum. It is interesting
to observe the improvement gained by the MCS algorithm compared with the performances
of the more classic globSolve tool: MCS and globSolve algorithms have been both inspired
by DIRECT method for global optimization [6]; however, unlike the globSolve, MCS uses a
branching method which allows for a more irregular splitting procedure. The MCS approach
leads to obvious improvements in the effectiveness at identifying the basin of attraction of
the best known solution in the 2-impulse direct planet-to-planet transfer problem, making
the algorithm performances less dependent on the upper lower bounds, especially referring
to design variables associate to objective function periodicities. It is also worth highlighting
the effects of the sharing operator on the GAOT performances: by promoting the diversity
of the individuals in the population, the GAOT-shared algorithm hinders the concentration
of the individuals around the optimal solutions; this can lead to low accuracy at describing
the optimum solutions. We can then conclude that, in the simple case of 2-impulse direct
planet-to-planet transfer problem, the MCS algorithm have shown to be the best performing
one.

4, Low-Thrust Transfers

As an example of a low-thrust transfer, let us consider a direct transfer from Earth to Mars. The
thrust level has been supposed to be constant throughout the whole transfer and bounded in
intervals corresponding to real thrusters values. The thrust direction during the transfer trajec-
tory is however a design variable and is evaluated by means of azimuth and elevation angles
defined in the local horizontal plane. The objective function is assumed to be a weighted sum
of several terms: the magnitude of the spacecraft relative position with respect to Mars at the
end of the integration of motion, Rr; the magnitude of the spacecraft relative velocity with
respect to Mars at the end of the integration of motion, Vr; the propellant mass required by
the thrusters for the interplanetary transfer only, m,op. The search space is therefore charac-
terized by sixteen design variables: date of departure from Earth ¢(, Earth-Mars transfer time,
tt, magnitude of Earth escape velocity, Vg, thrust level u and six parametrization values of the
thrust azimuth and elevation during the transfer.

In order to further analyse the structure of the objective function, the distribution of the local
minima over the whole search domain has been studied. The analysis of the normalized mean
distance of the local minima and the corresponding objective function values [5] lead to the
identification of a big-valley structure, mainly related to the quasi-periodicity with respect to
the date of departure from Earth.
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Table 2. Summary of results for the Earth-Mars low thrust transfer problem.
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Method Objective function Function evaluations Runtime [STU]
GAOT 140.301 (o = 105.016) 80011.500 (o = 6.451) 20.157 (o = 2.013)
GAOT-shared 321.426 (o = 79.997) 80007.600 (o = 5.379) 38.441 (0 =2.937)
GATBX 145.060 (o = 52.383) 80020 (o = 0) 39.279 (o = 7.476)
GATBX-migr 119.016 (o = 74.373) 80020 (o = 0) 14.934 (o = 2.1802)
FEP 160.067 (o = 89.894) 80062.800 (o = 29.001) 20.888 (o =2.096)
DE 87.454 (0 = 15.589) 80020.800 (o = 11.153) 12.676 (o = 0.091)
ASA 199.431 (o = 37.710) 80001 (o =0) 12.993 (o = 1.090)
GlbSolve 154.175 80069 31.902
MCS 330.712 80000 17.7233
RbfSolve 352.787 1000 77.754
EPIC 10.24 (o = 11.33) 80799 (o = 16952) N/A

The best local minimum found, whose main features can be resumed with a transfer time of
203.541 d, a thrustlevel of 0.151 NN, a propellant mass of 124.59 kg and an Earth escape velocity
of 2739.5 m/s, corresponds to an objective function value of 6.37.

The performances of each global optimization tool in solving the low thrust Earth-Mars trans-
fer are reported in Table 2. Results seem to indicate that GAOT and GAOT-shared tools, as
well as the non randomized algorithms glbSolve, MCS and rbfSolve are not suitable for global
optimisation of low-thrust direct planet-to-planet transfer problems using the mathematical
models here employed. Among the remaining tools, DE, and GATBX-migr showed good per-
formances in a Pareto optimal sense: in particular, DE and GATBX-migr resulted in similar,
even though low, rate of success in identifying the basin of attraction of the global minimum.
However, by considering that the rate of success is evaluated by performing local optimisa-
tion processes requiring similar further objective function evaluations and by noting that DE
reaches a lower, and less fluctuating, value for the objective function, the DE tool seems to be
preferable with respect to GATBX-migr.

5. Low-Energy Transfers

The possibility of designing low energy lunar space trajectories exploiting more than one
gravitational attraction is now investigated. In particular, the framework of the Restricted
Three-Body Problem (R3BP) is here analysed and lunar transfers are studied which take ad-
vantage of the dynamic of the corresponding libration points. The interior stable manifold
associated to the libration point L1 in the Earth-Moon system, W}, , is propagated backward
for an interval of time ¢y. Corresponding to Wfl, the exterior unstable manifold, ng , can be
evaluated. The manifolds W7, and WY, constitute in fact a transit orbit between the forbidden
region through the corresponding thin transit region. However, the manifold W7, does not
reach low distances from Earth. To solve this problem, starting from a circular orbit around
the Earth, an arc resulting from the solution of a Lambert’s three-body problem is used for
targeting a point on the stable manifold. It is worth noting that such an approach leads to a
final unstable orbit around the Moon with mean altitude equal to 21600 km.

As a consequence of the previously described formulation, a first impulsive manoeuvre, AV,
is used to put the spacecraft in the Lambert’s three-body arc from the initial circular orbit
around the Earth. A second impulsive manoeuvre, AV5, is performed to inject the spacecraft
on the capture trajectory W7,. Hence, the sum of the two impulsive manoeuvres, AV, is cho-
sen to be the objective function for the optimisation processes. As a consequence the search
space is characterized by the following design variables: the angle identifying the starting
point over the initial circular orbit, §; the time of the backward propagation of the stable man-
ifold, tw, and the transfer time corresponding to the Lambert’s three-body arc, ¢ ..
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Table 3.  Summary of results for the low-energy transfer problem.

Method AV Function evaluations Runtime [STU]
GAOT 3160.307 (o = 74.987) 5012.200 (o = 4.638) 24.788 (o = 2.093)
GAOT-shared 3321.952 (o = 101.235) 5010.900 (o = 6.657) 20.197 (o = 2.488)
GATBX 3158.640 (o = 63.572) 5010 (o =0) 38.556 (o = 4.180)
GATBX-migr 3218.439 (o = 127.349) 5010 (o = 0) 35.895 (o =5.012)
FEP 3134.626 (o = 60.928) 5017.200 (o = 15.640) 31.578 (o = 5.232)
DE 3233.064 (o = 94.020) 5019.600 (o = 10.276) 16.106 (o = 0.428)
ASA 3194.447 (o = 109.524) 4783.600 (s = 58.971) 37.544 (o = 5.110)
GlbSolve 3343.104 5025 21.640
MCS 3148.107 5010 32.575
RbfSolve 3579.249 474 6.128

The best solution identified is characterized by an overall transfer time of 108.943 d and corre-
sponds to an objective function value of 3080.767 m/s.

A careful analysis of the distribution of the local minima over the search space lead to the iden-
tification of several sets of local optimal solutions, comparable with the best identified one in
terms of objective function values, which are characterized by similar values of the time spent
on the three-body Lambert’s arc, 7. The presence of such subgroups can be related to the
presence of big valley structures deriving from the periodicity of the objective function on ¢y .
We can state that such subgroups describe a set of different families of Lunar transfers where
the term “family” is referred to solutions lying on different niches on the search space, as de-
fined in [7]. In particular ten local minima groupings can be isolated over the analysed search
space, as shown in Figure 1.

The performances of each global optimization tool in solving the low-energy transfer prob-
lem are reported in Table 3. The results allow us to infer the following. The stochastic al-
gorithms GAOT-shared, GATBX-migr and DE and the non randomized codes glbSolve and
rbfSolve, cannot be considered as suitable for solving the previously identified problem, due
to their inability in identifying basin of attractions corresponding to either the best known
solution or the comparable ones. GAOT, GATBX and ASA identify the basin of attraction of
good solutions but present relatively large standard deviations, implying that not always the
attraction basins are identified successfully. As a consequence MCS and FEP turn out to be
the best performing tools for the problem of lunar transfer using libration points.
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6. Summary

The aim of this study was an investigation of the effectiveness of some global optimisation
techniques at solving practical problems related to space trajectory design. Following a com-
plete and comprehensive objective function structure analysis a set of global optimisation
tools has been selected for testing purposes. By considering the objective function value
reached at the end of the optimisation process, the number of objective function evaluations
performed required and the effectiveness at identifying the basin of attraction of the best
known solution as well as of good solutions comparable to the best known one, results of
the test phase can be resumed as follows.

Two impulse direct planet-to-planet transfer problem: due to its deterministic features, the
success at reaching the best known solution and the corresponding relatively low number of
required objective function evaluations, Multilevel Coordinate Search (MCS) turned out to
outperform all the remaining algorithms, thus resulting as the best performing one.

Low thrust direct planet-to-planet transfer problem: due to the highly complex nature of
the search space, low rate of success characterized all the tested algorithms at identifying the
basins of attraction of both the best known solution and solutions comparable to it. In such an
environment in particular, DE and GATBX-migr resulted in similar, even though low, rate of
success in identifying the basin of attraction of the global minimum. However, by noting that
DE reaches a lower, and less fluctuating, value for the objective function, the DE tool seems to
be preferable with respect to GATBX-migr.

Low energy Lunar transfer problem: the structure of the objective function and the search
space results in comparable performances for the majority of global optimisation algorithms
used. However, by taking into account the minimum value of the objective function reached,
and the standard deviation, we can identify MCS and FEP as the best performing tools for the
problem of lunar transfer using libration points.

It is worth noting that limitations affects the achieved results. First of all, each mission anal-
ysis class has been investigated by selecting a particular transfer problem and by facing it
with proper, but anyway particular, mathematical models. Further analyses should be per-
formed, including additional transfer problems, alternative mathematical models and search
space definitions. Secondly, it is widely known that optimisation algorithms can be suitably
tuned to enhance their performances. However, as already occurred in remarkable existing
comparative studies [7], due to the comparative purposes of this work, the large scale of com-
parisons performed, the available devices and the high time required by some optimisation
case, it was impossible to do such tuning.
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Abstract The linear parametrical programming approach for studying and solving a bilinear programming
problem (BPP) is proposed. On the basis of the duality theory BPP is transformed into a problem
of determining compatibility of a system of linear inequalities with a right part that depends on
parameters, admissible values of which are determined by an another system of linear inequalities.
Some properties of this auxiliary problem are obtained and algorithms for solving BPP are proposed.

Keywords: Bilinear Programming, Linear Parametrical Systems, Duality Principle for Parametrical Systems

1. Introduction and preliminary results

We consider the following bilinear programming problem (BPP) [1,2]:
to minimize the object function

z=a2Cy+d'z+d%y (1)

on subject
Alz <b' x>0 (2)
APy <b% y >0, (3)

where C, A1, A? are matrices of size n x m, m xn, k x m, respectively,and d',z € R"; d? y,b' €
R™; b? € RF. This problem can be solved by varying the parameter h € [-2L 2L in the
problem of determining compatibility of the system

Alx < bl, x> 0;
2Cy+ d'x + d*y < b (4)
A%y <b? y >0,

where L is the size of the problem (1)-(3).
Furthermore we regard the compatibility problem with respect to x of the system

Alxgbl, x> 0; (5)
xzCy + Atz < h-— d2y.

for every y satisfying (3).
The following Theorems are proved in [3] on the basis of the linear duality theory applied
to (5).
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Theorem 1. The system (4) has no solutions if and only if the following system of linear inequalities

blu < d?y — h;

—Ay < Oy +dY;
u>0

is compatible with respect to u for every y satisfying (3).

Theorem 2. The minimal value of the object function in the problem (1)-(3) is equal to the maximal
value h* of the parameter h in the system

blu < d%y — h; (6)

—ATy < Cy+d";
u>0

for which it is compatible with respect to u for every y satisfying (3). An arbitrary solution y* of the
system (3) such that the system

blu < d*y* — h;

~ Ay < Oy d
u>0

has no solution with respect to u corresponds to a solution (z*, y*) of the problem (1)-(3).

In this paper we study the problem of determining the compatibility of the system (6) for
every y satisfying (3). On the basis of the obtained results we propose algorithms for solving
BPP.

Note that the considered problems are NP-hard, but the mentioned above approach allows
to argue suitable algorithms for some classes of these problems.

2. Main properties of systems of linear inequalities with a
right part that depends on parameters

In order to study BPP we shall use the following results.

21 Duality principles for systems of linear inequalities

Let the following system of linear inequalities be given

n k
Zaijuj < Zbisys-i—bio, 1 =1,m; o
j=1 s=1

u; >0, j=1,p(p<n)

with the right part depending on parameters y1, y2, . . . , yx. We consider the problem of deter-

mining compatibility of the system (7) for every y1, 2, . . ., yi satisfying the following system
k
Zgisys =+ gio < 07 i = 177'; (8)
s=1

952073:1,(](QS/€)-
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The following Theorem holds [4].

Theorem 3. The system (7) is compatible with respect to uy,us, ..., uy, for every yi,ya, . .., yi satis-
fying (8) if and only if the following system

T m
= " gisvi Y biszi, s =0,¢;
i=1 i=1
T m
= gisvi =Y biszi, s=q+ Lk
i=1 i=1

v; >0, 1=1,r

\

is compatible with respect to vy, va, ..., v, for every zq, za, . . . , 2y, satisfying the following system

m
_Zaijzi <0, j=1p;
i=1
m
_Zaijzi =0,7=p+1n;
i=1
zi > 0,1=1m.

2.2 Two special cases of the parametrical problem

Note that if r = 0 and ¢ = k in the system (8) then we obtain the problem of determining
compatibility of the system (7) for every nonnegative values of parameters y1,y2, ..., yx. Itis
easy to observe that in this case the system (7) is compatible for every nonnegative values of
parameters y1,y2, - . ., Yk if and only if each of the following systems

n
Zaijuj < bis, s =0, k;
=1

is compatible.

An another special case of the problem is the one when n = 0. This case can be reduced to
the previous one using the duality problem for it.

In such a way, our problem can be solved in polynomial time for the mentioned above cases.

2.3 General approach for determining the compatibility property for
parametrical systems

It is easy to observe that the compatibility property of the system (7) for all admissible val-
ues of parameters yi,y2, . .., yx satisfying (8) can be verified by checking compatibility of the
system (7) for every basic solution of the system (8). This fact follows from the geometrical
interpretation of the problem. The set Y C R of vectors y = (y1,92, .. -, yi), for which the
system (7) is compatible, corresponds to an orthogonal projection on R* of the set 'Y C R"+k
of solutions of the system (7) with respect to variables w1, u2, ..., un, Y1,Y2; - - -, Y-

Another general approach which can be argued on the basis of the mentioned above geo-
metrical interpretation is the following.

We find the system of linear inequalities

T
D Wiy + <0, i="Tm (9)
j=1
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which determines the orthogonal projection Y of the set UY C R"™* on R*; then we solve
the problem from section 2.2. The system (9) can be found by using method of elimination of
variables u,ug, ..., u, from the system (7). The method of elimination of variables from the
system of linear inequalities can be found in [5]. Note that in the final system (9) the number
of inequalities m’ can be too big. Therefore such approach for solving our problem can be
used only for a small class of problems.

3. An algorithm for the establishment of the compatibility of
a parametrical problem

We propose an algorithm for the establishment of the compatibility of the system (6) for every
y satisfying (3). This algorithm works in the case when the sets of solutions of the considered
systems are bounded. The case of the problem with unbounded sets of solutions can be easily
reduced to the bounded one.

Step1. Choose an arbitrary basic solution y° of the system (3). This solution corresponds
to a solution of the system of linear equations

m
> by +bio =0, s =T,m. (10)
7j=1

The matrix B = (b;,;) of this system represents a submatrix of the matrix

bll b12 PR blm

ba1 ba2 ... Dbany

r | bkr bk .. brm
B = 1 0o ... 0
0 1 ... 0
0 0 1

and the vector I/’ = (biy s big, ..., b;,) is a "subvector" of vT = (by,by,...,b;,0,0,...,0). The
system of inequalities

m
Zbisjbj +b,0<0, s=1,m,
=1

which corresponds to the system (10), determines in R™ a cone originated in y° with the
following generating rays

v =y +0°t, s=T1,m, t > 0.
Here 5',5°,...,b" represent directing vectors of respective rays originating in °. These
directing vectors correspond to columns of the matrix 5.
Step 2.  For each s = 1, m, solve the following problem:
maximize t

on subject
Ay < 0%
y=0;
0 7S
y=y +bt, t>0
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and find m points 3',%?, ...,7™, which correspond to m basic solutions of the system (3), i.e.
71,72, ..., U™ represent neighboring basic solutions for y°. If the system (6) is compatible with
respect to u for each y = 7',y = 7%,...,y = ™, then go to step 3; otherwise the system (3) is
not compatible for every y satisfying (3) and STOP.

Step 3. For each s = 1,m, solve the following problem:
maximize t

on subject

—AYy < Oy + dY
blu < d?y — h;
u>0
y=1y"+0t, t>0

and find m solutions t',ts, . .., t',. Then fix m points y* = y* + b°t/, s = T,m.

Step 4. Find the hyperplane

m
Z a'jyj +ado=0,
j=1

which passes through the points y!, 32, ..., y™. Consider that the basic solution y° = (39,43, . ..

satisfies the following condition

Za'jyjo- +dy<0.
j=1
Then add to the system (3) the inequality
—Za’jyj —d<0.
j=1

If after that the obtained system is not compatible, then conclude that the system (6) is compat-
ible for every y satisfying the initial system (3) and STOP; otherwise change the initial system
with the obtained one and go to step 1.

Note that in [3] it is proposed an algorithm for the establishment of the compatibility of the
parametrical problem in the case when the system (3) has the following form

Y1

y1203y2207"'aym20

i.e. the set of solutions of the system (3) is a m-dimensional cube. Even in this case the compat-
ibility problem remains NP-hard, but the approach from [3], based on Theorems 1,2, allows to
propose suitable algorithms.

y0)
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In [3] it is shown that the proposed approach can be used for studying and solving the
following concave programming problem:

q
minimize z = E min{cz 4+ ¢, 1 =T,7;}
i=1

on subject
Ax < b;
x>0,

where ¢! € R", ¢! € R', Aisam x n-matrix, b € R". This problem can be transformed into
BPP:

n T
minimize z' = Z Z(c’l z + )y
i=1 =1

on subject
Ax < b, x > 0;

T
Y ya=1i=1g
=1

ya 20, 1=T7, i =Tq.
The proposed approach related to this problem is described in [3].

4. Summary

The approach for studying and solving the bilinear programming problem based on linear
parametrical programming and duality principle for linear inequalities with a right part that
depends on parameters is proposed. This approach allows to study the nonlinear optimization
problem by using linear programming methods. Algorithms and general schemes for solving
different classes of bilinear programming problems are derived.
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Abstract In this paper, an extension of affine arithmetic introduced by Stolfi et al. [1-5] is proposed. It is
based on a general quadratic form which leads to most efficient computations of errors due to non-
affine operations. This work recalls the main results published in [10] and emphasizes the interest of
such a technique for solving unconstrained global optimization problems of multivariate polynomial
functions.

1. Introduction

We focus in this paper on unconstrained bounded minimization problems of polynomial func-
tions, written as follows:

o f(@), (1)
where X is a hypercube of R" and f is a polynomial function.

The Branch-and-Bound algorithms can be based on interval arithmetic for the computations
of the bounds of a function over a box. The outwardly rounded interval arithmetic was then
introduced by Moore to deal with numerical errors, [11]. Thus, its utilization inside Branch-
and-Bound algorithms makes these methods rigorous [7]; we speak about rigorous global
optimization methods when no numerical error can render wrong the computations of the
bounds. The principle of a Branch-and-Bound algorithm is to bisect the initial domain where
the function is sought for into smaller and smaller boxes, and then to eliminate the boxes
where the global optimum cannot occur; i.e. by proving that a current solution is lower (resp.
upper for a maximization problem) than a lower (resp. upper) bound of the function over this
box. Therefore in such a box, there does not exist a point such that its value is lower (resp.
upper) than the current solution already found.

An inclusion function is an interval function such that the interval result encloses the range
of the associated real function over the studied box; i.e. if F'(X') denotes the inclusion function
of a function f over a box X, one has by definition that [mingcx f(z), maxyex f(z)] C F(X).
The extension of an expression of a function into interval (by replacing all the occurrences of
the variables by the corresponding intervals, and all the operations by interval operations)
defines an inclusion function which is called the natural extension inclusion function; it is
denoted NE(X). Nevertheless, the direct use of NE is generally inefficient and then, the
computed bounds are not sufficiently accurate to solve both rapidly and with a high numerical
precision certain optimization problems of type (1). Therefore, for the past several years, a
lot of new techniques which permit to improve the computations of the bounds have been
studied. Generally, these techniques are based on the combinations of first or second order

*Work of the first author was also supported by the ENSEEIHT-LEEI-EM?, 2 rue C Camichel, 31071 Toulouse Cedex
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Taylor expansions and on interval computations of an enclosure of the gradient or the Hessian
matrix [6,7,9]; one uses here an centered inclusion function based on a Taylor expansion at
the first order, it is denoted T (X) in the following.

Affine arithmetic was proposed and developed recently by Stolfi et al. [1-5], although a
similar tool, the generalized interval arithmetic, have been developed in 1975 by Hansen [6].
Its principle is to keep some affine informations during the computations of bounds. Like
generalized interval arithmetic [6], affine arithmetic was developed to take into account the
problems of the dependencies of the variables generated by interval computations. This tool
permits to limit some negative effects due to interval arithmetic: The links between different
occurrences of a same variable. The interest of the bounds computed by using this affine arith-
metic was shown in [8]. Furthermore in [8], two new affine forms and a first quadratic form
were introduced and have proved their real efficiency solving optimization problems such
as defined in (1). The purpose in this paper is to consider the complete quadratic form such
as defined in [10] and to show its efficiency for solving unconstrained global optimization
problems for multivariate polynomial functions. Affine arithmetic such as defined in [4] is
reliable. In this article, one uses a different way to render reliable affine arithmetic by convert-
ing all the floating point coefficients into interval ones and by introducing rounded interval
computations. This reliable inclusion function is denoted by AF(X) in the following.

The general quadratic form aims to conserve some affine informations and also some quadratic
informations (about the error due to non-affine operations) during the computations. There-
fore, these added informations permit to improve the quality of the so-computed bounds (in
spite of an expansion of the complexity of such an algorithm). The gain of this technique is
validated on some global optimization polynomial problems.

A complete work on the general quadratic form, presenting some properties, are detailed in
[10]. Here, one recalls the principle of this technique to compute bounds and we emphasizes
the interest of this tool in global optimization.

2. Reliable General Quadratic Form

A general quadratic form is represented by z:

T =elAe+ble+c+ e+6n+1 + € €pyo + e€pts,

n n

_ 2

= E aij€i€; + E bie; +c+eteni1 + e enpa + eenys, (2)
ij—=1 =1

where A € R™™, b € R*, c € R, (e",e",e) € (IR")3 and ¢; € [-1,1], Vi € {1,...,n},
€n+1 € [0,1], €ny2 € [—1,0] and €,43 € [—1,1]. The symbolic variables €41, €,42 and €,13
represent the noise for the errors generated by performing non-affine computations.

The conversions between interval and a general quadratic form are performed as follows:

m Interval — General Quadratic Form:

X = [a:L,xU]

—Z=elAe+ble+c+ et eni1 +e eppo +eengs
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A = 0,
L_ .U
b= (00%0())
L U
with c = Ttz
2 Y
et = 0,
e = 0,
L = 0.

_ U
The rank i where b; = ——— is generally determined by the variable x. When a vector

is considered x € IR", then the rank ¢ corresponds to z;.

m  General Quadratic Form — Interval:

7 = TAe +ble+c+ et ent1 + e €ppo + eengs
n n
= Z ;€€ + Z bie; +c+ e+en+1 + € €pt2 +e€pts

i,j=1 i=1

n n n
— X = ) [lagl lai ]+ > =il [bil] > @isl0, 1] + [|el, lef] +
i,j=1 =1 =1
i£]

[0,eT] + [—e™,0] + [—e,€].

Other conversions, such as for example between general quadratic forms and affine forms,
are possible, refer to [10].
The operations between general quadratic forms are performed as follows:
let 7 and 7 be two general quadratic forms and a a real number, with
7 = TAget bl e+ co+etenit + e ento+ exenys,
= Ay e+ bZ e+cy+ €;_€n+1 + e, €nt2 + eyenys.
One obtains:

) R)

-7 = —TAge— bl € —co+ ey ent1 + € €nga + Cotnys,
T4y = (At Aet (ba +by) et (ot ) + (eF +eg)ents + (e + ey enta + (€a + ey)enys,
T-7 = € (Ae—Aet (ba —by) e+ (co — ) + (e + ey )ens1 + (5 +ef enta — (ea + ey)enys,
Z4+a = el Ape + bfe + (cz £a)+ €:€n+1 + ey €nt2 + €x€nts,
~ eT(a X Ag)e+ (a % bz)Te +aXce+axXelen1+aXesenio+aX egenys, if a>0,
axr= { eT(a X Az)e+ (a % bx)Te +a X ¢+ |a] X eg €ny1 + |a| X edenio + la| X ex€nts, if a <O0.

For the multiplication (a non-affine operation), the following computations are performed:

ZUA\X?: 6TA><E+bz:€+C>< —|—e§en+1 + ey €nta + Ex€ngs, (3)
Ay = ¢yAp + oAy + bbl,
with by = cybg+cgby,
Cx = CzCy.

The computations of the errors e, e, e are not so obvious, but are quiet difficult and atten-
tion must be paid on it, see [10].

Therefore, this technique allows to construct a new inclusion function based on this general
quadratic form; i.e. one converts all interval vector with dimension n into n general quadratic
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forms which correspond to each occurrence of each variable, the computations are performed
using operations between general quadratic form and then, the result is converted into an
interval. This resulting interval encloses rigorously the range of the function over the consid-
ered box (interval vector). This technique defines a new automatic tool for the computations
of bounds for a function over a box. One denotes by GQF an inclusion function constructed
such a way (using general quadratic forms).

Example 1. The interest of this general quadratic form can be illustrated on this simple example
f(z1,22) = 2229 — 2122 0ver [—1, 3)%. We have:
2 2 _ 2 2
rixe —x1wy = (1 —2€1)%(1 —2€e2) — (1 — 2€1)(1 — 2¢2)
= (1 —4e; +4€3)(1 — 2e2) — (1 — 4en + 463)(1 — 2¢1)
= (1 —4eq + 46% — 2€9 + 8e1€0 — 86%62) + (—1 + 4deg — 46% + 2€1 — 8€1€9 + 8616%)
= 21 + 269 + 467 — 4l — 8c ey + 8163

m AF(X) = [2¢1 + 2¢g + 40e3] = [—44, 44), with e, 41 = €3 € [—1,1].

m GQF(X) = [~2¢1 + 26 + 4€3 — 4€3 + 16¢5] = [—24,24], with €,13 = €5 € [—1,1].

. NE(X) = X12X2 - X1X22 = [_173]2[_173] - [_173]2[_173] = [_9727] - [_9727] =
[—36, 36].

In that case, NE is better than AF but GQF is the most efficient.

In [10], some theoretical properties about the efficiency of the bounds of such a technique
are reported. Furthermore, the extension into reliable forms are defined by replacing all the
floating point coefficients by intervals and by replacing all the operations by rounded inter-
val operations. Thus, the bounds computed by introducing interval components inside the
general quadratic form become reliable; no numerical error can occur performing these com-
putations. The bounds are also guaranteed.

3. Application to Rigorous Global Optimization

The main global optimization algorithm is based on a classical Branch-and-Bound technique
due to Ichida-Fujii [12]. To show the efficiency of the use of general quadratic forms, the
computations of the bounds are replaced inside this algorithm. One can speak here about rig-
orous global optimization because the bounds are numerically guaranteed; all the computed
bounds are reliable using the four techniques presented above NE, T, AF and GQF. In or-
der to show the efficiency of such an inclusion function based on the general quadratic form
some multivariate polynomial problems are taken into account, see Table 1. All these prob-
lems are solved by a basic interval Branch-and-Bound algorithm due to Ichida-Fujii, see [12].
This algorithm is modified in order to determine the global minimum f* with a maximal accu-
racy (by solving the problem with an accuracy divided by 10), see [10]. In fact, the algorithm
stops when the new precision (divided by 10) of the global solution cannot be improved after
a consequent computational effort (here 100000 iterations).

In Table 1, we summarize for each polynomial problem, the initial domain of research and
the global minimum f*. Generally, these functions came from the literature [8,9,12]; f5 is the
well known Golstein Price function and f5 a function due to Ratschek.

All these numerical tests have been performed on a HP-UX, 9000/800, 4 GB memory, quadri-
processor 64-bit processor, computer from the Laboratoire d’Electrotechnique et
d’Electronique Industrielle du CNRS/UMR 5828 ENSEEIHT-INPT Toulouse. The codes
have been developed in Fortran 90. The algorithm uses iteratively the following inclusion
functions: natural extension into interval NE, a technique based on Taylor expansions at the
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Functions Initial Domain of Research Global minimum
fi(z) = 2320 + 232323 — 20321 + 3x2xias X =[-10,10]° fr = —1042000
fo(x) = [+ (1 + 22+ 1)° X =1-2,2" f5=3

(19 — 1421 + 35 — 14x2 + 6x122 + 323))]
x[30 + (221 — 322)?
(18 — 32z1 + 1223 + 4825 — 36z 122 + 2723)]

fa(z) = 4x? — 2x1 20 + 423 — 2wox3 + 423 — 2x314 X =[-1,3] x [-10, 10]x f3 =5.77
+4a? + 221 — 22 + 3x3 + 514 [1,4] x [-1, 5]

fa(z) = 230 + 2iz32] — 2021 + 3x2xiws X = [-10,10]° fr = —1667708716.3372
—gadrin}

fs(z) = 4o — 2.127 + 2§ + z122 — 423 + 4a3 X = [-1000, 1000]? fi = —1.03162845348366

Table 1. Test Functions.

Pbs | NE T, AF GQF
CPU €p #its CPU €p #its CPU €p #its CPU €p #its
fi 0.61 1078 248 146.1 107%® 9148 | 1.01 107% 314 1.97 107% 269

fa 612.0 1 117652 | 9.88 107! 6536 | 6.12 107'* 1849 | 3.23 107'* 1071
fs 307.6 107! 47738 | 135.8 107'* 10980 | 13.41 107'® 5495 | 15.76 107'® 4121

fa 0.60 107° 257 — — — 17.1 107* 3278 | 7.55 107° 626
fs 3.93 107? 13125 2.61 107" 4431 | 8.52 107 3009 | 4.24 107 1553
avg | 184.8s 35784 | 73.59s 7774 | 9.2s 2789 | 6.5s 1528

Table2.  Comparative Tests between Different Reliable Inclusion Functions

first order Ty, AF and GQF. All these inclusion functions use the double precision floating
point representation.

The first thing that we must compare is the accuracy (¢,) obtained by each method. There-
fore, considering equal accuracy, the CPU-times (CPU) and the number of iterations (# its)
can then be compared.

Table 2 shows that, the obtained accuracy (e,) are quiet similar for all the considered inclu-
sion functions (GQF is always the most efficient) except for the natural extension NE which
is clearly less efficient (for f2, f3 and f5); this remark is not true when the functions f; and
fa are considered, because those functions are particular examples constructed to show that
sometimes the inclusion function T can be inefficient (here the global optimum is on a side
of the initial domain). — in Table 2 means that the inclusion function T'; cannot produce a
result with an accuracy 1 in 100000 iterations; this case is not taken into account for the av-
erage of T1. Furthermore, the inclusion function T is less efficient when the problems have
a relatively high number of variables (4 or 5) because the computations of enclosures of the
gradient become very expensive, considering the CPU-time, by using an interval automatic
differentiation code, [7].

Considering the average in Table 2, the interval Branch-and-Bound algorithm associated
with GQF proves is own efficiency on these 5 examples providing the best accuracy for all
cases, the best CPU-time average and the best average for the number of iterations. A gain
around 30% is denoted comparing both CPU-time and number of iterations between GQF
and AF. The gains induced by the GQF method are important even if the polynomial func-
tions are quiet simple in the sense that the so-generated quadratic forms are not dense (a lot
of elements of the matrix are equal to 0).
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To summarize, these numerical results show that interval Branch-and-Bound algorithm
based on the GQF inclusion function are the most efficient. Furthermore, this seems to be
emphasized when a critical size of the problem is reached (4 or 5 variables) and also if the
degree of the considered polynomial function is relatively high (> 4).

4, Conclusion

In this paper, one recalls the interest to construct new inclusion functions for solving global
optimization problems by using an interval Branch-and-Bound algorithm. On five numerical
tests, one shows the efficiency of the bounds computed with our general quadratic forms lead-
ing to solve difficult global optimization problems in only a few seconds for a high required
precision.
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Abstract The search for a point set configurations of the R3 space which contains the smallest value of the
Euclidean Steiner Ratio is almost finished. In the present work we introduce some analytical meth-
ods which aim to support a famous conjecture of Discrete Mathematics literature. The relations of
this problem with that of molecular architecture in terms of motivation as well as application of the
formulae obtained is also emphasized.

Keywords: Euclidean Full Steiner Trees, Steiner Ratio Function, Macromolecular structure modelling.

1. Introduction

One of motivations for modelling the macromolecular structure is the careful observation of
the protein data banks. In the present stage of macromolecular evolution, the site of the atoms
in a biomacromolecule can be modelled by Steiner points of an usual Steiner Problem. This
is the Steiner Tree modelling with three edges converging at a Steiner Point and each pair
of edges making angles of 120° therein. This looks as a last stage in the Nature’s plans for
modelling these structures since it can be shown that this tree conformation is the most stable
one [1]. After an exhaustive series of computational experiments by working with evenly
spaced given points along a right circular helix of unit radius or,

P, = (cos(jw), sin(jw), ajw); 0<j<n—1 1)

where w is the angular distance between consecutive points and 27« is the helix pitch, we
get a sequence of Steiner points in a helix of smallest radius and the same pitch 27a, i. e,
belonging to the same helicoidal surface. All the experimental results led to write the formula
for angular distance of consecutive Steiner points along the internal helix as [2]

wyg = arctan Ik +27r[z—k]+7r[m}, 1<k<n—-2 2)
Tp 2mo 2

and w1 — wi = bw + ¢, with b = 1, ¢ = 0. The squared brackets stand for the greatest integer
value and m =1, 2, 3, 4, according to the quadrant of the angle arctan (Z—Z)

We have worked with a modified version of a famous algorithm [3]. This reduced search
space version of the algorithm was developed in 1996 and is available at http://www.biomat.org
/apollonius.

From eq. (2), we write the Ansatz for the Steiner Points S (zx, Y, 2k) as

Sk(r(w, @) cos(kw), r(w, ) sin(kw), akw), 1<k <n-—2. 3)
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By forming a Steiner tree with points P; and Sj, with a 3-Sausage’s topology [4], we can
obtain from the condition of edges intersecting at 120°, an expression for the radius function
r(w, ) or:

r(w,a) = S 4)
’ VA1 + A))
where
Ap=1—2cosw. (5)

The restriction to full Steiner trees can be obtained from eq. (1) alone. We then have for the
angle of consecutive edges formed by the given points

(1 + A1)2
2(2w? +1+ Ay)’

1
~3 < cosf(w,a) = -1+

(6)

2. The generalization of the formulae to sequences of
non-consecutive points

The generalization of the formulae derived in section 1 to non-consecutive points [5] along
a right circular helix is done by taking into consideration the possibility of skipping points
systematically to define subsequences. Let us consider the subsequences of fixed and Steiner
points respectively.

P o, = Piv P Piams oo Py @

(Sk)m, ik, © Sks Sktmy Sk+2my s Skgtk,,m 8)

max*

with0<j<m-1<n-1, 0<k<m-1<n-—2and

. —j-1 — k-2
lgnaw = [i] ; lfmzm = |:n7:| (9)

m m

where (m — 1) is the number of skipped points and the square brackets stand for the greatest
integer value. It is worth to say that the sequences (1) and (3) correspond to (Pp)1,,—1 and
(S1)1,n—2 respectively.

The n points of the helical point set are then grouped into m subsequences and we consider
a new sequence of n given points which is written as

(10)

J
mazx

m—1
Pj = U (Pj)mJ
j=0

Analogously, a new sequence for the union of the subsequences of the Steiner points is

introduced in the form
m—1

Sk =1J (Sk)m.in (11)

»'max
k=1

If the points Pj iy, Sk+im are evenly spaced along the helices, their coordinates are given
analogously to egs. (1) and (3) of section 1. We can write,

Pjtim (cos(j + Im)w,sin(j + Im)w, a(j + Im)w) (12)

Sktim (rm(w, ) cos(k + Im)w, rp (w, @) sin(k + Im)w, a(k + Im)w) . (13)
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We can now form Steiner trees with the points P;,, and Sy, with the 3-Sausage’s topol-
ogy. We get from the condition of an angle of 120° between each pair of edges meeting at a
Steiner point, the expression of radius 7, (w, @),

maow
m\W, B e ] 14
im0 = e =
where
Ap, =1 —2cos(mw). (15)

The restriction to full Steiner trees is now obtained from the points P;,,, only and we have

(1+ Ap)?
2(m2a?w? + 1+ Ay,)

—% < cos O (w, ) = =1 + (16)

3. A Proposal for a Steiner Ratio Function

After a straightforward but tedious calculation, we get that the Euclidean lengths of the m-
spanning tree and of the m-Steiner tree for a great number of fixed points, n >> 1, are given

by

5w, ) = nv/m2a2w? + 1+ Ay, (17)
m Am
lgr =n{1+mow A ) (18)
The usual prescription for the Steiner Ratio Function (SRF) lead us to write
Am
mrribn(l + maw o Am)

(19)

plw, o) =
miny/m2a2w? + 1 + A,
m

The “min” in eq. (19) should be understood in the sense of a piecewise function formed by

the functions corresponding to the values m =1, 2, ..., n — 1.

The restriction to full trees is applied by remembering that for 3-dimensional macromolec-
ular structure there is not tree built from partial full trees. The tree which represents the
“scaffold” of the structure is itself a full tree or it is completely degenerate. It is seen that the
surfaces corresponding to eq. (16) for m > 2 violate the inequality there for a large part of
their domain. The surface for m = 1 has the largest feasible domain. Our proposal for the SRF
function of a helical point set should be written then as

1+ aw/4
plw,a) = — i (20)
min vVm2a2w? + 1 + A,
We can also suppose necessary bounds on p(w, ), or
? < plw,a) <1 1)

where the first inequality stands for the Graham-Hwangs’s greatest lower bound [6] for the
Euclidean Steiner Ratio.
The corresponding w-region is given by

arccos(1/4) < w < 27 — arccos(1/4). (22)
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For the region defined by egs. (21) and (22), we can define the unconstrained optimization
problem of eq. (20) in the form

p(w, a) = max pp(w,a) (23)
where the surfaces p;, (w, «) are
14 aw,y /22
pm(w, @) = - 24)

C Vm2a20? + 1+ A,

The first three surfaces meet at a possible global minimum of the surface (20) or (23). Fur-
thermore, in this point, beyond the 3-Sausage’s topology for the Steiner tree structure we also
have a 3-Sausage’s configuration for the fixed points or the familiar set of vertices of regular
tetrahedra glued together at common faces [7]. This non trivial solution can be written

wr =T — arccos(2/3);  ar = V30 [9(r — arccos(2/3))] (25)
and
p(wr, ag) = 1—10(3x/§ +/7) = 0.78419037337... (26)

which is the value assumed by the main conjecture of authors of ref. [4] for the Steiner Ratio
in R3 with Euclidean distance.
It is worth to notice that there is always a pair of values which give the same value of p,

namely (w, o) and (27TN —w, %) , N € 7Z. This means that

@ = m 4 arccos(2/3), @ = V/30[9(r + arccos(2/3))]

correspond to the same p-value, eq. (26).

4. The Existence of a Global Minimum. The Weierstrass
Theorem

The use of the Weierstrass Theorem has as a requirement the definition of a compact domain.
We shall define it in the diagram below where we have depicted the curves p,, = 1, m =
1,2,3,4,5.

The compact region can be defined as

(Hpy — U Hpy) ﬂ {(w, )| arccos(1/4) < 27 — arccos(1/4)} (27)
k> 2

where Hpy, Hpy, are the hypographs of the functions p; = 1, p = 1, respectively. Since the
functions py(w, o) are continuously decreasing from the boundaries of this compact domain
towards its interior, the Weierstrass Theorem guarantees the existence of a global minimum
inside it.

5. Concluding Remarks

This work is one of the last steps in our effort to proof the Smith+Smith Conjecture. There
are also nice results to be reported about the study of configurations in the neighbourhood
of this value of the Euclidean Steiner Ratio. They are associated to a continuous description
of molecular chirality [8,9] and their influence in the strengthening of molecular interaction.
Studies of this subject are now in progress and will be published elsewhere.
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Figure 1.  The compact region to be used in the Weierstrass Theorem w; = arccos(1/4), wy = 2w — arccos(1/4)
according the Graham-Hwang’s lower bound.
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Abstract According to the superposition principle time-resolved spectra may be described by a product of
concentration profiles and spectra of components. We review here methods for fitting the resulting
separable nonlinear spectrotemporal model based on alternating least squares and variable projec-
tion algorithms. Comparison of the algorithms on simulated spectrotemporal data reveals that the
variable projection-based techniques are advantageous in terms of iterations and function evalua-
tions required to convergence, sensitivity of computational efficiency to starting values, and accu-
racy of linear approximation standard error estimates of parameter values.

Keywords: Time-resolved spectra, global analysis, separable nonlinear models, variable projection, alternating
least squares.

1. Introduction

In many applications (an overview of which is found in [5]) it is possible to separate the pa-
rameters z of the unconstrained minimization problem Minimize p(x), z € R™ into x = (y, 2)
where y € RP, z € RY, p + q = n, and the subproblem

Minimize ¢(y, z), (1)

is an overdetermined linear system with the parameters y occurring linearly (the parameters
y are termed conditionally linear, since they may be found by solving a linear optimization
problem given fixed nonlinear parameters z). Then the n-dimensional unconstrained problem
may be replaced by the g-dimensional problem

Minimize o(y(z), 2), )

where y(z) denotes a solution of (1) which must be computed each time ¢ is evaluated. A
problem in which the variables separate in this sense is

Minimize || vec(F(z2)H — G) ||2 3

where F' € R™*? is a matrix determined by nonlinear parameters z, H € R"*P is a matrix
of conditionally linear parameters, G € R™*" is a response matrix, and vec(.) denotes trans-
formation to a vector representation. A problem of the form contained in (3) arises in fitting
spectrotemporal models to time-resolved spectral measurements collected in a matrix ¥ of m
time points and n wavelengths, the columns of which represent decay traces and the rows of
which represent time-gated spectra. By the superposition principle, application of a kinetic
model describing the evolution of the concentrations ¢;(¢) of components contributing to ¥
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results in a model of general form

U=C@E"+2= > ald)ef +E 4

where C'is an m by ncomp matrix dependent on intrinsically nonlinear parameters ¢, with
Neomp Tepresenting the number of distinct components contributing to ¥, E' is an n by ncomp
matrix of conditionally linear parameters, and Z is an m by n residual matrix with spherical
Gaussian distribution [13]. The ¢; (columns of C) represent concentration profiles of compo-
nents contributing to . The e; (columns of E) represent spectra of these components. Data
of this form arises in the investigation of photophysical systems by means of time-resolved
optical spectroscopy; typical experiments result in ¥ containing on the order of 1,000-100,000
measurements. Estimates for nonlinear parameters ¢ describing the evolution of component
concentrations and conditionally linear parameters £ describing the component spectra pro-
vide a concise description of ¥ and yield insight into the underlying system dynamics.

2. Optimization methods

In seeking ¢ that solve
Minimize || vec(C(¢)ET — W) || ®)

both the alternating least squares method (e.g., [3], [14]), and the variable projection method
([9], [13]) are often applied. [14] states “alternating least squares regression is rapidly becom-
ing the most commonly used method to solve spectroscopic image analysis problems based on
either a bilinear or trilinear model”, despite “slow processing speed due to convergence prob-
lems”. Here alternating least squares and several variants of variable projection are presented
in terms of their gradient in ¢-space.

We consider two gradients derived from variable projection: the original method intro-
duced by Golub and Pereyra [6], [4] (GP), and the approximation introduced by Kaufman [7]
(KAUF). The alternating least squares gradient (ALS) gradient we consider was introduced
by Wold [15] as NIPALS. We also consider a finite-difference approximation of the gradient
(NUM).

Using the notation of [1], let the derivative of C' with respect to the nonlinear parameters be

denoted Cy, = ;%. Applying the QR decomposition, C' = QR = [Q1 Q2][R11 0]7, where Q is

m x m and orthogonal and R is m X ncomp. Assuming C is of full column rank, C* = R7QT.
Using E7(¢) = CtU, the matrix of residuals ¥ — C(¢)ET = (I — C(¢)C*(4))¥. The algo-
rithms ALS (both the ALS-GN and ALS-LS variants), KAUF, GP, NUM may then be defined
as follows, where “convergence” is some appropriate stopping criterion. For compactness of
representation the iteration subscript s is suppressed.

AvrcoriTams ALS, KAUF, GP, NUM:
1. Choose starting ¢ approximately
2. For s := 1,2... until convergence do
Determine the gradient in ¢-space according to:
ALS:= —Cy,CTU
KAUF := —Q.QfC,Ct¥
GP:= —Q2QfCsCTV — Q1R CTQ,Q5 ¥

NUM := finite difference approximation of d(ljdiicﬂ\lf

¢s+1 = STEP(¢s, gradient, .. .)
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By basing our discussion and implementation of the ALS, KAUF, GP, NUM algorithms
on the direction in ¢-space that ¢ is incremented each iteration, we leave undetermined the
method (referred to as STEP in the description of the algorithms) of determining the step-size
in this direction, allowing the question of an optimal method to remain separate from the
differences in the gradient proscribed by each algorithm. We introduce two varieties of ALS
differing in the STEP method. The first (ALS-GN) makes a Gauss-Newton step given the ALS
gradient. The second (ALS-LS) makes a Gauss-Newton step augmented by a line search in
the gradient direction until the sum-square error (SSE) is seen to increase. For KAUF, GP,
and NUM, we use a Gauss-Newton step. Implementation of algorithms was based on the
nls package from the R language and environment for statistical computing [10]. Simulation
studies (utilizing the minpack package from [10]) have indicated that for all algorithms under
consideration, replacement of the Gauss-Newton step with a Levenberg-Marquardt step does
not alter performance.

We now summarize some prior results comparing subsets of the methods under considera-
tion. Ruhe and Wedin [11] have shown that for starting ¢ close to the solution, the asymptotic
convergence rates of KAUF and GP are superlinear whenever application of Gauss-Newton
to the unseparated parameter set (¢ + E) has a superlinear rate of convergence, and that
ALS always has only a linear rate of convergence. Bates and Lindstrom demonstrated that
for a simple model having a single nonlinear parameter the performance of KAUF and GP
was similar [1]. Gay and Kaufman also performed a comparison of KAUF and GP on mod-
els inappropriate for time-resolved spectra using datasets containing < 70 data points [8].
We have not found in the literature a clear comparison of alternating least squares and vari-
able projection methods for fitting time-resolved spectral data to appropriate models, despite
widespread application of both classes of algorithms.

3. Simulation

For a simulation study we generated data ¥ with neomp = 2, ¢ = {ki1,ka}, ¢ = exp(—kit),
where ¢; is the column of C' describing the /th concentration profile. The spectral shapes are
described by a Gaussian in the energy domain, with # = A7, so that

e1(pz, 05) = ai” exp(—In(2)(2(7 — py)/o5)?), (6)

where ¢; is the column [ of E describing the /th spectrum, with parameters y; and o5 for the
location and width of e;, and amplitude parameter q;.

Table 1. Rate constants, spectral parameters, and amplitudes for simulated ¥

component k Wi oi a
1 5 22 9 1
2 .6 18 8 2

The simulated data were inspired by real datasets [12], [13] representing a mixture of two
emitting states with close kinetic rate constants (lifetimes) decaying exponentially and with
overlapping spectra. The dataset was made to contain m = 51 time points equidistant in the
interval 0-2 ns and m = 51 wavelengths equidistant in the interval 350-550 nm. The simulation
parameters are collated in Table 1. Gaussian noise with zero mean was was added, with the
width ¢ of the noise distribution equal to 3 x 1072 of the maximum of the data.
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Figure 1. Contour map of the sum square of residuals ||[vec(¥ — CET)||? as rate constants k1, k> vary, at a
relatively large (Left) and relatively small (Right) scale. The progress of ALS-GN (red), ALS-LS (black), KAUF
(cyan), and GP/NUM (both blue) is depicted from starting values k1 = .1, k2 = 1; rate constant estimates after
each iteration are marked with a circle.

4, Results

For a simulated dataset, we have evaluated the SSE ||[vec(¥ — CET)||? as rate constants k1, ko
vary, with the result being the surface shown in Figure 1. Figure 1 also shows the values found
by each algorithm under consideration for each of 50 iterations from the starting values k; =
1,k = 1. KAUF, GP, ALS-LS and NUM converge on the same (globally optimal) solution
in 4 iterations, (note however that the performance of ALS-LS depends on the choice of an
efficient line-search method). ALS-GN is not convergent, and from this case study and others
we conclude that the Gauss-Newton step coupled with the ALS-gradient is not sufficient for
the solution of typical estimation problems in time-resolved spectral modelling.

Performance of the algorithms from a range of starting values and on variants of the dataset
under different noise realizations was examined. For cases in which the globally optimal
parameter values are located at the end of a valley with respect to the starting values, we
observe that the performance of ALS-LS is very much hampered in terms of iterations required
to convergence in comparison to KAUF, GP, and NUM. A plot of the SSE surface (as in Figure
1) in this case shows that ALS-LS follows a zig-zagging path between the walls of the valley,
toward the globally optimal solution to which it eventually converges.

In order to examine the properties of standard error estimates as returned by the fitting
algorithms under consideration, 1000 realizations of the dataset were simulated. For each
realization, the deviation(k) = k— k, where k is the estimated rate constant value, and k is
the value used in simulation, the (linear approximation) standard error (6;), derived from
cov(¢) = ¢2(JTJ)~1, where ¢2 denotes the estimated variance and J is the Jacobian (the gradi-
ent of the residual vector) evaluated at ¢, and the ratio of these two calculations (the studen-
tized parameter deviation [2], [12]), were calculated. Table 2 reports root mean square (RMS)
results.

At the level of precision collated in Table 2, results for NUM, KAUF and GP are identical.
NUM and GP only differ from KAUF in the 3rd decimal place of deviation/5;, and from each
other in the 6th. RMS deviation/d;, is expected to be 1 in linear models, and hence the degree
to which this ratio approximates 1 can be used as a measure of the applicability of the standard
error returned by the respective algorithms. Under the ALS gradient, 5 is much too small,
and not useful as a measure of confidence in parameter value estimates.

Likelihood-based confidence regions may be constructed around parameter estimates based
on the likelihood ratio between the sum square of residuals S(¢) = |jvec(¥ — CET)||? at the
solution and at values S(¢) around the solution as ¢ = {k1, ko } is varied. The confidence level
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Table 2. Root mean square deviation and standard error of nonlinear parameters

ALS-LS KAUF/GP/NUM
RMS deviation (k — k) k1 0.022 0.022
k2 0.025 0.025
RMS 6;, k1 0.00033 0.021
ko 0.00048 0.027
RMS (deviation/é674,) k1 55 1.3
ko 37 1.2
1 — v is determined as
S(p) — S(¢
1—a:F<P,N—P,(N—P)/PW> (7)

where F is the cumulative F-distribution, N = (times — n.om;)(wavelengths) = (51 — 2)(51),
and P = n¢ymp = 2. The resulting contour plot of confidence regions about the parameter
estimates is shown in in the left panel of Figure 2. For comparison, the linear approxima-
tion confidence regions calculated from cov(¢) for KAUF, GP, or NUM are shown in the right
panel of Figure 2. Note that the linear approximation confidence regions are slightly too small
as compared to the likelihood-based confidence regions, which is consistent with the slight
underestimation of 6, in Table 2, as measured by the overshoot of deviation/5;, to 1.

0.80
I
k2
0.70 075 0.80
I I I

065
I

0.60
I
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I
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Figure 2. For the dataset depicted in Figure 1, (Left) contour map of confidence levels 1 — « as determined by
Equation 7 as rate constants k1, k2 vary, (Right) linear approximation confidence regions as found using KAUF,
GP, or NUM for the same levels as at left. In both (Left) and (Right) the closed red circle marks the rate constant
values used in simulation, and the open red circle marks the globally optimal values found by KAUF, GP, NUM,
and ALS-LS.

5. Conclusions

We observe that the performance of GP, KAUF, NUM, and ALS-LS is equal or near-equal in
terms of the accuracy of returned parameter estimates after convergence. In terms of itera-
tions and function evaluations required to convergence, ALS-LS is not favorable in compar-
ison to GP, KAUF, and NUM. The lack of computational efficiency under ALS-LS is due to
the additional function evaluations necessary to perform the line-search each iteration, and to
sensitivity to the choice of starting values that results in estimates that zig-zag through param-
eter space over iterations from some starting values. The standard error estimates returned
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by KAUF, GP, and NUM are usable as a measure of confidence in the associated parame-
ter values, and allow, e.g., the construction of confidence regions about parameter estimates.
The standard error estimates returned by ALS-LS do not allow inference regarding the asso-
ciated parameter estimates, which is a significant drawback in practical application. Under
the criteria of computational efficiency and goodness of standard error estimates, we thus
conclude that variable projection based algorithms are advantageous over alternating least-
squares based techniques, and are to be preferred for application to this problem domain. Of
the variable projection techniques, the KAUF algorithm is the least computationally expen-
sive as evident from comparison of the equations determining the gradient. Hence we rec-
ommend that KAUF be considered the optimal variable projection-based technique for fitting
spectrotemporal models to time-resolved spectra.
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Abstract Robustness Programming is introduced as a framework for expressing Robustness optimisation
problems. Robustness bounding techniques can be used for feasible domain range reduction. Ro-
bustness bounding techniques are based on finding largest enclosed and enclosing shapes. Global
optimisation techniques are essential for finding Robustness bounds.

Keywords: Robustness Programming, Probability Theory, Global Optimisation.

1. Introduction

Consider a wooden table with 4 table legs, each with a diameter of 20cm and a tabletop that is
10cm thick. There are 10 persons sitting at the table, telling jokes and having a good time with
beer and wine. Suppose that the uncontrolable factors such as bumping and pushing against
the table, hardly moves the table. Since the desirable table properties such as stability and
maximum weight support appear not sensitive to the considered uncertainties, the table can be
called robust. A similar table, where the mentioned dimensions are twice as big, is probably
more robust. Apparently an object can have some level of robustness, since some objects can be
more robust than others.

As another example, consider a container of margarine. Typically the container is stored in
the refrigerator, but is warming up towards room temperature, during breakfast and lunch.
The daily cycle of cooling down and warming up can have an effect on the structure of the
margarine, such that over time the margarine does not look appealing anymore. A margarine
product which appears not to be effected by the temperature fluctuations can be called ro-
bust. A margarine product which maintains the desirable properties for the widest range of
temperature fluctuations has the highest robustness.

Robustness is related to uncertain uncontrolable factors. There exist alternative modelling
paradigms for modelling uncertainty and each gives rise to alternative measures for robust-
ness. For instance, Taguchi [8] and Markowitz [6] implicitly model robustness using the mean
and variance statistics. Ben-Tal [1] uses a binary approach: an object is either robust or not, i.e.
an object either maintains its desired properties under all possible conditions or not.

Focus is on the computation and optimisation of a robustness measure. The basic assump-
tions are, (i) that object requirements can be quantified and (ii) uncertain object properties
can be modelled mathematically as a function of controllable and uncontrollable factors. The
vector x represents the controllable factors, v the uncontrollable factors and S object proper-
ties are represented by the functions us(z,v) for s = 1,..,S. Non-negative values of us(z,v)
represent the desired object properties.

As a simplified food product design example, consider a product which is a mix of i =
1,...,I raw materials, where z; represents the proportion of raw material 7 in the mix. Let
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for instance xg represent the proportion of orange juice in the food product. It is likely that
the concentration of vitamin C in the orange juice will vary, depending on the country of
origin, weather conditions during growth and harvest period and storage time. Likewise,
there is uncertainty in the vitamin C concentration of the other raw materials. The vector
element v; represents the uncontrollable vitamin C concentration in raw material . If food
scientists determined that there should be at least 0.05% vitamin C in the food product, then
the following condition should be fulfilled:

uy(x,v) =v'x —0.05 >0 1)

For the general case, a set of uncontrollable factors can be defined for which it is certain that
the object properties fulfill the requirements:

H(z) := {v € V]us(z,v) >0,s =1,..,5}

where V is the set of all possible realisations of v. The set H(x) is called the Happy set, since
elements of this set correspond to the favourable situation that all uncertain object properties
are as intended. A design z is called robust, if and only if the design will perform as intended
for all possible variations in V:

H(z) =V <= "z is robust"

Consequently, we will say a design has some level of robustness, if the design only performs as
intended for a subset S C V of all possible realisations of v:

H(x) C V <= "z is less than robust"

Perhaps the most common approach in science for modelling uncertainty, is studied in the
science field called probability theory [4] [5]. In probability theory, the notions random vector and
probability space are formally introduced, which can be used to model a collection of uncertain
events. The following notation is used:

1. The probability space is defined as (V,V, Pr), with sample space or support set V.C R¥;
the o-field V of all subsets of V; a probability measure Pr : V — [0, 1] and by definition
Pr(0) =0and Pr(V) =1

2. The stochastic vector (in bold) v has realisations v in the support set: v € V.

3. The probability that v will have realisations in a subset S € V, S C V is formally denoted
with Pr (S). Also an informal notation is used, which makes reference to the connected
random vector: Pr{v € S} = Pr(S).

Under the assumption that it is appropriate to model the uncontrollable factors as stochastic
variates, authors such as Du and Chen [3], Bjerager [2] and Nie et al. [7] studied probabilistic
robustness computation and optimisation approaches with encouraging results.

Robustness R(z) can be expressed in a probabilistic way: the probabilistic robustness of an
object is the probability that an object will have desired properties:

R(z) = Pr{v € H(z)} ()

The framework for robustness optimisation problems is here defined as Robustness Program-
ming (RP) and can be formulated as:

R* = max[Pr{v € H(x)}] 3)

In practice, there is often not a closed form expression to compute (2). Alternatively, one can
estimate or find (exact) upper and lower bounds for (2). Typically estimation algorithms can
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be slow and can be inefficient to start with, in the context of robustness optimisation. An
improvement would be to explore efficient R(x)-bounding approaches to reduce the feasible
domain of z. The notation for upper bound is *R(z) and for lower bound is ~R(z). An
approach can be, to start with computing a lower bound for the optimum ~R* = max [~ R(z)],

followed by reducing the feasible domain e
X={z eR""R(z) >~ R*} 4)
and reduce RP roblem (3) to
R* = max [Pr {v € H(z)}] ®)

rzeX

The optimal bound solution ~z* corresponding ~ R*, can be used as a starting point when
using an iterative optimisation method.

Feasible domain range reduction is an application example of R(x)-bounding approaches.
From a practical point of view, only knowing the optimal R(x) bounds can already be valu-
able information and sufficient for decision making. One can conclude that R(x)-bounding
methods can be relevant in the context of robustness optimisation.

The R(zx)-bounding methods are based on the following basic principle: Consider an en-
closed shape ~“H(z) C H(x) and an enclosing shape TH(xz) D H(z). Based on these shapes, for
any two points z% and z® for which it holds that

“H(z?) 2 H(z") (2 H(a"))
it follows that
R(z") > R(x") (6)

Even without knowing the actual probability space of v. Of course, this method only works if
H(z) is bounded. In this study, three types of shapes in the v-space are considered:

N
1-norm (diamond): D(e,ry) = {v ERN Y |vp — | < Td}

n=1
2-norm (ball): B(c,rp) = {v ceRY|(v—c)(v—rc) < rg} @
oo-norm (cube): Cle,re) = {v € RN [Vicpan : —re < vy — ¢y <1}

where vector cis the centre of the shape and r4, 7, and r. the radius. By definition it holds that
D(e,rq) C B(e,m) C C(c, 1) 8)

for rq = 1, = r.. For simplicity reasons, the centre of the shapes is fixed at ¢ = E|[v]. For fixed
x, the smallest shapes enclosing H(x), are defined by

N
1-norm (diamond): T (c, max », |v, — cn|>

veH(z) n=1
2-norm (ball): B <c, max /(v —c¢)/ (v — c)> )
veH(x)
oo-norm (cube): tC <c, max max |v, — cn]>
n  veH(x)

For fixed z, the biggest shapes enclosed by H(x), can be determined by identifying that re-
quirement s, that is in distance closest to nominal value c. Alternatively, when blowing up the
shape, one should find out which constraint s, s = 1, .., S is touched first:

(e, =0})

2-norm (ball): B <c, msin mvin { (v—2c)(v— c)‘ ug(x,v) = 0}) (10)
ug(x,v) = O})

N
I-norm (diamond): ~D <c, min min { 37 |vn — enl
S v n=1

oo-norm (cube): -C (c, min min min { |vn, — cnl
n S v
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Any of the enclosed or enclosing shapes can be used for the computation of respectively a
robustness lower bound or upper bound. Since c is fixed, the radius of any of the shapes, is
proportional to the corresponding probability bound. Thus the comparison of the bounds,
can be based on the radius in combination with property (8).

The challenges for GO are two-fold:

1. For the maximisation and minimisation problems inside the definitions (9) and (10), it is
crucial to find global optima, since only in that situation a bound can be guaranteed.

2. The R(z)-bounding approach is competing with R(z)-estimation. In the situation a
Monte Carlo sampling approach for estimating R(z) and N samples are sufficient for
estimating R(x) at a satisfying accuracy level, then it only makes sense if the bounding
approach can find a bound within < N function evaluations. In practice this means fast
global optimisation routines are needed.

As an illustration see figure 1 where

u(z,v) =2 — (21 % (v — p1))* + (22 * (v2 — p2))°

and
H(z) = {v € R*|u(z,v) > 0}

and exogenous restrictions for the initial feasible domain are given by
X= {m € R2]2x1 = wg}

In the illustration E(v) = ¢ # p, such that graphically speaking: p is little above and to the left
from c. Let

n S v

ug(x,v) = 0}

“re(z) = min min min { |vn, — cnl

be the radius of the cube enclosed by H(z) and

tro(r) = max maX) |vn, — Cnl

n  veH(x

be the radius of the cube enclosing H(x). The left part of figure 1 illustrates the v-space and
the right part the = space. The lower left part of figure 1, illustrates the search for the largest
enclosed cube. The inner cube is a subset of H(x') which intersects with the closure of H(x')
and thus corresponds to the global solution for the optimisation problem in the definition
of ~r.(z!). The other three larger cubes are partially outside H(z!) and correspond to local
solutions for the optimisation problems in the definition of ~r.(z'). In figure 1, the happy set
corresponding point z!!! is enclosed by a cube with a radius identical to the radius of the cube
belonging to point z': ~r.(z!) =% r.(2'1). Without knowing the details of the probability
space (V,V, Pr), the bounds guarantee that the probability mass of H(z!') is smaller than or
equal to the probability mass of H(z!). Thus R(z') > R(2'!!). Therefore the feasible domain X
can be reduced to

X' = {z € X|z; <ai"}

A second illustration of the R(x)-bounding methods, is the application in the context of con-
ditional MC sampling for estimating R(x). In the situation that the probability mass of shape
~H(z) inside H(x) is known, then only samples outside ~“H(z) are needed to estimate R(z).
The largest diamond is an example of such an enclosed shape: ~D(c,” r5(x)) € H(x), with

N
~7%() = min min { o |on — enl| us(x,v) = 0}. Consider that Robustness Programming tech-
S v n=1

niques exist which can compute ~R(z) = Pr{v €~ D(¢,” r}(x))} efficiently and can generate
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P

z1={24]

Figure1. Illustration of R(x)-bounding by cube shape

conditional samples from v, outside “ID(c,” 7 (x)). These conditional samples can be used to
estimate Pr {v € H(z)|v ¢~ D(c,” rj(z))}, such that an estimate for

R(z) = "R(z)+ (1 — "R(z))Pr{v e H(z)|v ¢~ D(c,” rj(z))}

can be computed.

The standard error of the conditional MC estimate will be a factor (1 — ~R(z)) smaller, in
comparison to the standard error of an ordinary MC estimate. As a concequence, in expecta-
tion, the conditional MC approach requires less samples. Less samples means shorter com-
putation time. However, the conditional MC approach is more efficient, only in the situation
that the shorter computation time in the sampling stage, compensates the extra computation
time for finding the largest diamond.

2. Summary

Robustness of an object can be defined as the probability that uncertain factors have a favourable
effect on the object. Favourable realisations of the uncertain factors can be collected in a set,
which is called the Happy set.
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Robustness bounds can be defined, which are proportional to the radius of shapes enclosed
by the Happy set and shapes enclosing the happy set. Finding the radius of the largest en-
closed and smallest enclosing shapes, are global optimisation problems, where it is essential
to find global optima to guarantee a lower bound or upper bound respectively.

From an end-user perspective, the extreme values of robustness bounds, can be useful for
decision support. From a technical perspective, robustness bounding methods are useful in
the context of feasible domain reduction and efficient conditional sampling techniques.
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Abstract In this paper we suggest a new approach for solving disjoint bilinear programming problems. This
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1. Introduction

A number problems in engineernig design, decision theory, operation research and economy
can be described by the bilinear programming problems. For example, finding the Nash equi-
librium in bimatrix games [3,4] and bilinear separation problem in IR" [5] can be formulated
as specific bilinear problems.

In spite of external simplicity such problems are nonconvex. As is well known in non-
convex problems there exist a lot of local extremums or even stationary (critical) points, that
are different from global solutions. And classical methods of convex optimization [1] are not
applicable in such problems.

There are two types of bilinear programs: with joint constraints and with disjoint con-
straints. The former is more hard problem than the latter. But even for problems with dis-
joint constraints development of fast algorithm is complicated problem. Several methods
have been proposed in literature to solve jisjoint bilinear problems [6]). The aim of this pa-
per is to study the usefullness of Global Optimality Conditions approach, developed by A.S.
Strekalovsky [2], for disjoint bilinear programs.

2. Problem statement and d.c. decomposition of goal function

Let us consider the bilinear function

F(z,y) = (c,z) + (z,Qy) + (d, y), @)
where ¢, x € IR™; d, y € IR"; Qis an (m x n) matrix.

The disjoint bilinear programming problem can be written as follows:

F(l’, y) T max,
(z,y)

s.t.meXé{melRm|A:U§a,1:20}, (BLP)
yeY S {ye R"| By<b, y>0),

*This work was supported by RFBR Grant No. 05-01-00110
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where A is (m1 x m) matrix, B is (n1 x n) matrix, a € IR™, b € IR™. We will assume that X
and Y are bounded polytopes.

It is readily seen that goal function of (BLP) can be represented as difference of two convex
functions:

F(x7y) :f(xay)_g(xay)7 2)

1 1
whete f(z,y) = 7z + Qul + (e,2), glw,) = {llz — Qull* - (d, ).
Therefore Global Search Strategy for d.c. maximization problems may be using for solving
(BLP) [2].

3. Local Search

A searching of critical (stationary) points in nonconvex problem under consideration is one of
significant part of Global Search Strategy above mentioned. In this case definition of a critical
point depends on properties of the problem and the corresponding local search method.
Further we presented two local search methods in (BLP).
Let (x0, yo) be a starting point.

X-procedure.

Step 0. Lets:=0, z°:= xg.
Step 1. Find p,/2-solution y**! of Linear Program

<d + st7y> T m;i.X, y € Y7 (LPy)

Here
(d+2°Q,y"™) + ps/2 > Sl;p{<d +2°Q,y) |y e Y} (3)

Step 2. Find p,/2-solution x**! of Linear Program

(c+Qy**!,2) T max, z€ X, (LP,).
Here
(c4+ Qu*™ 2% + pg/2 > sup{{c + Qy* ™1, z) | z € X}. 4)
Step 3. If
F(x5+1,y5+1) . F($87y8+1) <, (5)

where 7 is accuracy of solution, then Stop, else let s :== s+ 1 and go to step 1.

The sense of this algorithm is to approximate solution of the linear programming problems
in z and y. This method is modification of algorithm from [3].
Further we formulate the convergence theorem for this method.

Theorem 1. Let F'(-) be bounded above function on X x Y and suppose ps > 0,s =1,2,... ioj ps <

+00. Then sequence of points (z*,y*) from X-procedure converge to (Z,y): !
F(z,y) 2 F(Z,y) VYyeYy, (6)
F(z,7) > F(z,y) VreX. ?)

The pair (z,y) is called the critical point of (BLP) if (6) and (7) takes place. This point is
global solution of (BLP) in x and y separately.



On solving of bilinear programming problems 197

When the algorithm stop (i.e. inequality (5) hold), we have approximate critical point of
(BLP).

Further notice features of the algorithm. First, algorithm is needed only = from (¢, yo) for
starting. Second, this point may be not feasible. In spite of the last fact, the convergence of
this method was proven.

Below we presented another "symmetric" method for local search in (BLP). This algorithm
is needed only yq from (zo, yo) for starting.

Y-procedure.

Step 0. Lets:=0, y°:=yo.
Step 1. Find p,/2-solution z**! of Linear Program

<C+ st’$> Tmax, T e Xa (LP:E)

Here
(c+Qy*, ) + ps/2 > sup{{c+ Qy°,x) | v € X} (8)

Step 2. Find ps/2-solution 251! of Linear Program

(d+2°71Q,y) 1 max, y €Y, (LPy).
Here
(d+2"7Q,y"t) + py/2 = sup{(d + 2" Q,y) | y € Y} 9)
Yy
Step 3. If
F(zth g5t — P2t %) <, (10)

where 7 is accuracy of solution, Then Stop, else let s := s 4 1 and go to step 1.

Theorem 2. In conditions of theorem 1 sequence (x*,y*) from Y-procedure converge to (Z,y), such as
(6) and (7) takes place.

Notice, that both above methods converges to the point with identical properties.

4. Global Search Algorithm

Since we not obtain the global solution by local search, further the global search algorithm is
presented.

Suppose (z°,4°) € D 2 XxYisa starting point, {7}, {dx} are sequences of num-
bers, 7,6, > 0,k = 0,1,2,..., 7, | 0, 0 1 0, (k — o0), Dir = {(u',v)),..., (W™, o) €

R™ ™| (u®,v%) #0, s=1,..., N} is set of vectors, vy_ 2 inf(g, D), v+ 2 sup(g, D), v and q are
scalars.

Global search algorithm

Step 0. Letk:=1, (zF,¢%):= (249, s:=1, p:=1, v:=7v_, Ay= (v —7)/q

Step 1. Beginning from (z*, §*) € D by X-procedure or Y-procedure obtain 7;-critical point
(2%, y*) € D in (P). Here F(z*,y*) > F(z*, g%). Let ¢ := F(2*,y").

Step 2. Compute point (u*, 7°) of level surface approximation of f(-) by (v®,v*) € Dir. Here
f(as7 63) =7+ Ck-

Step 3. If g(u®,0°) > v + v, thenlet s :== s + 1 and go to step 2, else go to step 4.



198 Andrey V. Orlov

Step 4. Beginning from (u°, 7*), by X-procedure or Y-procedure obtain d;-critical point (%, §°) €
D in (P).
Step 5. Find di-solution (zf, y3), f(x§,y5) = v + Ck, of level problem

(Vo f (=5, S)Hfj —23) + (Vo f (23, 95): 9° — v§) + 0r >
> Sup{(Vaf (2, 4),3° — 2) + (Vo f(2,9).5° ~ 1) : Foy) =7+ G} (D

x?y

Step 6. Compute

() =7 — 9@, 9°) + (Vaf (x5, 45), 2° — x5) + (Vy f(25,40): 9° — u5)- (12)

Step 7. If ni(y) <0, s < N, thenlet s := s+ 1 and go to step 2.
Step 8. If nx(y) <0, s = N, thenlety := v+ A~, s := p and go to step 2.

Step 9. If nx(y) > 0, then let (zF+1, gF+1) .= (2%,9%), k ==k +1,s:= s+ 1,p:= sand go to
step 1.

Step 10. If s = N, nx(y) <0, Vv € [y-,7+] then Stop.

)

Let us explain some steps and parameters of above algorithm.

On step 2 we construct the level surface approximation by the set of vectors Dir. On step 3
we examine the point of level surface approximation on applicability by the Global Oplimality
Conditions inequality (see [2]). Scalar v is a first parameter of algorithm. By this parameter we
can change accuracy of inequality on step 3. On step 4 we implement additional local search
instead of linearized problem solving (see [2]).

On step 6 we compute the quality assessment of algorithm’s iteration. On steps 7-10 we
check on stopping criterion and perform returns on internal (on points of level surface ap-
proximation and on parts of segment [y_,~.]) and external (on critical points) cycles. Scalar
q is a second parameter of algorithm. By this parameter we can change number of above
mentioned segment parts.

The testing of the developed algorithm performed on the special disjoint bilinear program.
This program is equivalent to finding Nash equilibrium point in bimatrix games [4].
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Abstract We propose a new genetic-like algorithm, GASUB, for finding solutions to different facility loca-
tion problems which are hard to solve. We deal with the p-median problem, the maximum capture ,
and the location-price problem with delivered prices. In each one of them, a given number s of facil-
ity locations must be selected in a set of potential locations, containing m location points, so as to
optimize a predetermined fitness function. Although these problems can be formulated as integer
linear optimization problems, they can only be solved by standard optimizers for moderately small
values of s and m. GASUB is compared with MSH, a multi-start substitution method widely used
for location problems. Computational experiments with location-price problems (the ones with the
more complex fitness function) show that GASUB obtains better solutions than MSH. Furthermore,
the proposed algorithm finds global optima in all tested problems, which is shown by solving those
problems by Xpress-MP, an integer linear programming optimizer [11].

Keywords: Combinatorial optimization, Discrete location problems, Stochastic algorithms.

1. Introduction

Location models have been developed to help decision makers in a variety of situations in
which new facilities have to be located to serve a set of users which are aggregated in a given
number of demand points (see [5]). These models can be classified in two big groups: Non-
competitive models and Competitive models, depending on a single player in the market is
considered or more than one. A detailed taxonomy can be found in the survey papers [3, 8].
In a non-competitive environment, the most important objective is minimization of trans-
portation costs, which are due to the interaction between users and facilities, being the p-
MEDIAN problem the basic model for many distribution systems (see [2]). In a competitive
environment, firms compete for users and the usual objective is profit maximization. Since users
are supposed to buy at the cheapest facility, strategic decisions on location and price have to
be made. Firms normally use either a mill price or a delivered price policy. Under mill pricing
(the seller sets a factory price, equal for all the customers in the market, and the buyer takes
care of carriage). A basic modelis MAXCAP (see [10]) in which a common mill price is set
by all competing firms; there is a finite set of possible facility locations; and the objective is
market share maximization (which is equivalent to profit maximization in this setting). Un-
der delivered pricing (the seller charges a specific price in each market area, which includes the
freight cost, and takes care of transport), there exist equilibrium prices that are determined by

*This research has been supported by the Ministry of Science and Technology of Spain under the research projects BEC2002-
01026 and CICYT-TIC2002-00228, in part financed by the European Regional Development Fund (ERDF). We are very grateful
with Dashoptimization for providing aXpress-MP license for testing.
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the facilities location (see [6] ), thus the location-price problem becomes a location problem
when firms charge equilibrium prices. To our knowledge, the resultant location problem only
has been studied in discrete space and it will be referred here as the MAXPROFIT problem
(see [4]).

The aim of this paper is to show that the above mentioned problems can be formulated
in the same framework and solved by using the same type of algorithms. By using integer
linear programming formulations of the problems, standard optimizers can be applied to find
optimal solutions to moderated size problems. By determining its fitness functions, heuris-
tics algorithms can be used to get good solutions for large size problems. We propose a new
genetic algorithm with subpopulation support, GASUB , which is related to a previous algo-
rithm given in [9]. The new algorithm is compared with the multi-start substitution heuristic,
MSH, a procedure widely used for many combinatorial location problems (see [2]).

2. The location problems formulation

We will use the following notation when necessary:

iL,wI=1,2...,n Index and collection of demand points

iJd=12,....m Index and potential sites for facility location

kELK=1,2..4q Index and pre-existing facility locations

w; Demand (or buying power) at point ¢

dij Distance between demand point ¢ and point j

D; = min{d; : k € K} Distance from demand point 4 to the closest pre-existing facility

NS ={jeJ:di <D;} Collection of potential locations for servers that are closer to point ¢
than the closest pre-existing facility

N7 ={je J:dij = Di} Collection of potential locations for servers that are at the same distance

to point 4 than the closest pre-existing facility

I"={iel:NSFUN; #£0} Collection of demand points that have at least one potential location for
server closer or at the same distance than the pre-existing facilities

t Unit transportation cost

s Number of new facilities to be built

In the p-MEDIAN problem, there is no pre-existing facility in the market (X = () and the
objective is to minimize total transportation cost between demand points and their closest
facilities. The following decision variables are defined:

- { 1 if a new facility is opened in j
i =

0 otherwise
x;; = proportion of demand at i served from site j

Then the problem is formulated as follows:

min ZZ twidijwij

i€l jeJ
s.t. Z Tij = 1, €l
j€J
(Py) vy <y;, ieljeld
>
jed
:L'Z'j 2 0
yj €{0,1}
In MAXCAP, there already exist some competing pre-existing facilities. Customer pays for
transportation and buys at its closest facility. If a new facility and a pre-existing facility are
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the closest to a demand point 4, then demand in 7 is divided so that a fixed proportion 6; of
customers buy at the new closest facilities, 0 < #; < 1. The following decision variables are
defined:

o 1 if a new facility is opened in j
Yi = 0 otherwise

o 1 if the new facilities capture demand point ¢
iz 0 otherwise

Zi =

1 if demand point i is divided
0 otherwise

then the problem is formulated as follows:

max Z wix; + Z O;w;z;

iel iel
st. x; < Z yj, 1€l”
jENS
zi < Z Yi, iel”
(P) JENT

vtz <1, i¢€l*

D uj=s
jeJ

2; 20,220
y; €{0,1}

In MAXPROFIT, facilities take charge of transportation and deliver the product to cus-
tomers. Each facility offers a specific price at each demand point. As result of price com-
petition, the optimal price a new facility can offer at demand point ¢ is the equilibrium price,
which is given by py,in + tD;, where pj,y, is the minimum selling price at the firm’s door. With
equilibrium prices, only the closest facility to a demand point ¢ can offer the lowest price in 7.
Then, the same rule as in MAXCAP is used for tie breaking when two or more facilities are the
closest to a demand point. Let p,e; = Pmin — Pprod, Where py,oq is the production cost, which is
supposed not to depend on site location. The following decision variables are defined:

o 1 if a new facility is opened in j
Yi = 0 otherwise
x;; = proportion of demand at i served from site j
1 if demand point ¢ is divided
Zy = .
0 otherwise

then the problem is formulated as follows:

max Z Z [Pret + H(D; — dij)Jwiw; + Z Pretbiwiz;
i€l* jeN< iel*
s.a. Z :Eij—l-ziﬁl, 1eI”
JENS
l’ijﬁyj, iEI*,jENf
(P3) w< >y, iel
JEN
5 -
jeJ
Tij > O, 2 = 0
Yj € {07 1}
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Problems (P;), (P») and (F3) can be exactly solved by standard integer linear programming
optimizers only for data of moderated size, which is due to the optimizer can not manage the
corresponding matrices when the cardinalities of I and/or J are very large. In fact, (P;) and
() have been proved to be NP-Hard (see [1,7]) and (P3) is also NP-Hard since it becomes

(P) by taking ppet = 1,t =0and x; = Z T

3. The GASUB algorithm

In this section the basic concepts, the algorithm, and the setting of the parameters are outlined.
First we will determine the fitness function for the above problems (notice that (P;) will be
considered as a maximization problem).

For each problem, once the y-variables are fixed (which means that s elements in the set ./
are selected), the optimal values of non y-variables can easily be determined. Let S C J be
any subset of s elements, we denote with d;(5) the distance from demand point i to the closest
location in S, d;(S) = min{d;; : j € S}. If we consider the sets I}, = {i : d;(S) < D;} and
I% = {i: d;(S) = D;}, then the fitness functions are given as follows:

p-MEDIAN: Ty (S) = = > w;di(S)

el
MAXCAP:  Ty(S) =Y wi+ »_ biw
ielg iel?
MAXPROFIT: TI3(S) = ppet( Y wi+ Y Ogw;) +1 Y (Di — di(S))w;
i€l i€l ielt

3.1 Problem encoding

A point (individual in terms of genetic algorithms) consists of a single string that is a collection
of m bits. The position of a bit in the string coincides with the index of the associated facility.
Because of the set S of selected facilities is predetermined for every problem, the number of
bits to 1 value must be fixed to the number of new facilities to be selected (cardinal of S). We
must consider this constraint when generating any search point.

3.2 Basic concepts

A key notion in GASUB is that of a subpopulation. A subpopulation would be equivalent to
a single individual, which is defined by a center, a fitness function and a radius value. The
center is a solution and the radius indicates the attraction area of this subpopulation.

Of course, this definition assumes a distance defined over the search space. For our combi-
natorial problem we define the Hamming distance. Because of the constraint of the problem,
where the number of chosen facilities and hence the number of bits (genes) to 1 is fixed, the
Hamming distance between any two feasible points (individuals) must be always multiple of
2.

The radius of a subpopulation is not arbitrary; it is taken from a list of decreasing radii that
follows a cooling schedule. The first element of this list is the diameter of the search space. If
the radius of a subpopulation is the ith element of the list, then the level of the subpopulation
is said to be i. Given the largest radius and the smallest one (r; and 7;¢,¢15, respectively) the
radii in the list are expressed by the exponential function

. Tlevels levleilsfl .
ri=2r | —— (1=2,...,levels). (1)

™
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The parameter levels indicates the maximal number of levels in the algorithm, i.e. the num-
ber of different ‘cooling’ stages. Every level i (i.e. for levels from [1, levels]) has a radius value
(r;) and two maxima on the number of function evaluations (f.e.) namely new; (maximum f.e.
allowed when creating new subpopulations) and n; (maximum f.e. allowed when mutating
individuals).

During the optimization process, a list of subpopulations is kept by GASUB and this subp —
list defines the whole population.

3.3 Input parameters

In GASUB the most important parameters are those defined at each level: the radii (r;) and
the numbers of function evaluations for subpopulations creation (new;) and optimization (n;).
These parameters are computed from some user-given parameters that are easier to under-
stand:

evals: The maximal number of function evaluations the user allows for the whole op-
timization process.It could be called as Whole Budget. Note that the actual number of
function evaluations may be less than this value.

levels: The maximum number of levels, i.e. the number of cooling stages.
max_subp_num: The maximum length of the subp — list.

Tlevels: The radius associated with the maximum level, i.e. levels.

3.4 The Algorithm

The GASUB algorithm has the following structure:

Begin GASUB
Initializing population
Mutation(n)
fori = 1 tolevels
Determine r;, new;, n;
Generation and crossover(new; /length(subp_list))
Selection(r;, max_subp_num,)
Mutation(n; /max_subp_num)
Selection(r;, max_subp_num,)
end for
End cAsuB

In the following, the different key stages in the algorithm are described:

Initializing population: A new subpopulations list consisting of one subpopulation with a
random center at level one is created. The center must have as many genes to 1 value as
the number of new facilities are being chosen.

Generation and crossover: For every individual in the subp — list, new random individuals
are generated, and for every pair of new individuals the objective function is evaluated
at the middle of the section connecting the pair (see Figure 1). All generated individuals
must satisfy the constraint of having a fixed number of genes to 1 value. If the fitness
value of the middle point is better than the fitness value of the center of the subpopu-
lation, then this individual will be the new center, keeping the same level value. If the
value in the middle point is worse than the values of the pair, then the members of the
pair are inserted in the subp — list. Every newly inserted subpopulation is assigned the
actual level value (7).
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generate random points

For every member do check middle points
PIA
‘ M1AB ce2 2
PIB
Cc1 rl

added on

level i

Initial species-list

at level i Final species-list ~ a
level i

if middle point is worse, then separate PA & PB - new species

Figure1.  Generation and crossover

As a result of this procedure the subp — list will eventually contain several subpopu-
lations with different levels (hence different radii). The motivation behind this method
is to create subpopulations that are on different ‘hills’ so ensuring that there is a valley
between the new species.

Selection: This procedure has two mechanisms, the first tries to fuse subpopulations that

are too close and the second selects the subpopulations that will be maintained in the
subp — list.

Fuse_species: If the centers of any pair of subpopulations from the subp — list are closer
to each other than the given radius, the two subpopulations are fused. The center of the
new subpopulation will be the one with the better function value while the level will be
the minimum of the levels of the fused subpopulations (so the radius will be the largest
one).

Select_species: It deletes subpopulations to reduce the list length to the given value.
Higher level subpopulations are deleted first; therefore subpopulations with larger radii
are always kept. For this reason one subpopulation at level 1 whose radius is equal to
the diameter of the search domain always exists, making it possible to escape from local
optima.

Mutation: It applies consecutive mutations to every center of every subpopulation. A muta-

tion means an interchange of one facility, so one gene of the center is changed from 0 to
1 and other gene is changed from 1 to 0, according to our problem encoding.

If when mutating an individual, its function value is better than the value of the center,
then this new individual will replace the center. At level i, the maximum number of
consecutive mutations applied to each center is n;/maz_subp_num.

Note that the fact that GASUB may terminate simply because it has executed all its levels.
The final number of function evaluations thus depends on the complexity of the ob-
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jective function. This behavior is qualitatively different from genetic algorithms which
typically run until a maximum number of function evaluations.

4. Computational experiments

For computational experiments we selected 1046 cities in Spain as nodes, and their popula-
tions as demand. The geographic coordinates and population of each city was obtained from
http:/fwww.terra.es/personal/GPS.2000 and http://www.ine.es, respectively. Distances were taken
as the Euclidean distances between cities and each city demand was taken proportional to its
population. All cities were chosen as location candidates (the set J) in all test problems.

In order to have an overall view on the performance of MSH and GASUB, we fixed ppe; = 1
and generated different types of problems, varying the number of pre-existing facilities (¢ =
2,4,6,8,10), the number of new facilities (s = 2,4,6,8,10) and the unit transportation cost
(t = 0.001,0.005,0.01,0.05,0.1). These 125 problems were optimally solved by using Xpress-
MP and their optimal values were used to evaluate the performance of both heuristics. All the
computational results have been obtained under Linux on a Pentium IV with 3GHz CPU and
2GB memory. The algorithms were implemented in C++.

Results show that the parameter ¢ practically doesn’t affect to the computational time, in
such a way that given fixed values for ¢ and s, the required times to solve the problem are
similar for different values of ¢. For this reason, graphics in Figure 2 showing the compu-
tational times are average values from the computational times obtained for the different ¢
values (0.001,0.005,0.01,0.05,0.1). Anyway it is interesting to remark that MSH do not get
optimal locations for some small values of ¢ and high values of s. On the other hand, GASUB
not only finds the global solution for all runs of every problem but also finds more than one
existing global optima. For instance, for ¢ = 4 two global optima were found by GASUB.

Computational results for g=2 Computational results for g=4

300 . ‘ : . T . 300 . ‘ . . T

Computational time
Computational time

4 L 1 L 1 L 1 L
02 4 6 8 10

Computational results for =8
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Figure 2. Computational results for q=2, 4, 6, 8
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Figure 2 shows four comparative graphics with computational results of the problems for
different values of the number of pre-existing facilities (¢ = 2,4, 6, 8). Each graphic shows the
average value of computational time (varying t) required for MSH and GASUB, for the five
values of s (2,4, 6,8,10). For cases where MSH doesn’t find the solution at all runs, we have
drawn a circle and the corresponding percentage of success on finding the global solution
(below 100%). Note that these are average values for different values of ¢. For those cases
where GASUB finds the two optima we have drawn a square.

5. Conclusions and future research

We have shown some basic discrete location problems which can be solved, exactly and ap-
proximately, by the same type of algorithms. Then we have proposed a genetic-like heuristic,
GASUB, to deal with large instances of these problems. This algorithm has been compared
with an optimizer, Xpress-MP, and a well known heuristic used for many location problems,
MSH. For this, 125 instances of MAXPROFIT have been solved by the three algorithms. Com-
putational experiments show that optimal locations can also be obtained by the heuristics.
MSH obtained optimal locations in 20% of the solved problems, while GASUB always found
optimal locations in the tested problems. An additional advantage of GASUB is that this al-
gorithm can generate more than one global optimum (in 8 out of the 125 solved problems),
the contrary happens with MSH and Xpress-MP which obtain only one optimum. Compu-
tational times for both heuristics increase significantly when the s value increases, which is
explained by the fact that the number of location combination exponentially increases when
the parameter s increases.

As future research we will conduct more experiments with instances of the three mentioned
models and we will compare GASUB with another genetic algorithm. Furthermore, a paral-
lelization of GASUB will be investigated in order to reduce computational times.
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Abstract In this paper we propose an algorithm which determines the path that minimizes the expected value
of an utility function over a dynamic probabilistic network with discrete real random variables (pa-
rameters) associated to each emerging arc. To obtain the optimal dynamic path from a source to
sink node, we use a generalization of Bellman first-in-first-out labelling-correcting algorithm used
to the determine the shortest path in directed networks with deterministic parameters associated
to each arc. Additionally some initialization techniques that improve the running times without
jeopardizing memory are also considered.

The topology of the networks is not known in advance, which means that we only have knowl-
edge of the incoming (outgoing) arcs, and their parameters, of some specific node once we reach it.
Thus the optimal path is determined in a dynamic way.

We also present computational results for networks with 100 up to 10000 nodes and densities 2,
5 and 10.

Keywords: Probability Networks, Expected Value of an Optimal Path, Dynamic paths, Utility Functions

1. Introduction

Suppose we want to obtain de optimal path in a directed random network, where the param-
eters associated to the arcs are real random variables following discrete distributions. The
criteria that has been chosen to decide which path is optimal is the one that minimizes the
expected value of an utility function over the considered network.

This methodology can be used in different applications, as energy network or data network,
where real on time optimal solutions are necessary.

Different types of optimal path problems over random probabilistic networks are consid-
ered in the literature. Considering networks with random parameters that are all realized at
once, the first publication belongs to Frank, [6] who determined the shortest path on a random
graph and presented a process for obtaining the probability distribution of the shortest path.

In 1991 Bard and Bennett, [2] developed heuristic methods based on Monte-Carlo simula-
tions for the stochastic optimal path with non-increasing utility function. Their computational
results regarded networks with 20 up to 60 nodes.

For the special case of acyclic networks Cheung and Muralidharan [4] developed a poly-
nomial time algorithm (in terms of the number of realizations per arc cost and the number of
emerging arcs per node) to compute the expected cost of the dynamic stochastic shortest path.

In 2004 Rasteiro and Anjo, [11] developed an algorithm to solve the stochastic optimal path
considering random continuous parameters associated to the network arcs.

In this paper we propose an algorithm which determines the path that minimizes the ex-
pected value of an utility function over a dynamic probabilistic network with discrete real
random variables (parameters) associated to each emerging arc. Our algorithm is a general-
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ization of Bellman first-in-first-out labelling-correcting algorithm used to the determine the
shortest path in directed networks with deterministic parameters associated to each arc.

The most common methods used to solve the classical deterministic shortest path problem
are the label-correcting methods. In this approach to each node i € N, (N, A) is a probabilis-
tic network where N' = {v1, ..., v, } is the set of nodes and A = {ay,...,a,} C N x N is the
set of arcs) is assigned a label (usually the distance or cost to the destination node) and put
into a queue. Then we scan through the nodes in the queue and update the labels, if neces-
sary. After a node is scanned it will be removed from the queue, and then some nodes may
be inserted or repositioned in the queue. The process is repeated until the queue is empty or
all labels are correct. There are several implementations of this methods including the first-
in-first-out algorithm of Bellman [3]. A review of these methods, which basic difference is the
way how the queue is manipulated, can be found in Ahuja et al [1].

We present computational results, for networks with 100 up to 10000 nodes and densities 2,
5 and 10, which prove that our approach is very efficient in terms of memory and time.

2. Problem Definition

In the stochastic shortest path problem a directed probabilistic network (N, A) is given where
each arc (i,j) € A is associated to the real random variable X;; which is called the random
parameter of the arc (i,j) € A. We assume that the real random variables X;; have discrete
distributions and are independent. The variables X;; are sometimes referred as cost, time or
distance.

The set of outcomes of X;; will be denoted by Sx,; = {d}j, d?j, . ,d;”j}. We will assume
that the dimension of Sk, , i.e, r is always a finite value. The probability of X;; assume the
value d! ; is denoted by pl ;-

If an appropriate utility measure is assigned to each possible consequence and the expected
value of the utility measure of each alternative is calculated, then the best action is to consider
the alternative with the highest expected utility (which can be the smallest expected value).
Different axioms that imply the existence of utilities with the property that expected utility is
an appropriate guide to consistent decision making are presented in [5,7-10]. The choice of
an adequate utility function for a specific type of problem can be taken using direct methods
presented in Keeney and Raiffa’s book.

The utility of the arc (i, j) € A in the optimal path is measured calculating the minimum
of the real random variables X;,, where w is such that the arc (i, w) € A, i.e, w belongs to the

forward star! of i. Thus U((i, j)) = m]1__1(1) Xiw-
werF (1
Associated to the path p, we define the real random variable

representing the random parameter of the loopless path p € P.

With the objective of determine the optimal path, we consider a real function/ : P — IR,
called utility function, such that for each loopless path p, U(p) depends on the random variables
associated to the arcs of p and is defined as

IThe forward star of node i is the set formed by the terminal nodes of its outgoing arcs.
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In the dynamic stochastic shortest path, we want to determine the loopless path p* € P
that minimizes the expected value of the utility function. The loopless path p* is called optimal
solution of the referred problem.

The problem can then be mathematically defined as

mi}DlU(p) = mi7131 E min X,
pE pE (i,j)GAU)E}-(Z)

= min E min Xy, | Vi (1)
((i,j)GAU)E}-(Z) )
s.t
1, i=s
> YY{ 0, i¢{st}
(i) €A -1, i=t
Yij € {071}

Since the constraint matrix is totally unimodular, by the integrality property, the solution of
the previous problem is equal to the solution of its linear relaxation.
In order to exemplify the problem consider the following network

5 0k 3
T 0k
1 0B
2 05
3 05 2
E 05

Figure 1. Network Example

The solution for the referred example is

L ={3;1;2:1}
6 1.5
0.5

Figure 2. Solution

which means that the dynamic stochastic optimal loopless path is the following
<1,(1,2),2,(2,3),3 >

with value 5.5.
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3. An algorithm

In order to build the algorithm consider the variables [, ...,[, associated to the linear relax-
ation of problem (1) constraints. Its dual is

max 1 — 1, )
s.t
li =1, <E (minwef(i) sz)

=0

VIIA

and thus the condition to obtain a dual feasible (which is the generalization of Bellman'’s equa-
tion) solution will be the main step of our algorithm.

We will denote by [[i] the actual label of node i, i.e, the actual minimum expected value of
the utility function from node i to the terminal node; L is the set of nodes already labelled
which will work as a first-in-first-out list; B(j) is the set of predecessor nodes of node j; F(7)
is the set of successor nodes of node i.

The solution to problem (2) is obtained using the following algorithm

Algorithm 1 {
Initialize /[terminal] = 0;
Initialize all label nodes (except the terminal) to "infinity";
Initialize the set L with the terminal node;
While L # () do
{
Remove node j from L;
For each i € B[j] do

)

If (1[i] > E(miny,e i { Xiw + w]})
Hr

{ i) = E (minye g { Xiw + Uw
I (i ¢ L)
} {L=Lu{i}}

}
}

When applying the above algorithm to the network example we observe that node 1 was
first labelled with 6 and inserted in L to be removed in order to label other nodes. Fortunately,
in this case, there were no predecessors of node 1 otherwise we would have had unnecessary
work since its label was in a future iteration improved! Thus improvements must be done!
One that is clear and solves this type of "wrong" labelling can be done by using the following

property.

Theorem 1. Let X and Y be two random variables with finite mean value. Then the following in-
equality holds E(min(X,Y")) < min(E(X),E(Y)).

The improved algorithm differs from the previous one only in the first step, since instead
of initializing the labels to infinity we initialize them to the labels obtained when running an
algorithm to obtain the shortest deterministic path from ¢ to s, considering the means of the
random variables associated to the arcs. The improved algorithm is
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Algorithm 2 {

Initialize [[terminal] = 0;

If (network is acyclic)
{Initialize all label nodes (except the terminal) using the
shortest path considering the mean of the arcs parameters};

else{network is cyclic}
{Initialize all label nodes (except the terminal) using the
maximum of the labels obtained when determining the shortest
path considering the mean of the arcs parameters};

Apply Algorithm 1 }

The result of applying the improved algorithm to the example network presented above is

©

L={321}

Figure 3. Solution with improvements

4. Computational Results and Conclusions

The computational effort of the proposed algorithms is highest in the calculation of the mini-
mum of real random variables since we have to compare the set of outcomes for each random
variable and then compute the resulting probability mass function. The time consumed on
this step of the algorithm is highly dependent of the density of the network and of the dimen-
sion of the set of outcomes of each random variable.

The algorithm was implemented in C++. The experiments were done on a Pentium IV 2.8
GHz with 256 Mbyte memory.

For each dimension 30 network topologies were generated. For each topology 30 arc prob-
ability mass functions were generated. The number of outcomes of each arc random variable
is 5.

The execution times presented, in seconds, are the mean of the 30 times obtained for each
topology.

In this paper we presented two algorithms, for acyclic and cyclic directed networks and
also two variants - one without initialization and other with initialization.

As it was referred the computational effort is highest when we want to determine the min-
imum of the random variables, and this is one of the features that has to be considered in
future theoretical work.

For the networks examples generated the obtained results are strongly encouraging either
in terms of time consuming or memory occupation.

To summarize the developed algorithms are very efficient to the proposed problems and
we think that they will also perform very well for real problems that can be modulated to fit
on our problem definition.
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Acyclic Networks (without initialization)
Time in seconds

500 nodes
100 nodes l:I
0.000 50.000 100.000 150.000  200.000 250.000  300.000
100 nodes 500 nodes

O density 10 10.330 266.551

& density 5 1.259 3351

B density 2 0.058 1.655
Figure4. Running times (seconds) for acyclic net-

works without initialization.

Cyclic Networks (without initialization)
Time in seconds

1000 nodes |

':I

100 nodes [
0 30 60 90 120 150
100 nodes 500 nodes 1000 nodes 5000 nodes

|D density 10 3.190 14.889 30393 150.451
|= density 5 0.333 1.792 4.004 17.056
|= density 2 0.004 0.018 0.038 0.180
Figure 6. Running times (seconds) for cyclic net-

works without initialization.
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Time in seconds
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Abstract In this contribution, we consider the multicriteria optimization of nonlinear dynamic systems in
the field of biochemical process engineering. For these problems, computing the set of optimal
solutions can be a challenging task due to their highly constrained and non-linear nature. Thus,
global optimization methods are needed to find suitable solutions.

We present a new multi-objective evolution strategy for dealing with this class of problems.
The proposed approach combines a well-known multicriteria optimization technique with a recent
stochastic global optimization method. The usefulness and efficiency of this novel approach are
illustrated by considering the integrated design and control of a wastewater treatment plant.

Keywords: Multiobjective optimization, evolution strategy, bioprocess engineering, nonlinear dynamic systems.

1. Introduction

For most real world applications, the optimization problem involves multiple performance
criteria (often conflicting) which must be optimized simultaneously. In general, there does
not exist a single solution which is simultaneously optimal for all the objectives. Instead, the
solution of a multi-objective optimization problem is a set of optimal trade-offs between the
different criteria, the so-called Pareto-optimal set (or Pareto front). All points in this set are
optimal in the sense that an improvement in one objective can only be achieved by degrading
one or more of the others. In the absence of any further information, no solution can be
considered better than another and, ideally, the entire Pareto-optimal set should be found.

In this work, we consider the multicriteria optimization of nonlinear dynamic systems in
the field of biochemical process engineering. Particularly, the integrated design and control
of bioprocesses is formulated as a nonlinear multi-objective optimization problem subject to
dynamic (differential-algebraic) constraints. As in the single-objective case, these problems
can be very challenging to solve due to the highly constrained, non-linear and sometimes
non-smooth nature of most bioprocess models [1]. Furthermore, the optimization problems
associated with the integration of design and control are frequently multimodal (non-convex)
as described by e.g. Schweiger and Floudas [7]. Thus, computing the Pareto-optimal set is far
from trivial and global optimization methods are needed to find suitable solutions.

Many methods have been suggested for finding Pareto-optimal solutions. Full reviews can
be found in the books by Deb [3] and Miettinen [4]. Traditionally, the most common strategy
is to combine multiple criteria into one single objective function (e.g. a weighted sum of the
objectives), or to optimize one of the objectives while the others are converting to inequality
constraints. In order to obtain different solutions, these approaches require solving repeatedly
a set of single non-linear programming (NLP) problems (e.g. by changing the weights), and
the solution depends largely on the chosen parameters.
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On the other hand, an increasing number of evolutionary, population-based, algorithms
have been developed in the last decade for handling multi-objective optimization problems.
Since a set of candidate solutions is used in each iteration, these methods are capable of finding
multiple Pareto-optimal solutions in one single optimization run.

In this contribution, we present an alternative multi-objective optimization approach which
is ultimately based on an extension of a recent Evolution Strategy (ES) for single-objective
NLPs. The proposed approach makes use of a well known multicriteria optimization method
to generate an even spread of points in the Pareto front. The usefulness and efficiency of this
novel strategy are illustrated by solving a wastewater treatment plant case study.

2. Problem Statement

Given a process dynamic model, the multi-objective optimization problem can be mathemat-
ically stated, without loss of generality, as follows:

Find v to minimize simultaneously

I, x,v) = [ Ji(k%,v), Ja(%,%,), ..., Jm(Zx,v) |1 1)
subject to:
fx,x,v) = 0 (2)
X(tg) = xo (©)
h(x,v) = 0 4)
gx,v) < 0 (5)
vl < v < VY (6)

where J is the vector of objective functions, v is the vector of decision variables, f is the
set of differential and algebraic equality constraints describing the system dynamics (i.e. the
nonlinear process model), x is the vector of state variables, h and g are possible equality and
inequality path and point constraints which express additional requirements for the process
performance, and v and vV are the lower and upper bounds for the decision variables.

The solution to this problem is a set of points known as Pareto-optimal. A feasible solution
v* is said to be Pareto-optimal solution if there is no v such that J;(v) < J;(v*), for all i =
1,...,m, with at least one strict inequality. The vector J(v*) is said to be non-dominated.

3. Multi-Objective Optimization Methods

Computing the Pareto-optimal set can be a very challenging task due to the highly constrained
and non-linear nature of most biochemical systems. In this regard, the ability of evolution-
ary, population-based, algorithms to deal with problems involving non-convex Pareto fronts
makes them attractive to solve highly nonlinear multi-objective problems. As a drawback,
a very large population size is usually required, which is translated into a large number of
Pareto-optimal solutions. Besides the associated rise in computational effort, such a large set
can be very difficult to handle, especially as the number of objectives increases. In order to
facilitate the selection of a suitable compromise, from a practical point of view it would be de-
sirable to generate only a small number of optimal solutions capturing the complete trade-off
among the objectives.

3.1 NBI-based Evolution Strategy

Here we propose a new multi-objective evolutionary algorithm which combines the recent
SRES (Stochastic Ranking Evolution Strategy) by Runarsson and Yao [6] with the Normal
Boundary Intersection (NBI) method developed by Das & Dennis [2].
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NBI transforms the original multi-objective optimization problem into a set of NLPs which
are solved sequentially. Mathematically, the so-called NBI subproblem is formulated as:

min —vy (7)
vy
subject to:
dw +yn=J(v) - J* (8)

® is the m x m pay-off matrix in which the i"* column is J(v}) — J*, where J* is the vector
containing the individual minima of objectives (i.e., the Utopia point) and v} is the minimizer
of the ™" objective; w is a vector of weights such that .7, w; = 1, w; > 0 and n is the unit
normal to the Convex Hull of Individual Minima (CHIM) pointing towards the origin. Thus,
®w defines a point in the CHIM and ®w + yn, v € R, represents the set of points on the
normal. In practice, the method uses a quasi-normal direction given by an equally-weighted
linear combination of the columns of ® multiplied by -1.

The solution to the above NLP is expected to be Pareto-optimal. If the NBI-subproblem
is systematically solved for an equally distributed set of weights w, an even spread of non-
dominated points can be obtained (Fig. 1). It should be noted that this technique requires
minimizing each objective function individually to find the utopia vector.

T2t 3v*) J

J(v,*)

Figure 1. How NBI works. Figure 2. Bounds for parameter ~.

The original MATLAB implementation works by solving the associated NLPs by means
of a Sequential Quadratic Programming (SQP) method. Thus, it can fail with non-convex
problems. In order to surmount this difficulty, the SQP solver can be replaced by a suitable
stochastic algorithm like SRES, which has been found to be efficient and robust even for large
nonlinear problems [1]. SRES is based on a (11,A)-ES where each member in the population A is
sorted according to the stochastic ranking scheme proposed for handling the constraints (see
Ref. [6] for details). The best i individuals are selected to create a new population of size .

The new approach proposed here takes advantage of the population-based component of
SRES to simultaneously solve the set of NBI-subproblems associated to an equally distributed
set of K weights vectors. This allows to generate an even spread of Pareto-optimal solutions in
one single optimization run instead of solving repeatedly the NBI-subproblem with different
weight vectors. This is done in the following way:

For each weight vector wy, k € {1,..., K}, a fitness function is defined as:

Yk =7 + Rp - EB?VB],J.; )

where hnp 1,x are the normalized equality constraints introduced by NBI (Eq. 8), Rp is a
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penalty coefficient, and 7;, is:

'V_k _ <1_ Y — Tmin >
Ymax — Ymin

For a bi-objective optimization problem, the upper bound 7, is defined as the euclidean
distance to the Utopia vector from the point in the CHIM given by w ., = [0.5,0.5]T (Fig. 2).
Similarly, the lower bound v, is the euclidean distance to the Nadir point, Jnadir (i-€., the
vector of upper bounds on each objective in the entire Pareto set), multiplied by -1.

In each iteration (generation), the basic procedure of the algorithm is as follows:

1. Foreachindividual j € {1, ...,\} evaluate the objective vector and the constraints;
2. Foreach weight vector k € {1, ..., K}

3 For each individual j € {1, ... A}

4, Evaluate the fitness function ¢, (Eq. 9);

5. Perform Stochastic Ranking;

6 Select the best uy, individuals (u; =~ A/(3K ));

7. Update the mutation strength (non-isotropic self-adaptation);

8. Mutate the (K - y11,) parents to create the new population of size A.

The algorithm has been implemented in Matlab version 6.5. For the sake of comparison,
we have made an implementation of the standard NBI in which the set of NLPs are solved
sequentially by means of SRES. Also, the original Matlab 5.0 implementation of NBI has been
rewritten for running on version 6.5 (with the FMINCON code, which is part of the Matlab
Optimization Toolbox).

4. Case Study: A Wastewater Treatment Plant

This case study, solved previously by Moles et al. [5] using a weighted sum approach, rep-
resents an alternative configuration of a real wastewater treatment plant located in Man-
resa (Spain). The process flowsheet (Fig. 3) consists of two aerated bioreactors, where the
biodegradable substrate is transformed by a microbial population (biomass), and two settlers,
where the activated sludge is separated from the clean water and recycled to the correspond-
ing reactor. The activated sludge in excess is eliminated via a purge stream (g,,). The aim of
the control system is to keep the substrate concentration at the output (s2) under a certain ad-
missible value. We consider a step disturbance to the input substrate concentration (s;), taking
the flowrate of the sludge recirculation to the first tank (¢r1) as the manipulated variable.

9 Si X;
912
sir, | fk
. P s; q; 922
xir; c
1 xd, 81 sir, | fk,
x; f---- .
! xb, xir,
X7
qr; q: qr;
qs
r r
o< 9 $e— 103
sr
Y xr
qp

Figure 3. Process flowsheet of the wastewater treatment plant.
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The dynamic model consists of a set of 33 DAEs (14 of them are ODEs) and 44 variables.
Three flow rates (¢,2, ¢-3 and ¢,) are fixed at their steady-state values corresponding to a given
nominal operational conditions. Therefore, this leaves 8 design variables, namely the volume
of the aeration tanks (v; and v9), the areas of the settlers (ad; and ads), the aeration factors
(fk1 and fks), and the gain and the integral time of a PI controller.

The integrated design and control problem is formulated to minimize a weighted sum of
capital and operation costs (J1) and simultaneously a controllability measure (.J2), taken here
as the Integral Square Error (1SE):

_ [ S = (o)) + (e2v3) + (czad?) + (caad3) + (cs fET) + (co fF3)

T=1 n= [ (10)

subject to:
» the 33 model DAEs (system dynamics), acting as equality constraints;

m a set of 152 inequality constraints which impose limits on the state variables, residence
times and biomass loads in the bioreactors, the hydraulic capacity in the settlers, the
sludge ages in the decanters, and the recycle and purge flow rates.

This problem was handled by solving the DAEs using an initial value problem (IVP) solver
(e.g. RADAUSD) for each evaluation of the objective vector and the constraints. The IVP solver
implemented in Fortran was called from Matlab using a mex-file interface.

5. Results and Discussion

First of all, the utopia vector was found by minimizing each objective function separately.
These NLPs were solved by means of SRES with a population size A = 100 and 100 genera-
tions. For the minimization of the economic function, SRES arrived at J; = 1023.01, with an
ISE of Jo = 25.7412. For the minimization of the ISE, the best value found was J5 = 0.2828,
with a cost of J; = 2596.33.

The NBI-based Evolution Strategy suggested here was applied with a set of weights K = 15
(the uniform spacing between two consecutive w; is 1/16). Population sizes A of 150 and 250
were used, and the algorithm was run for 500 generations in order to assure convergence. For
both population sizes, the best Pareto fronts obtained are quite similar (Fig. 4) and present
a very good distribution of points. Computation times! of 12 and 17 hours were required,
respectively, but it is important to mention that these times can be reduced since the majority
of points could be found with a lesser number of generations.

For the problem under consideration, an obvious conclusion is that a considerable improve-
ment of the economic objective can be obtained while maintaining a very good controllabil-
ity (low values of the ISE), but for a cost of about 1470, more economic designs can only be
achieved at the expense of a large increase in the ISE.

This problem was also solved using the standard NBI with the gradient-based solver, taking
as initial guess the optimal solution of the previous NLP. Fig. 5 shows the results obtained for
K = 15,20 and 30. For the majority of NLPs, FMINCON did not converge to a solution and,
although better points can be found as K increases, not all the solutions were Pareto-optimal.

When SRES is used as solver in the standard NBI, the initial population is created from the
solution of the previous NLP, including also the solutions of the NBI-subproblems that have
just been solved. For the chosen K = 15, the Pareto front was obtained after a computation
time of 43 hours, with A = 100 and 200 generations (Fig. 5). Although the Pareto-optimal set
is practically equal to that obtained using the NBI-based ES, the computational effort required
was about 3 times more.

I Computation times are referred to a Pentium IV-2.4 GHz
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Figure 4.  Pareto-optimal sets obtained with the Figure 5. Pareto-optimal sets obtained with the
NBI-based ES. standard NBI.
6. Conclusions

In this work, we have presented an alternative method for the multi-objective optimization of
nonlinear dynamic systems. The NBI-based Evolution Strategy has been specially designed
to produce an even spread of Pareto-optimal solutions in one single optimization run, instead
of solving repeatedly a set of NLPs. This novel approach has been successfully applied to the
integrated design and control of a wastewater treatment plant. A very good approximation of
the optimal trade-offs between cost and controllability has been generated with less compu-
tational effort than the standard NBI (using also SRES as solver). It should be noted that this
problem could not be solved satisfactorily with traditional gradient-based methods.

In the near future, we will consider selected case studies where the NBI-based ES will be
compared with other techniques. Also, new ideas will be suggested to increase its efficiency.
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In this presentation, the problem of global minimization of a multidimensional multiex-
tremal “black-box” function satisfying the Lipschitz condition over a hyperinterval D ¢ RY
with an unknown Lipschitz constant L is considered:

f7 = f@") = min f(z), 1)
lf(z") — f(@")| < L||l2’ — 2", 2',2" € D, 0<L < 0, ()
where
D =la,b] = {z € RY : a(j) < 2(j) <b(j), 1 <j < N}, ©)
a, b are given vectors in R, and || - || denotes the Euclidean norm.

The function f(z) is supposed to be non-differentiable. Hence, optimization methods using
derivatives cannot be used for solving problem (1)—-(3). It is also assumed that evaluation of
the objective function at a point is a time-consuming operation.

Numerous algorithms have been proposed (see, e.g., [1,2,4-10, 12]) for solving problem
(1)=(3). In these algorithms, several approaches for specifying the Lipschitz constant can be
considered.

First, it can be given a priory (algorithms of this kind were surveyed in [4,5]). This case is
very important from the theoretical viewpoint but is not frequently encountered in practice.
The more promising and practical approaches are based on an adaptive estimation of L in the
course of the search. In such a way, algorithms can use either a global estimate of the Lipschitz
constant (see, e.g., [8,9,12]) valid for the whole region D from (3), or local estimates L; valid
only for some subregions D; C D (see, e.g., [7,10,12]).

An interesting approach for solving problem (1)-(3) has been proposed in [6]. At each
iteration of this algorithm, called DIRECT, instead of only one estimate of the Lipschitz con-
stant a set of possible values of L is used. Due to its simplicity and efficiency, DIRECT has
been widely adopted in practical applications (see references in [1]). However, some aspects
limit the applications of DIRECT, especially when multidimensional multiextremal “black-
box” functions are to be minimized.

*This work has been partially supported by the following grants: FIRB RBAUO1JYPN, FIRB RBNE0O1WBBB, and RFBR 04-01-
00455-a.
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f(ai) f(bi)

Px.T) Px,T)

Fiqure 1.  Estimation of the lower bound of f(x) over an interval D; = [a;, b;].

The goal of this work is to present a new algorithm oriented to solving difficult multi-
dimensional multiextremal “black-box” problems (1)—(3). In the algorithm, partition of the
admissible region into a set of smaller hyperintervals is performed by a new efficient diagonal
partition strategy (see [8, 11]). This strategy allows one to accelerate significantly the search
procedure in terms of function evaluations with respect to the traditional diagonal partition
strategies (see, e.g., [9]), especially in high dimensions. A new technique balancing usage of
the local and global information has been also incorporated in the new method.

Following the diagonal approach (see [9]), the objective function is evaluated at two vertices
of each hyperinterval (see Fig. 1). The procedure of estimating the Lipschitz constant evolves
the ideas of the center-sampling method DIRECT from [6] to the case of diagonal algorithms.

Particularly, in order to calculate the lower bounds of f(z) over hyperintervals, possible es-
timates of the Lipschitz constant varying from zero to infinity are considered at each iteration
of the proposed diagonal algorithm. An auxiliary function is considered over the main diago-
nal of each hyperinterval D; = [a;, b;]. This function is constructed as maximum of two linear
functions P (x, L) and P (x, L) passing with the slopes 4 through the vertices a; and b; (see
Fig. 1). An estimate of the lower bound of f(z) over the main diagonal of D; is calculated at
the intersection of these two lines and is given by the following formula (see [7,9])

- 1 - -
Ri = Ri(L) = 5(f(a:) + f(bi) = Llbi —ail]),  0<L<L<oo. (4)
For any L > L, the value R; is the lower bound of f(z) over the diagonal [a;, b;], but not
over the whole hyperinterval D;. It is shown, that inequality

L> V2L

guarantees that the value R; from (4) is a valid estimate of the lower bound of f(z) over the
whole hyperinterval D;, i.e., .
R;,(L) < f(x), =€ D,

Numerical results performed to compare the new algorithm with two algorithms belong-
ing to the same class of methods for solving problem (1)—(3) — the original DIRECT algorithm
from [6] and its locally-biased modification DIRECT! from [1,2] — are presented. In the fol-
lowing, we briefly describe results of wide numerical experiments performed.
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Table 1. Number of trial points for GKLS test functions.
N A Class 50% 100%

r* p* DIRECT DIRECT! New DIRECT DIRECT! New
2 107* 0.90 0.20 111 152 166 1159 2318 403
2 10-* 0.90 0.10 1062 1328 613 3201 3414 1809
3 107° 0.66 0.20 386 591 615 12507 13309 2506
3 10-° 0.90 0.20 1749 1967 1743 >1000000 (4) 29233 6006
4 107° 0.66 0.20 4805 7194 4098 >1000000 (4) 118744 14520
4 10°° 0.90 0.20 16114 33147 15064 >1000000 (7) 287857 42649
5 1077 0.66 0.30 1660 9246 3854 >1000000 (1) 178217 33533
5 10" 0.66 0.20 55092 126304 24616 >1000000 (16) >1000000 (4) 93745
Table 2. Number of hyperintervals for GKLS test functions.
N A Class 50% 100%

r* p* DIRECT DIRECT! New DIRECT DIRECT! New

2 10-* 0.90 0.20 111 152 269 1159 2318 685
2 1074 0.90 0.10 1062 1328 1075 3201 3414 3307
3 1076 0.66 0.20 386 591 1545 12507 13309 6815
3 1076 0.90 0.20 1749 1967 5005 >1000000 29233 17555
4 1076 0.66 0.20 4805 7194 15145 >1000000 118744 73037
4 1076 0.90 0.20 16114 33147 68111 >1000000 287857 211973
5 1077 0.66 0.30 1660 9246 21377 >1000000 178217 206323
5 1077 0.66 0.20 55092 126304 177927 >1000000 >1000000 735945

In all the experiments, the GKLS-generator described in [3] (and free-downloadable from
http:/fwwwinfo.deis.unical.it/yaro/GKLS.html) has been used. It generates several classes of mul-
tidimensional and multiextremal test functions with known local and global minima. The
procedure of generation consists of defining a convex quadratic function (paraboloid) sys-
tematically distorted by polynomials. Each test class provided by the generator includes 100
functions and is defined by the following parameters:

N —problem dimension;
M —number of local minima;

f* —value of the global minimum;

*

p* —radius of the attraction region of the global minimizer;

r* —distance from the global minimizer to the vertex of the paraboloid.

The other necessary parameters are chosen randomly by the generator for each test function
of the class. Note, that the generator produces always the same test classes for a given set of
the user-defined parameters.

By changing the user-defined parameters, classes with different properties can be created.
For example, fixed dimension of the functions and number of local minima, a more difficult
class can be created either by shrinking the attraction region of the global minimizer, or by
moving the global minimizer far away from the paraboloid vertex.

In executed numerical experiments, eight GKLS classes of continuously differentiable test
functions of dimensions N = 2, 3, 4, and 5 have been used. The number of local minima
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Table 3.  Number of trial points for shifted GKLS test functions.

N A Class 50% 100%

r* P DIRECT ~ DIRECT/  New  DIRECT DIRECT/  New
2 107" 090 020 111 146 165 1087 1567 403
2 107* 09 010 911 1140 508 2973 2547 1767
3 10° 066 020 364 458 606 6292 10202 1912
310 090 020 1485 1268 1515 14807 28759 4190
4 10° 066 020 4193 4197 3462 37036 95887 14514
4 10 090 020 14042 24948 11357 251801 281013 32822
5 1007 066 030 1568 3818 3011 102869 170709 15343
5 1007 066 020 32926 116025 15071 454925 >1000000(1) 77981

Table 4. Number of hyperintervals for shifted GKLS test functions.

N A Class 50% 100%

r* p* DIRECT DIRECT! New DIRECT DIRECT! New
2 1074 0.90 0.20 111 146 281 1087 1567 685
2 107 0.90 0.10 911 1140 905 2973 2547 3227
3 107¢ 0.66 0.20 364 458 1585 6292 10202 5337
3 107° 0.90 0.20 1485 1268 4431 14807 28759 12949
4 107¢ 0.66 0.20 4193 4197 14961 37036 95887 73049
4 107° 0.90 0.20 14042 24948 57111 251801 281013 181631
5 1077 0.66 0.30 1568 3818 17541 102869 170709 106359
5 1077 0.66 0.20 32926 116025 108939 454925 > 1000000 685173

M was equal to 10 and the global minimum value f* was equal to —1.0 for all classes (these
values are default settings of the generator). For each dimension N we considered two test
classes: a simple class and a difficult one. The difficulty of a class was increased either by
decreasing the radius p* of the attraction region of the global minimizer (as for two- and five-
dimensional classes), or by increasing the distance * from the global minimizer xz* to the
paraboloid vertex (three- and four-dimensional classes).

The global minimizer 2* € D was considered to be found when the algorithm generated a
trial point ' inside a hypercube with a vertex z* and the volume smaller than the volume of
the initial hypercube D = [a, b] multiplied by an accuracy coefficient A, 0 < A <1, i.e,,

[’ () — &* (1) < VA®b() — a(i)) ®)

foralli, 1 <i < N,where N is from (3).

The algorithm stopped either when the maximal number of trials equal to 1 000 000 was
reached, or when condition (5) was satisfied.

In view of the high computational complexity of each trial of the objective function, the
methods were compared in terms of the number of evaluations of f(x) required to satisfy
condition (5). The number of hyperintervals generated until condition (5) is satisfied, was
taken as the second criterion for comparison of the methods. This number reflects indirectly
degree of qualitative examination of D during the search for a global minimum.

Results of numerical experiments with eight GKLS tests classes are reported in Tables 1
and 2. These tables show, respectively, the maximal number of trials and the correspond-
ing number of generated hyperintervals required for satisfying condition (5) for a half of the
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Table 5. Improvement obtained by the new algorithm with respect to DIRECT and DIRECTI.

N A Class GKLS Shifted GKLS
r p DIRECT /New DIRECTI/New DIRECT /New DIRECT!/New

2 1074 0.90 0.20 2.88 5.75 2.70 3.89

2 1074 0.90 0.10 1.77 1.89 1.68 1.44

3 1076 0.66 0.20 4.99 5.31 3.29 5.34

3 10-¢ 0.90 0.20 >166.50 4.87 3.53 6.86

4 1076 0.66 0.20 >68.87 8.18 2.55 6.61

4 1079 0.90 0.20 >23.45 6.75 7.67 8.56

5 1077 0.66 0.30 >29.82 5.31 6.70 11.13

5 1077 0.66 0.20 >10.67 >10.67 5.83 >12.82

functions of a particular class (columns “50%”) and for all 100 function of the class (columns
“100%”). The notation “> 1 000 000 (k)” means that after 1 000 000 trials the method under
consideration was not able to solve k£ problems.

In order to avoid a redundant accumulation of trial points generated by DIRECT near the
paraboloid vertex (with the function value equal to 0) and to put DIRECT and DIRECT! in a
more advantageous situation, we shifted all generated functions, adding to their values the
constant 2. In such a way, the value of each function at the paraboloid vertex became equal
to 2.0 and the global minimum value f* was increased by 2, i.e., became equal to 1.0. Results of
numerical experiments with shifted GKLS classes (defined in the rest by the same parameters)
are reported in Tables 3 and 4.

Note that on a half of test functions from each class (which were simple for each method
with respect to the other functions of the class) the new algorithm manifested a good per-
formance with respect to DIRECT and DIRECT! in terms of the number of generated trial
points (Tables 1, 3). When all functions were taken in consideration, the number of trials pro-
duced by the new algorithm was significantly fewer in comparison with two other methods
(see columns “100%” of Tables 1, 3), providing at the same time a good examination of the
admissible region (see Tables 2, 4).

Table 5 summarizes (based on the data from Tables 1 — 4) results of numerical experiments
performed on 1600 test functions from GKLS and shifted GKLS continuously differentiable
classes. It represents the ratio between the maximal number of trials performed by DIRECT
and DIRECT! with respect to the corresponding number of trials performed by the new algo-
rithm.

As it can be seen from Tables 1 - 5, the new method demonstrates a quite satisfactory per-
formance with respect to DIRECT [6] and DIRECT! [1, 2] when multidimensional functions
with a complex structure are minimized.
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Abstract We examine the problem of building or fortifying a network to defend against enemy attack scenar-
ios. In particular, we examine the case in which an enemy can destroy all or part of the arcs that
we construct on the network, subject to some interdiction budget. This problem takes the form of
a three-level, two-player game, in which we act first to construct our network and simultaneously
transmit an initial set of flows through the network. The enemy acts next to destroy a set of con-
structed arcs in our network, and we act last to transmit a final set of flows in the network. Most
studies of this nature assume that the enemy will act optimally; however, in real-world scenarios one
cannot assume rationality on the part of the enemy. Hence, we prescribe network design principals
for three different profiles of enemy action: an enemy destroying arcs based on capacities, based on
initial flows, or acting optimally to minimize our maximum revenues obtained from transmitting
flows.

Keywords: Network design, integer programming, network interdiction, game theory.

1. Introduction

The continuous increase of competition among suppliers due to society’s fast growing telecom-
munications and transportation needs has made the design of cost-efficient networks that
meet requirements concerning flexibility and survivability a major challenge. Many tradi-
tional network design algorithms do not take into account the survivability aspect of a net-
work, which can perhaps leave the network susceptible to failures of small subsets of its arcs.
It is important to design networks that are robust with respect to accidental failures like trans-
portation breakdowns, road closures, and telephone line breaks, or some failures made mali-
ciously by enemy entities. Important applications that inspire this research include networks
in voice and data communication, military services, and transportation.

In this paper, we discuss the design of capacitated networks built in anticipation of a com-
petitor or an enemy who inflicts some destruction to the networks. Some prior research efforts
consider the enemy’s response to be some stochastic scenarios with estimated probabilities of
happening. By contrast, as is often the case in real-world scenarios, we consider the case in
which the enemy has its own objective function with a budget constraint on destroying the
arcs we construct, and may or may not be smart enough to optimize it.

This problem can be modeled as a three-stage problem. In the first stage, we construct
a network in which each arc has a fixed construction cost, a maximum capacity, and a per-
unit flow cost. We also stipulate a budget on the arc construction costs. Before the enemy
acts, we place an initial set of multicommodity flows on the network, which gives us some
measure of initial profits (measured by the revenue generated by successfully shipping units
of commodity from origins to destinations minus the flow costs). The purpose of these flows
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might not only be to generate initial revenues for us, but might also be used as decoys to trick
the opponent into making a poor interdiction decision, if their algorithm relies on these initial
flows.

In the second stage, the enemy acts to inflict damage to our network arcs by reducing the
capacity of certain arcs (perhaps setting some of their capacities to zero). This action is often
referred to as interdiction. The enemy’s objective function can vary depending on its goal. In
particular, we consider three different cases of the enemy’s objective function. The first case
handles the situation in which the enemy destroys the largest-capacity arcs in our network
design. The second case deals with the problem in which the enemy destroys arcs having the
largest initial commodity flows. In the third case, the enemy makes an effort to minimize the
total profit obtained from transporting commodities to the destination nodes in the network.
The first two cases might represent the case in which our enemy intends to maximally disrupt
our network, but is acting according to a heuristic strategy due to real-time considerations
or due to the complexity of the system. For all of these cases, it is important to note that
the enemy can destroy portions of arcs by removing some of their capacity, rather than being
restricted to integer interdiction actions.

In the third stage, after the enemy interdiction, some of the arcs in the network will be
inaccessible and we will modify the flow in the surviving proportion of the arcs in order to
meet the demand. If some arcs in the network that consist of some demand flows should fail
and become completely or partially unavailable, another flow pattern must be built on the
existing (previously constructed) arcs. There might not be any possible flows at all if there
exists a small cut-set of network arcs that are inexpensive to destroy. Under this condition,
redundant arcs and nodes in the network design are needed to ensure the survivability of the
network, given the importance of meeting demands under inopportune situations.

The network interdiction problem has received much attention in the literature due to its
applications in military and homeland security operations. Such papers form the basis for
solving the last two echelons of the problem considered in this paper. Wollmer [6] proposes
an algorithm that interdicts a prescribed number of arcs in a network in order to minimize
the follower’s maximal flow. Wood [7] provides an integer programming formulation for a
discrete interdiction problem, and provided an extension of the model to allow for continuous
interdiction, multiple sources and sinks, undirected networks, multiple interdiction resources,
and multiple commodities. This work is continued by Cormican et al. [1], in which the leader
minimizes the expected maximum flow, given uncertainties regarding the success of inter-
diction and arc capacities. A different interdiction problem is examined by Fulkerson and
Harding [2], who examine the problem of maximizing the shortest source-sink path in the
presence of arc-extension costs, which serve as interdiction costs. A recent study by Israeli
and Wood [3] develops two decomposition algorithms using super-valid inequalities and set
covering master problems. Finally, Lim and Smith [4] examine the multicommodity flow net-
work interdiction problem under assumptions of discrete and continuous enemy action.

2. Models and Solution Methods

In this section, we describe models and solution methods under three different interdiction
scenarios. To facilitate our discussion, consider a graph G(N, A), with node set N and arc
set A. Associated with each arc i € A are a nonnegative construction cost c;, a nonnegative
disruption cost b;, and a mutual arc capacity ¢;. Define RS(j) and F'S(j), Vj € N, to be the
set of arcs going to and going from node j, respectively. Furthermore, define K to be the
set of commodities, and let dfC denote the demand of commodity £k € K atnode j € N. If
dj. > 0, then j is a supply node of commodity k, while dj < 0 implies that j is a destination
of commodity k. Without loss of generality, we assume that 3,y d; = 0, Vk € K. We are
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given per-unit flow revenue f; for transmitting a unit of commodity k over arc i for each
i € Aand k € K. This flow revenue accommodates the flow cost as well as the reward as
necessary. That is, f{ includes the reward for commodity k if it enters a destination node of k,
and has this reward subtracted from the flow cost if it exits a destination node for &. If neither
or both of these cases hold, f is simply the negative per-unit flow cost associated with arc i
and commodity k. The enemy’s interdiction is subject to a budget limitation of B, given the
different disruption costs b; for each arc ¢ € A. We will introduce some dummy arcs in the
network to ensure the feasibility of our models; these dummy arcs have zero construction and
flow costs, and large enough interdiction costs and capacities to ensure that they cannot be
effectively destroyed by the enemy.

The first set of decision variables determines whether or not we construct an arc. Let z;,
Vi € A, be a binary decision variable that equals to 1 if arc i is constructed and 0 otherwise.
For the flow decision variables, we let uf,f and vli, Vi € A, Vk € K,be the decision variables that
represent actual flows of commodity &k before and after the enemy’s interdiction, respectively.
Also, let w; € [0,1], Vi € A, represent the remaining percentage of arc i after the enemy
destroys his/her preferred set of arcs. Although w; is determined by the enemy, we view it as
a decision variable induced by our choice of z-variables. Finally, we define % and v to be the
weights of the initial flow profit and final flow profit, respectively.

21 Capacity-Based Greedy Interdiction Case

In this subsection, suppose that the enemy repeatedly destroys arcs with the largest capacity
until the budget B is exhausted. Assume that the enemy breaks a tie with a certain preference-
order known a priori. Order the arc indices i = 1,...,|A| so that the enemy prefers arc i to arc
i + 1. A first attempt at formulating this problem is given as follows.

Maximize Z Z fFub + o Z Z frok — Z CiTi (1a)

keK icA keK icA icA
subject to Z cxr; <C (1b)

icA

Soouf— > uf=df VkeK VjeN (1¢)
1€EFS(5) 1€RS(5)

dowf— > wf=df VkeK VjeN (1d)
i€FS(j) i€ERS(5)
Z uf < gy Vie A (Le)
keK
Z vf <qw; Vi€ A (1f)
keK
w; <xz; VieA (1g)
w; >0 VieA (1h)
b, vF >0 VieAd VkeK (1i)
z; €{0,1} Vie A (15)

Note that (1b) is a construction budget constraint, (1c)-(1d) are flow conservations before and
after enemy’s action, respectively, and (1le)-(1f) are arc capacities before and after enemy’s
action, respectively. Also, (1g) imply that the remaining portion of an arc can have a positive
value only when its arc is constructed. However, these conditions are only necessary for the
w-solution to this problem to reflect the true decision of the enemy, and are certainly not
sufficient.
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In order to force the w-variables to match the enemy’s true solution, we can enact the fol-
lowing cutting plane method. Suppose that we solve (1) and obtain variables & and w. Let
w; be the true action of the enemy for : € A. For each i € A such that w; < w;, we add the
following constraint:

i—1

g=1

Each such constraint is then passed back to (1), and the model is resolved until w = w. Es-
sentially, (2) imposes an upper bound on w; of w;, unless some other higher-preference arcs
that are not currently being built will be built in the next iteration, thus forcing the enemy to
expend resources on other arcs. There exist several other necessary conditions for w-feasibility
that can be stated a priori in (1), but we omit them here for the sake of brevity.

A model that can be solved statically makes use of the fact that there will exist only one w-
variable value that can be fractional, as in the case in any knapsack decision problem. Define
binary decision variables z; Vi € A equal to one if and only if z; = 1, all constructed arcs
with an index smaller than ¢ are completely destroyed, and all constructed arcs with an index
greater than ¢ are not affected by the enemy. Arc ¢ itself may be interdicted in any manner.
The total enemy interdiction must exhaust their entire budget. (This forces us to build at
least enough capacity so that the enemy can destroy B units; we can remove this restrictive
assumption by use of some simple modeling tricks.) These restrictions are enforced as follows:

Z Z; = 1 (3a)

geA
w; < Zzg Vie A (3b)
g=1
|A]
wiZSL'Z'—ZZg Vie A (3¢)
g=1t
i€EA

Our preliminary computational experience has shown that incorporating (3) into (1), and solv-
ing as a static integer program, is a much more effective method of solving this problem than
by using the initial cutting-plane method developed above.

2.2 Flow-Based Greedy Interdiction Case

In this case, the enemy wishes to interdict the arcs having the most initial flows on them. Since
the enemy decision does not depend on a simple set of binary decision variables, the foregoing
algorithm must be modified for this case.

Once again, we determine an index ¢* such that arc :* may be partially destroyed, implying
that every arc with a greater flow than i* must be completely destroyed, while all arcs with
a smaller flow than ¢* cannot be interdicted. Unlike the previous case, we do not define a
decision variable to determine the identity of ¢*, but must solve one integer program for each
possible value that i* can take. If there exists an arc that has the same amount of flow as i*, we
will use the enemy’s secondary priority to determine whether or not it is destroyed. Letting
p; Vi € A be the enemy’s secondary priority for arc i (a smaller number denotes a higher
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preference), we can add the following constraints to model (1):

Zuf—Zui&SM(aci—w,-)—i—a(p,-—pi*) Vi#£i*, 1€ A (4a)
keK keK

Db = < MO~ (@i —w) Felpr —p) Vigi' i€ A (4b)
keK keK

icA

0<wx<1 Vi*te A (4d)
w; € {0,1} Vie A—{i"}, (4e)

where ¢ is a very small constant. The addition of the constraints in (4) captures the flow-based
greedy enemy interdiction model. If there exists more initial flow on arc i than on ¢*, then
since x; = 1, we have by (4a) that arc ¢ must be interdicted (by setting w; = 0). If there is a tie,
but i* is preferred to i, then (4a) once again implies that w; = 0. Similarly, (4b) forces w; = x;
if there is less flow on ¢ than i*, or if there is a tie when ¢ has a lower priority than ¢*.

2.3 Optimal Interdiction Case

Finally, we consider the third case in which the enemy optimally disrupts arcs so as to mini-
mize our profit. We assume that the enemy has complete information of our network design
including arc capacities, flow revenues, and demands. Given a network topology z, there-
fore, the enemy solves a continuous multicommodity flow network interdiction problem in a
min-max structure. Taking the linear dual of the inner maximization problem, this problem
can be reformulated as a disjointly constrained bilinear program (BLP), in which the enemy’s
decision variables and our dual variables associated with arc capacity constraints constitute
bilinear terms in the objective function.

One important property of this BLP formulation is that a global optimum can be found
among pairs of extreme points from respective feasible regions. In particular, the enemy has
a single knapsack constraint besides bounds on variables, and hence, each extreme point has
only one basic variable while other nonbasic variables are set at one of their bounds 0 or 1.
Exploiting this fact, Lim and Smith [4] recently proposed an optimal algorithm that solves
linearized mixed integer subproblems obtained by designating one variable as basic. Thus, an
exact solution can be identified after solving |A| subproblems. (See [4] for details.)

Note that there exists a finite number of pairs of extreme points for disjoint polyhedral sets
of the bilinear programming problem. Let P denote the set of such pairs. Furthermore, let
0 (p) denote the objective value of the bilinear program at p € P given x. Then, our network
design problem can be formulated as follows.

Maximize u Z Z frub — Z cix; + 0z (5a)
keK icA icA

subject to  (1b), (1e), (1j), and uf >0 VieA VkeK (5b)

z2<6,(p) VpeP (5¢)

z unrestricted. (5d)

As a solution method, we prescribe the following cutting plane algorithm, BCPA that exploits
Benders cuts in an iterative fashion.



230 J. Cole Smith, Fransisca Sudargho, and Churlzu Lim

Algorithm BCPA.

Step 0 Set P =(and k = 1.

Step 1 Solve the problem (5) to obtain a solution z¥ and 2.

Step 2 Given z*, solve the bilinear programming problem using the algorithm of [4] to ob-
tain a solution p* and its objective value 6, (p*).

Step 3 If 2 < 0,.(p*), then z* is optimal and stop. Else, put P = P U {p*}, increment
k < k + 1, and return to Step 1.

3. Summary

The three problems described above are all strongly NP-hard, but can be optimally solved
with the using of integer programming and decomposition algorithms. Although the compu-
tational results and finer details of these algorithms have been suppressed here due to space
limitations, the development of these models is only part of the challenge in solving our test
problems. Additional research is being conducted on the effectiveness of initial cutting planes
and model tightening procedures. For instance, one notable tightening strategy could use
the Special Structures Reformulation Linearization Technique [5] to obtain the convex hull of
solutions for which the z-variables are binary in the problem described by Section 2.1. We
continue to explore these avenues for improving the solvability of the problems encountered
in this research. Our outcomes have application in actual human subject testing, in which
the subjects play the role of the enemy interdictor. These experiments will help us to exam-
ine whether or not humans rely on simple capacity-based or initial flow-based heuristics, and
whether a practical network design against suboptimal humans should actually prepare for
the worst-case scenario (as discussed in Section 2.3), or if it is more practical to prepare for
suboptimal enemy behavior.

Acknowledgments

The authors gratefully acknowledge the support of the Office of Naval Research under Grant
Number N00014-03-1-0510 and the Air Force Office of Scientific Research under Grant Num-
ber F49620-03-1-0377.

References

[1] K]J. Cormican, D.P. Morton, and R.K. Wood. Stochastic Network Interdiction. Operations Research 46:184-196,
1998.

[2] D.R. Fulkerson and G.C. Harding. Maximizing Minimum Source-Sink Path Subject to a Budget Constraint.
Mathematical Programming 13:116-118, 1977.

[3] E.Israeli and R.K. Wood. Shortest-Path Network Interdiction. Networks 40:97-111, 2002.

[4] C.Lim and J.C. Smith. Algorithms for Discrete and Continuous Multicommodity Flow Network Interdiction
Problems, Working Paper, Department of Systems and Industrial Engineering, The University of Arizona,
2005.

[5] H.D. Sherali, W.P. Adams, PJ. Driscoll. Exploiting Special Structures in Constructing a Hierarchy of Relax-
ations for 0-1 Mixed Integer Problems. Operations Research 46:396-405, 1998.

[6] R. Wollmer. Removing Arcs from a Network. Operations Research 12:934-940, 1964.
[7] R.K. Wood. Deterministic Network Interdiction. Mathematical and Computer Modelling 17:1-18, 1993.



Proceedings of GO 2005, pp. 231 —236.

Precision and Accuracy in Generating Globally Optimum
Shapes

Fazil O. Sonmez

Department of Mechanical Engineering, Bogazici University, sonmezfa@boun.edu.tr

Abstract Two issues that come up during shape optimization are precision and accuracy. The optimization
problem is to obtain globally optimal shapes for two-dimensional structures subject to in-plane
loads. The objective function to be minimized is the volume (or weight) of the structure. Opti-
mization is achieved by a stochastic search algorithm called Direct Simulated Annealing (DSA),
which seeks the global minimum through randomly generated configurations. In order to obtain
random configurations, a boundary variation technique is used. In this technique, a set of keypoints
is chosen and connected by cubic splines to describe the boundary of the structure. Whenever the
positions of the keypoints are changed in random directions, a new shape is obtained. Thus, coordi-
nates of the keypoints serve as design variables. The precision of the global optimum configuration
is an indication of how well the optimized system is defined by the design variables.As to the preci-
sion in our problem, the larger the number of keypoints, the more precisely the shape of a structure
can be defined. The accuracy of the optimum configuration is an indication of how well it repre-
sents the global optimum configuration for the given design variables. In the following, the ways of
increasing precision and accuracy in the search of global configuration are discussed.

Keywords: Shape optimization, Direct Search Simulated Annealing (DSA), boundary variation, FEM, 2D-
structures

1. Introduction

The general purpose of shape optimization is to find the best shape for a structure under
various constraints imposed by the requirements of the design. The best shape provides either
the most efficient and effective use of material or the best performance.

In typical structural optimization problems, there may be many locally minimum configura-
tions. For that reason, a downhill proceeding algorithm, in which a monotonically decreasing
value of objective function is iteratively created, may get stuck into a locally minimum point
other than the globally minimum solution. Its success depends on the choice of initial design.
In order to find the absolute minimum of an objective function without being sensitive to the
starting position, a global optimization method has to be employed in structural optimization
problems. The simulated annealing (5 A) algorithm as one of the most popular stochastic op-
timization techniques is suitable in this respect. SA is relatively easier to implement and can
easily be adapted to any application.

Kirkpatrick et al. [1] first proposed simulated annealing as a powerful stochastic search tech-
nique. The method attempts to model the behavior of atoms in forming arrangements in solid
material during annealing. Although the atoms move randomly, as their natural behavior
they tend to form lower-energy configurations. As the temperature is slowly decreased, the
arrangement of the atoms gets closer and closer to the lower energy state.

There is an analogy between the physical annealing process and an optimization process. Dif-
ferent configurations of the problem correspond to different arrangements of the atoms. The
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cost of a configuration corresponds to the energy of the system. Optimal solution corresponds
to the lowest energy state. Just in the same manner the atoms find their way to build a per-
fect crystal structure through random movements, the global optimum is reached through a
search within randomly generated configurations.

The main advantage of SA is that it is generally more reliable in finding the global optimum
even with large numbers of design variables. In this study, we adopted an improved version
of S A called direct search simulated annealing (DS A) with slight modifications. DS A was de-
veloped by Ali, Torn and Viitanen [2], which differs from S A basically in two aspects. Firstly,
DS A uses a set of current configurations rather than just one current configuration. Secondly,
it always retains the best configuration. In a way, this property imparts a sort of memory to
the optimization procedure.

2. Problem Statement

Consider a two dimensional structure as in Figure 1 which can be defined by its boundary and
thickness. The structure is subject to in-plane static loads; it is also restrained from moving
at some points of the boundary. Applied loads and restraints are considered as boundary
conditions. The structure should be able to resist the loads without failure. This means stresses
should not exceed the yield strength of the material. Besides, no part of the structure is to
lose its connection to the restraints; i.e. the structure should remain in one piece. Therefore,
the constraints imposed on the structure are the maximum allowable stress and the model
connectivity. Our objective is to minimize the volume (or weight) of the structure without
violating the constraints.

Figure1. Representation of a 2D shape optimization problem

3. Problem Solution

As optimization algorithm we adopted DS A [2] with minor modifications, and applied it to
the shape optimization problem as follows.

3.1 Cost Function

Because the thickness of the structure is fixed and only its lateral area is allowed to vary, the
objective function to be minimized may be taken as its area instead of its volume. By in-
tegrating a penalty function for constraint violations into the cost function, the constrained
optimization problem can be transformed into an unconstrained problem, for which the algo-
rithm is suitable. A combined cost function may be constructed as

A max
f=g— el

Aini Oallow

—1)° 1)
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Here, the bracketed term is defined as

Omazx 1) = 0 fOI‘ Omazx S Oallow (2)
Oallow (Umax/aallow) -1 for Omaz =~ Oallow

where A;,; is the area of the initial configuration; c is a weighing coefficient, for which a value
of 0.7 was found to be satisfactory. Any excursion into the infeasible region (¢ ez > Caliow)
results in an increase in the cost function. On the other hand, if model connectivity is lost,
the new configuration is never accepted, and therefore there is no need to calculate its cost
function.

3.2 The Boundary Variation Technique

S A requires random generation of a new configuration (in our case a new shape) in each itera-
tion. Definition of a configuration should be made based on optimization variables. Shape of a
2D-structure can easily be described by spline curves passing through a number of keypoints.
Some of these points may be fixed, while others are allowed to move during optimization. As
illustrated in Figure 2, whenever the positions of the moving keypoints are changed in random
directions through random distances, a new boundary, thus a new configuration is obtained.
The z and y coordinates of the moving keypoints thus become optimization variables. The
keypoints are allowed to move only within a region, S, defined by the designer.

Figure 2. Generation of a random configuration through movement of keypoints

3.3 The Set of Current Configurations

DS A unlike ordinary SA starts with a set of N configurations, A, rather than starting with
only one configuration. The initial set of N configurations is selected randomly within the
search domain, S, and their cost function values are stored. The highest and lowest cost
function values are denoted as f}, and f;. The number of these configurations depends on the
dimension of the problem.

N=T7n+1) 3)

where n is the dimension of the problem, i.e. the number of design variables. Since the x and
y coordinates of the moving keypoints are the variables, in our case n is two times the number
of moving keypoints.

3.4 Acceptability

Acceptability of a new configuration depends on the value of its cost function, f;; its accept-
ability, Ay, is calculated by

_J 1 it £ < fh
A= { exp((fn — ft)/Tk) if fi>fn (4)



234 Fazil O. Sonmez

here fj, is the highest cost function value in A. This means every new design having a cost
lower than the cost of the worst design is accepted. But, if the cost is higher, the trial con-
figuration may be accepted depending on the value of A;. If it is greater than a randomly
generated number, the trial configuration is accepted, otherwise rejected. If the trial function
is accepted, it replaces the worst configuration.

3.5 Cooling Schedule

The simulated annealing process consists of first "melting" the system being optimized at a
high "temperature”, T', then lowering the temperature slowly until the system "freezes" and
no further changes occur. Here, temperature, 7', has no physical meaning; it is just a control
parameter. Melting corresponds to the initial stage where configurations are generated within
the solution domain, S, without much regard to the cost. At high temperatures, (high values
of T') the probability of acceptance is high as Eq. (4) implies. Accordingly, configurations that
have even very high cost values may be accepted, just as in the physical annealing process the
atoms may form configurations having very high energy in the melting state. At low values
of temperature parameter, acceptability becomes low and acceptance of worse configurations
is then unlikely. The cooling schedule in SA controls the convergence of the algorithm to the
global minimum just as the cooling scheme in the physical annealing process controls the final
microstructure. Therefore, performance of SA depends on the cooling schedule. In a cooling
schedule, first an initial value, T,, is specified for the temperature parameter. A scheme is then
required for reducing 7" and for deciding how many trials are to be attempted at each value
of T'. Lastly, the freezing (or final value of the) temperature parameter is specified.

4. Accuracy of the Optimum Design

The measure for the accuracy of the optimum configuration is the degree of how well it rep-
resents the global optimum configuration for the given design variables.

As one of the sources detracting from the accuracy, search algorithm may get stuck into one of
the local optimums that fail to approximate the global optimum. One may not ensure that the
resulting configuration is globally optimal, but may use relatively reliable search algorithms
such as simulated annealing. With a good choice of optimization parameters, one may achieve
reliability greater than 90% at the same time avoid excessively long computational times.
Another source of low accuracy is due to errors in calculating the cost of the configurations.
In many structural optimization problems, maximum stress value is used either in calculating
the cost function or in checking constraint violations. Designers usually carry out a finite
element (F'E) analysis to calculate the stress state in the structure, but they tend to choose a
rough F'E mesh to alleviate the computational burden. However, this may lead to erroneous
values of stress, and the resulting design, as will be shown, will not be the optimum design.

5. Precision of the Optimum design

How well the optimized system is defined by the design variables is a measure for the preci-
sion of the global optimum configuration. Some of the parameters that define the system are
allowed to be changed during an optimization process. The number of these parameters and
the range of values they may take determine the degree at which the system can be tailored
to the best performance. By increasing the number of the design variables and range of their
values, one may obtain a better performance. In our shape optimization problem, by using
a larger number of moving keypoints, one may better describe the boundary, i.e. shape, of
the structure, and minimize its volume to a larger extent. However, the chances of locating
the globally optimum design become smaller and smaller as the number of design variables



Precision and Accuracy in Generating Globally Optimum Shapes 235

increases, at the same time computational times get longer and longer. With a large number of
optimization variables, locating the global minimum also becomes difficult. As the designer
tries to obtain a more precise definition, he or she becomes less sure of the accuracy of the re-
sults. One may repeat the optimization process many times and designate the design having
the lowest cost as the global optimum design. However, because of the long computational
times this approach is not feasible. Another way to overcome this difficulty is to start opti-
mization by choosing only a few design variables and finding the optimum design. In this
case, the reliability of locating globally optimum design will be high, even though precision
will be low. Then, the designer keeps increasing the number of variables and finding the opti-
mum design. With the assumption that the difference between the optimum designs will not
be large as the number of design variables is increased, one may observe convergence to the
most precise global optimum design.

6. Results and Discussions

One of the problems that we considered in this study is the optimal design of an eccentrically
loaded plate restrained at one end and loaded at the other (Figure 3). One segment of the
border on the right is fixed in length and subject to 2000 Pa pressure. The left border is
defined by a line between two keypoints; the lower one is fixed, while the upper one is free
but restrained to move in the vertical direction. The problem is to find the optimum shape of
this plate as stated above.

Firstly, five keypoints were used to describe the boundary and using their coordinates as de-
sign variables the best shape was found. Figure 4 shows the optimal shape with its finite
element mesh. Because the number of design variables was low, the optimum design could
be obtained with high reliability. Then, optimization process was repeated using seven and
nine moving keypoints resulting in the optimum designs shown in figures 5 and 6. The lat-
eral areas of the optimum shapes defined by five, seven, and nine keypoints turned out to
be 37.100, 36.313, and 35.903 cm?, respectively. Consequently, with a higher number of key-
points, we could obtain a better definition of shape and also find an optimum configuration
with a lower cost. Although reliability of the solution is low when the number of design vari-
ables is large, because optimum designs defined by a high number of keypoints approximate
the more reliable optimum designs defined by lower number of keypoints, the reliability is
ensured.
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Figure 3. The design problem

In order to ensure the accuracy at which the cost was calculated, convergence of the F'E solu-
tion was frequently checked during the optimization process. If the change in the magnitude
of the maximum stress was greater than 1% when F'E analysis was carried out using one
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Figure 4.  The optimal shape defined by five key-
points

Figure 6.

The optimal shape defined by nine key-
points

Figure 5.
keypoints

)
o

TA
e

T
PR
PR
555

VAW
ATAL
B

]

Fo

Fopl
I
S

W

7,
AT

VAT
Y#A

o
SATE

iy

P

P

DR R
SR

RIS

BRpb

iy
S
v

Wi,
e

Figure 7.
a rough mesh

Rl

The optimal shape defined by seven

Inaccurate optimal shape obtained with

fourth of the current size of finite elements, then the £ mesh was refined. Figure 7 shows the
optimum shape obtained when a rough mesh was used. Although the error in stress level was

only 10%, the discrepancy in shape was quite large.

7. Summary

In this extended abstract, a 2D shape optimization procedure based on the DS A method was
presented. The importance of precise definition of the optimized system was indicated. With
a more precise definition, one may find a better optimum design. Accurate calculation of the
cost function was also found to be a crucial factor in global optimization. If the F'FZ mesh is not
sufficiently refined, consequently the cost function is not accurately calculated, the resulting

shape could not considered to be optimum.
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Abstract In this paper we propose new approach based on Global Optimality Conditions for solving contin-
uous nonconvex optimization problems.
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1. Introduction

A huge of optimization problems arising from different application areas are really noncon-
vex problems [1]- [3]. The most of such problems deal with (d.c.) functions which can be
represented as a difference of two convex functions.

The present situation in Continuous Nonconvex Optimization may be viewed as domi-
nated by methods transferred from other sciences [1]- [3], as Discrete Optimization (Branch &
Bound, cuts methods, outside and inside approximations, vertex enumeration and so on),
Physics, Chemistry (simulated annealing methods), Biology (genetic and ant colony algo-
rithms) etc.

On the other hand the classical method [7] of convex optimization have been thrown aside
because of its inefficiency [1]- [6]. As well-known the conspicuous limitation of convex opti-
mization methods applied to nonconvex problems is their ability of being trapped at a local
extremum or even a critical point depending on a starting point [1]- [3]. So, the classical
apparatus shows itself inoperative for new problems arising from practice.

In such a situation it seems very probable to create an approach for finding just a global
solution to nonconvex problems on one side connected with Convex Optimization Theory
and secondly using the methods of Convex Optimization.

Nevertheless we risked to propose such an approach [8] and even to advance the following
principles of Nonconvex Optimization.

1. The linearization of the basic (generic) nonconvexity of a problem of interest and conse-
quently a reducing of the problem to a family of (partially) linearized problems.

2. The application of convex optimization methods for solving the linearized problems
and, as a consequence, within special local search methods.

3. Constructing of "good" (pertinent) approximations (resolving sets) of level surfaces and
epigraph boundaries of convex functions.

Obviously, the first and the second are rather known. The deepness and effectiveness of the
third may be observed in [8]- [19].

*This work was supported by RFBR Grant No. 05-01-00110
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Developing the principles we get the solving methodology for nonconvex problems which
can be represented as follows.

Exact classification of a problem under study.
Application of special local search methods.

Applying the special conceptual global search methods (strategies).

L

Using the experience of similar nonconvex problems solving to construct pertinent ap-
proximations of levels surfaces of corresponding convex functions.

5. Application of convex optimization methods for solving linearized problems and within
special local search methods.

It is easy to note that this approach lifts Classical Convex Optimization up a new altitude,
where the effectiveness and the fastness of the methods become of paramount importance not
only for Convex Optimization, but for Nonconvex.

Our computational experience certifies that if you follow the methodology above you have
more chance to reach a global solution of a nonconvex problem of a big size (> 1000) than
applying the Branch&Bound or cuts methods.

2. Investigation

At present, together with our collaborators we are investigating teh following problems.
1. Solving the system of nonlinear equations
Fi(z)=0, i=1,...m

by means of reducing on to the following optimization problem:

F(z) =Y _|Fi(x)| | min. (1)
i=1

Here every function F; is supposed to be d.c. so that
F; = gi(z) — hi(z),i =1,...,m,
where g;, h; are convex functions.

2. The polyhedral separation problem when you have to separate two finite sets of points
in IR" by means of a minimal number of hyperplanes. This problem is equivalent to the
minimization of a d.c. function which is not differentiable as it was in problem 1.

3. An optimal control problem with a terminal functional given by d.c. function.

For all problems we investigate the convergence of local and global search and carry out
the computational experiments. The results of computational solving are very promising.
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Abstract This work is in the context of reliable global optimization algorithms, which use branch and bound
techniques and interval arithmetic to obtain inclusion functions. The search region have to have
edges parallel to the axes (box) in order to allow the use of interval arithmetic to obtain bounds
of the objective function in that region. We study a method to determine the largest region inside
the current box where the global minimum cannot exist, based on the gradient information. If the
current box cannot be rejected completely, the removed region have to satisfy that the generated
subproblems (that can contain the global minimum) have to have a box shape, in order to apply the
branch and bound algorithm, but we are also interested in generate the smaller number of them to
reduce the overall computational cost. The method is presented for two and n dimensional problems
and numerical results show that is worth to incorporate it to interval global optimization algorithms.

1. Introduction

The context of our study is unconstrained global optimization. Thus, the general problem can
be defined as min,cg f(x), where f is a continuously differentiable function defined over the
n-dimensional interval S C R", where the minimum have to be found.

In our context, real numbers are denoted by z, y, . . . and compact intervalsby X = [z*, 2], Y =
[v",y"],..., where " = min{z € X} and ¥ = max{z € X} are the lower and upper bounds
of X, respectively. The set of compact intervals is denoted by I := {[a,b] | a,b € R, a < b}. The
notation z = (z1,...,7,)", z; € Rand X = (Xy,...,X,)", X; €1(i = 1,...,n) is used for
real and interval vectors, respectively. The set of n-dimensional interval vectors (also called
boxes) is denoted by 1.

Let f : Y C R"” — R be a continuous function, and I(Y) = {X | X € [, X C Y}. The
function F' : I(Y) C I" — [ is an inclusion function of f, if for every X € I(Y) and z € X,
f(z) € F(X), ie. f(X) = {f(z) [+ € X} C F(X). This inclusion can be obtained, for
instance, by Interval Arithmetic [2].

Let X be such a box that z,c € X. If G(X), i.e. an inclusion function of the gradient vector
g(X) is known, then the centered form is defined as F.(X) = F(c¢)+G(X)(X —¢). Many times
¢ is the midpoint of X, but it can be anywhere in X.

*This work has been partially supported by the Ministry of Education and Science of Spain through grant CICYT-TIC2002-
00228.

t On leave from the Research Group on Artificial Intelligence of the Hungarian Academy of Sciences and the University of
Szeged, H-6720 Szeged, Aradi vértantk tere 1., Hungary.
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2. The idea (in 2 dimensions)

Let us examine the visualization of the centered form for abox X = (X1, X2). We suppose that
0 € G(X), because otherwise the function is monotone in the box and it could be discarded or
reduced. A "tent" can be drown from the point (¢, F'*(c¢)) using the bounds of the derivatives
(see Figure 1). It is easy to see that the function have to be above the tent. If we have a
good upper bound on the global minimum (f) that is smaller than F'*(¢) we know that the
minimum cannot be in the region defined by the intersection of the tent and the plane defined
by f. This region is drawn in dark(red) in Figure 2, and will be called as the Pruneable Region
(PR) in the rest of the paper. The use of this Pruneable region was discarded in [3] because PR
is not parallel to the coordinate axes and the division of X to reject some region will generate
a lot of boxes. We will show here that PR is still of interest.

F(c)
FE(c) ‘
f L A e
2
2 f 2
v
Col-.
Ve
(05 -
X1 C1 X1
Figure1. The tent. Figure 2. The section of the tent Figure 3. A possible pruning.
and the plane f.
PR can be defined by its vertices:
of = {(@,e2) | f = FHe) + gh@ —en} = (a1 + (F = F*0)) /g e2) M

o =(a+(F-F©)dta), u=(ae+(f-F@©)/6), I=LU, @

if g/ # 0and ¢! # 0,7 € 1,2, otherwise v}/ = —oo or v{ = oo for the appropriate vertex as the
limit of the fractions suggest.

Let us introduce the notation pr! = < f—F* (c)) Jgi, I = L, U, i = 1,2 to reduce the
formulas. Then v{ = (c1+pri, c2), vy = (c1+pr{, co) and vh = (1, ca+pry), v§ = (c1, ca+pry).

Because our algorithm works with boxes, we cannot use other shapes (different than boxes)
to divide the non-rejected area. On the other hand, if we try to prune generating boxes, too
many boxes can be generated, and/or only a small part of the pruneable region can be dis-
carded. In general more than four generated subboxes is not desired.

One of the goals of the pruning can be to obtain the largest box to be removed from the
original box. This can be done by computing the largest rectangle in the triangle defined by
its vertices v}, v%, c. The area of the rectangle is A = a - b, where b = prY — prf /pr{a. Thus,
it can be computed by maximizing A respect to a and b. The maximal area is pr{pry /4 with
a = pr{/2 and b = pr§ /2. From the above result one can see, that the same can be obtained
for all of the four triangles. Fortunately all the rectangles share one edge, thus the resulting
box can be given by ¢ + ([pr{/2,pr{ /2], [pry/2,pr5 /2]).

To calculate the pruneable box, the only important thing is the intersection between PR and
OB. Therefore, to obtain easier formulas let us change c to be the origin.
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Thus, we introduce the following notation:

OB (Original Box): OB =
BPR (Box containing PR): BPR = ([p T prl] [prg,pry]), (3)
PB (Pruneable Box): PB = ([pb},pb{], [pb5,pbs]),

where B PR is the smallest box which contains the pruneable region
(PR). In our new notation CPB = ([pri/2,pr{ /2], [pr5/2,pry/2]),

Figure4. The new notation and the area of the CPB is
for the easier formulation.

pry  pri pry  prk 1 1
acrs) = (B BE) (B2 - TE) — Lont - b - ) = JAGBPR)

i.e. half of the area of PR, what is the half of the area of BPR.

21 Shifting CPB (Centered Pruneable Box)

As it can be seen in Figure 5, sometimes it is better to shift the CPB to the edge of OB. This
can improve the method by reducing the number of the generated subboxes at the cost of
the reduction of the rejected area compared to the area of CPB. To differentiate the centered
pruneable box (CPB) from the shifted pruneable box, we notate the later as SPB. In the cases
when OB N CPB # CPB, the area of SPB can be larger than the area of CPB (see the third
case in Figure 5).

Figure 5.  Shifting cases.

The areas of the boxes (supposing that the resulting SPB is inside of the original one (OB))
can be computed as:

obf oby L oby
A(SPB, = (pr¥ <1 - —2> - <1 - —>) (0b pri—2 )
( bg’) ( 1 pry pry 2 — P T r

b5\ obY ob5 \ obl
Ut <1_0_2> 0by (v TL:<1__2> %2 A(BPR) (4
(pri —pry) pry ) pry (P 9 —Dpry) oy ) pry ( ) 4)
I I
A(SPB,,) = (1 - %) Y \BPR),  i=121-LU )

Z

obZI .

Ty =
pr;
1,2,1 = L,U, obtaining larger area if it is nearer to 1/2. If it equals to 1/2 we obtain the
A(CPB), what also means that SPB_,r = CPB.

L
These equations show, that knowing the vector (;b%] , Zi ;? %) one can choose the best
2 2

Pruneable Box (PB), if these are inside the original box. The other cases do not differ too
much, but those have to be treated differently. This would lead to a case analysis, that cannot
be extended for multidimensional case. In case we use the Baumann point, it is guaranteed

that the CPB is inside OB, therefore the case analysis can be avoided.
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2.2 Simplification using the Baumann point

In this section we will see that the use of the Baumann point [1], in place of the center c,
simplify our computations. For a given box X = (X, X»), if the enclosure of the derivative of
fie. G(X) = ([gf,97], 95, 95]) is given, the Baumann point b is defined as:

U,.L LU
gzl —gral .
St if gf <0 <g]

o 9; — g; -
bi=9§ o 7 if gV <0 t=12 ©)

(]
xf ifg; >0

In the following theorem it is shown that using the Baumann point the different intersection
cases between OB and PR can be avoided from the case analysis.

Theorem 1. Suppose a given differentiable function f : R? — R, its inclusion function F and the
inclusion function of its derivative G(X) = ({91,971, (95, 95]) over a given box X. The pruneable
region defined by its vertices as in (1-2) centered in the Baumann point (i.e. ¢ = b) include all the
corners of X, or none of them.

Corollary 2. From the fact, that “i—"* =

box SPB v is exactly the same as SPBObL, thus it can be denoted as S P B;. Therefore, in the shifted
cases there are only two new generated boxes, and only the direction to shift have to be determined.

- Lop\ . bV L
Remark 3. The above results suggest to denote for i = 1,2 the o Lb (: w;r_LbZ>, Le. ;iZU <: ;i—L>

values and the U . values by sf; (Shifting Factor) and osf; (Opposite Shifting Factor),
respectively. Therefore A(SPB ) = sf,0sf{, A(BPR).

Theorem 4. If CPB ¢ OB, then exists SPB such that A(SPB) > A(CPB N OB).

The advantages of the usage of the Baumann point are that it makes our computation easier,
and it equilibrates the pruneable region above the box.

3. The n-dimensional case

Now we generalize the above results for multi-dimensional case. As in the two-dimensional
case let us center the problem at the point c. Thus, we will use the same notation for the
Original Box OB = X —c.

It is easy to see that, similarly to the two-dimensional case, but already re-centered in ¢, the
vertices are:

’U<L:(0,“.7071)7’5’07“.’0)’ UU:(07"'707])74?707“‘70)7 i:17...,n7 (7)

where pr? _ [=Fe) jL(c),prf I- 5L() i=1,.

From (7) we know that in a 3—d1men51ona1 case the shape of PR is as in Figure 6. To see the
properties of this body, we do a small geometrical evasive.

Definition 5. An n-dimensional polytope is called orthopeder, if the diagonals intersect in one point
and are orthogonal to each other.

Proposition 6. The PR defined by its vertices (7) is an orthopeder.

Definition 7. The cross polytope is the regular polytope in n dimensions corresponding to the convex
hull of the points formed by permuting the coordinates (£1,0,0,...,0).
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ik
&>

Figure 6.  The shape of PR in 3-dimensional case.

Every orthopeder is a special scaled cross polytope, with different scaling on all direction.
It can be seen, that the corresponding scaling vectors are PR"* and PR". The cross polytope
is a dual of an n-dimensional hypercube, i.e. its vertices are the centers of the faces of the
hypercube. As it is known in geometry, in the cross polytope the largest hyper-rectangle is its
dual, i.e., the hypercube what has its vertices on the center of the faces of the cross polytope.

Proposition 8. It is trivial that, in a scaled cross polytope, the largest hyper-rectangle is the rescaled
hypercube with the same scalevector.

Corollary 9. The largest box in the orthopeder PR defined by its vertices (7) is CPB = (CPBjy,. ..,
CPB,,), where CPB; = [prf /n,pr{ /n].

Corollary 10. The volume of CPBis V(CPB) = [[,_, _, "=I"L — LV(BPR).

Theorem 11. Suppose a given differentiable function f : R™ — R, its inclusion function F and the
inclusion function of its derivative G(X) = ([g1, 9], .-, (9}, 95]) over a given box X. The pruneable
region defined by its vertices as in (7), centered in the Baumann point (i.e. c = b), include all the corners
of X, or none of them.

4. Shifting the n-dimensional CPB

When CPB is inside of OB, the number of generated boxes pruning CPB is 2n. If n > 3
this is much more than desired. Shifting in & directions reduces the number of new boxes to
2(n — k), therefore it is important to find the best directions to shift.

To choose the best PB we are going to construct a simple and powerful method that deter-
mine the SPB with the largest volume ratio/less new boxes index. We already know that using

U L
the Baumann point the equations Zi}, = ZiZL hold for i = 1,...,n. In the following formulas
these values would appear many times. Thus let us introduce the notation as in the two-
U L
dimensional case for the Shifting Factor, i.e. sf; = ;ff—i, = Zig , i=1,...,n.

Let us formulate only the general shifting form. For instance, let shift in the ji,...,j; €
{1,...,n} dimensions. First, let us generalize the notation of the Opposite Shifting Factor for
this case as osfj%wjk =1- Zi;jl,...jk sf,. The shifting is possible only if osf; . > 0. After
some computation we can obtain the coordinates of the SPB;, . ;, as:

I
I _ pr; S —
spb; = n_kosjfj-17”'7jk, i=1,....n I=1LU.

Now we can obtain the volume, when SPB;, _;, is inside of OB:

SPB _ B — obl pri pri
V( j1,~--,jk) = H (ob; — oby) H — Osfjl,---,jk Il osfjhm%
1=7J1,.--Jk z:l ,,,,, n
TF 1Tk
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One can see, that the nearer a sf; to 1/n, the grater the volume is. It also implies that

knowing the vector (sf,, ..., sf, ) we can choose the best directions to shift.
Let us note, that if we have the volume for the SPB shifted in the dimensions j1,...,jx_1 €
{1,...,n}, and we want to shift it in one more dimension, j € {1,...,n} too, the new volume

can be computed from the known V(SPB;, ;) in the following way:

n—k
—k4+1\""Ffosf; . —5f; — k41
u) < f717---7]k71 f7k> n + V(SPB]177JK71)

V(SPBj,...5.) = ¢; (
Lyeesk Jk n—k osfjhm,jkf1 OSfjl,,,,,jk,l

Similarly to Theorem 4 it can be shown that if CPB is not inside OB we can always show
an SPB with larger volume inside OB. Although in the next theorem we state a bit more.

Theorem 12. Suppose CPB ¢ OB in the dimensions ji,...,jx € {1,...,n},(k < n), ie. b} <
cpby and ob; > cpby for all i € {j1,...,jk}, but not for i € {1,....n} \ {j1,...,Jx}. Then
SPBj, ... issuch that V(SPBj, ;) >V(CPBNOB),and V(SPBj,, . ;) > V(SPBj, . ;N
OB),l < k.

7.7k

5. Results and conclusions

The presented pruning method was included in a general Interval Global Optimization algo-
rithm which use centered form and naiv interval arithmetic as inclusion functions and mono-
tonicity test, for some hard test problems. Table 1 shows the effort of the algorithm without
and with the new pruning method which let to cut the pruneable box with the best pruning
rate = volume ratio/new boxes rate. The smallest allowed pruning rate was 0.035. One can see,
that the pruning method works for multi-dimensional cases, and it is worth to incorporate it
to Interval Global Optimization Algorithms.

Table 1. Numerical results for the use of the new pruning method compared to the general B&B algorithm.

Function name n € Effort Effort With Pruning SpeedUp
Ratz 3 1072 633508 535196 1.18
Kowalik 4 1073 4883230 2125330 2.30
EX2 5 1073 3448563 1970996 1.75
Ratz 5 1073 1201476 1035922 1.16
Ratz 7 1073 1900512 1667050 1.14
Ratz 9 1073 3183190 2435704 1.31
Griewank 10 10°° 1551366 1551366 1.00
Rastrigin 10 1073 1551366 1593770 0.97
Rosenbrock 10 10? 510041 335433 1.52

#F: number of function evaluation, #G: number of gradient evaluation, Effort= #F + n#G
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Abstract In this paper a novel algorithm is proposed for the solution of single and multiple objective problems
in space mission analysis and design. The underlying idea is to look for the set collecting all the
solutions that satisfy a given optimality criterion or property. A population of agents is associated
to a set of general solutions and behavioural rules are devised for each agent and for the entire
population in order to drive the agents toward the optimal set. This mechanism is hybridised with
a particular adaptive domain decomposition technique, which is used either to extend the search or
to favour convergence. Some example cases will show the effectiveness of the proposed approach.

Keywords: global optimisation, multiobjective optimisation, hybrid methods, space mission design.

1. Introduction

In many space mission design problems there is the need to extensively search for optimal
solutions in highly complex solution domains. Typical problems of trajectory design, opti-
mal control, multidisciplinary design and concurrent engineering can be translated into mul-
tiobjective optimisation problems characterised by multimodal functions and heterogeneous
parameters (mixed integer-real parameters) [1,2]. Moreover it is often required to procure reli-
able sets of solutions, where reliability is measured in terms of repeatability and predictability
of the result. This would suggest a purely deterministic approach to many problems occur-
ring in mission analysis. In turn the request for exhaustiveness of the search leads often to
long computational time (few days up to a week). Although this is generally acceptable com-
pared to standard development time of a space mission, it might become not acceptable in
the early or preliminary phase of the design or in case of extremely costly evaluations (as in
multidisciplinary design). An alternative to deterministic search could be to use stochastic
based approaches, especially when the solution space is deceiving. In this case predictability
of the algorithm has to be dropped. In particular in most stochastic algorithms the width of
the intervals for each parameter is not always easy to define although it can change the prob-
ability to find the global optimum. Moreover the need for sets of optimal solutions, rather
than a single global optimum, requires a reformulation of single objective problems in order
to allow the convergence to a set as for multiobjective problems. In this paper a unifying for-
mulation of both multiobjective and single objective problems is proposed and an algorithm
that combines a deterministic domain decomposition technique and a stochastic-based multi-
agent search is presented. This algorithm is intended to improve performances and reliability
of optimisation in some space mission design problems by allowing a partial or complete
reconstruction of the set of optimal solutions. The domain decomposition procedure gener-
ates branches along which the multiagent collaborative search is performed. Non promising
branches are then pruned while promising ones are further explored until termination. The
branching scheme is initially inferred and then updated on the basis of the outcome of the
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multiagent exploration. The proposed approach is here tested at first on a well known suite
of multiobjective optimisation problems and compared to known algorithms and then on one
standard mission analysis problems and compared to some state of the art global optimisation
tools either based on deterministic or stochastic methods

2. Problem Formulation

In many practical cases both single and multiobjective problems require the identification of
multiple optimal solutions and therefore to reconstruct a set of values and not just a single
one. Therefore the general problem, no matter if single or multiple objective, could be to find
a set X of feasible solutions x such that a property P(x) is true forall x € X C D:

X ={xeD|PKx)} (1)

where the domain D is a hyperectangle defined by the upper and lower bounds on the com-
ponents of the vector x:

D={z; |z e[, bY]CRi=1,...,n} )

All the solutions satisfying property P are here defined to be optimal with respect to P or P-
optimal and X can be said to be a P-optimal set. Now property P might not identify a unique
set therefore a global optimal set X, can be defined such that all the elements of X, dominate
the elements of any other X:

Xo={x"e€eD|Px")AVxe X =x" <x} 3)

where < represents the dominance of the x* solution over the x solution. In the case of single
objective function, the set X may contain all solutions that are local minimisers or are below
a given value. In this case if more than one solution exists within the required domain D the
interest could be more to find a number of solutions forming the set X, rather than finding the
global optimum with a high level of accuracy. In the case of multiobjective optimization, if P
is a dominance condition or Pareto optimality condition for the solution x then the solution is
Pareto-optimal if P(x) is true.

3. Multiagent Collaborative Search

The proposed multiagent collaborative search is based on the following principle: each one
of a set of agents explores locally the solution space within a hypercube (local environment
perception), at the end of each exploration session agents showing improvements communi-
cate (collaborate) with the others, their findings. A pool of embryonic agents is maintained
in order to randomly generate new agents. A filter is used to select exploring and embryonic
agents: if an agent falls out of the filter, is inserted in the pool.

Each solution x is associated to an agent j and is represented by a string, of length n, con-
taining in the first m components integer values and in the remaining n — m components
real values. This particular encoding allows the treatment of problems with a mixed integer-
real data structure. A hypercube S is associated to each agent x;, the hypercube, enclosing
a region of the solution space surrounding the individual, is defined by a set of intervals
S = S12S228,, € D;, where z; € S;. The solution space is then explored locally by acquir-
ing information about the landscape within each region S and globally using a population of
agents. A sequence of actions is then performed by each agent x; according to a behavioural
scheme /3;, in order to acquire a minimum set of samples sufficient to decide in which direction
to take the next move. For an agent x;, a behavioural scheme is a collection of displacement
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vectors A generated by a function fg:
Bj ={A& |Vse N = x;”l = xé‘?—l—Aﬁs e SCDAAE = f(xf,xf_l,w,r,x, S)NS < Spmaz} (4)

where f5 is a function of the current and past agent state x¥ and x*~!, of a set of weights
w, a set of random numbers r, the current state of the other agents in the population x and
the index s. The index s is increased until a better solution is found and s is not larger than
a given Syqe. The behaviour scheme is conceptually equivalent to the pattern of common
pattern search direct methods. The size of the hyperrectangle S and the maximum number of
available samples (level of resources) are adapted according to the number of discoveries of
each agent.

3.1 Knowledge Sharing and the Global Archive

At every stage of the optimisation process, a number of solutions (i.e. of agents) belongs to an
optimal set X. This set is saved at every stage into a global archive which represents also the
repository of the best achieved and perceived locations of each agent. After the behavioural
scheme has been applied, all the agents presenting an improvement are inserted in a commu-
nication list and communication is performed between each element of the list and an equal
number of agents randomly selected form the population. Moreover the elements of X are
ranked according to their crowding factor and used to define the behavioural scheme of dom-
inated agents and of agents presenting no improvement. The crowding factor is the number
of agents in the hypercube S divided by the number of agents in the population.

4. Domain Decomposition

Before each run of MACS the solution space is decomposed according to a predictive scheme.
A branching model is initially provided by the user and later updated using the MACS output.
During MACS the subdomains generated by the branching scheme are used to evolve niches
in particular highly crowded agents are regenerated into subdomains with a low density.

The initial domain D is progressively decomposed into smaller domains D; C D accord-
ing to the branching scheme. The branching scheme is represented by a set I, containing the
indices of the coordinates that have to be split and a set C'p containing the cutting points for
each coordinate. The initial set I, is defined by the user while the set Cz contains the middle
point of the interval defining each coordinate. After each run of MACS the branching scheme
is adapted depending on the outcome of the MACS. The subdomains D; with the minimum
number of collected samples among the ones containing elements of X is selected for fur-
ther decomposition provided that the number of times n, its parent subdomains have been
branched without improvement is below a given threshold. This strategy however excludes
from further exploration all the subdomains containing no elements of X. Therefore when an
exhaustive search is required, the following merit function is used:

le = (1 - U)le + VYD, (5)

where wp, is the density of function evaluations in D;,pp, is best fitness in D; and v is a
weighting factor used to favor either convergence or exploration. For multiobjective prob-
lems, in the following, we used the former strategy.

5. Sample Multiobjective Problems

The proposed hybrid approach (EPIC) was tested on several different test cases: a standard
set of multiobjective problems and some space related problems. Multiobjective optimisation
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problems were taken from [4] and [3] and listed in Tab. 1. EPIC was compared to MPSO,
NSGA-II and PAES in terms of number of function evaluations and of average distance from
the optimal Pareto set (metric M in [3]).Test function 1 is one-dimensional and has a dis-
connected Pareto set made of 2 subsets. EPIC was run with 5 exploring agents and a total
population of 10 agents. The number of function evaluations was fixed to 600. Test function 2
has a disconnected Pareto set made of 4 subsets. In this example, 5 exploring agents were used
over a total number of 10 agents in the population. The total number of function evaluations
was fixed to 3000. Test function 3 has 60 local Pareto fronts for ¢ = 1 and n = 2 while has 21°
local Pareto fronts with n = 10 and ¢ = 2. The maximum number of function evaluations was
fixed to 3000 for n = 2 and to 20000 for n = 10 and the number of exploring agents was 3 over
a population of 5.

Table 1. Multiobjective test functions

—x if <1
—2+z 1 l<z<3
Scha fo=(x—5);fi= i Z; 3ep<d z € [-5,10]

—A4z if z>4

Deb fi=x1 T1,x2 € [O, 1]
fo=(1410z2) [1 - (1+€(1)w2) - 1+li%)x2 Sin(27rqx1)] a=2.q9=4

T4 g=1+10(n—1)+ 3" [27 — 10cos(2mqz:); h =1 — ,/% z1 € 10,1];z; € [—a,aq]
fi =z1; f2=gh i=2,...,n

The objective space for a typical run of EPIC is represented in Fig. 1 for all the three test
functions. The results for the performance index M; averaged over 30 runs are summarised
in Tab. 2 and compared to MPSO, PAES and NSGA-II (the standard deviation is reported
in brackets). In [4] the three algorithms were run for a maximum of 4000, 1200 and 3200
function evaluations respectively on case Deb, Scha and T4 with ¢ = 1,n = 2 and a = 30.
Then the average value y)7,=1.542e-3 and the standard deviation o s, =5.19e-4 of M; over 20
runs of EPIC on problem T4 with ¢ = 2,n = 10 and a = 5 was compared to the results in [5]
for NSGA-II(ppr,=0.513053 oy, =0.118460),SPEA (pipr,=7.340299 o)y, =6.572516)and PAES
(1ep1,=0.854816 o7, =0.527238). In should be underlined that, for this test function, in all the
20 runs, EPIC converged to the global Pareto front.

16 1 1
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Figure 1.  Pareto fronts for the three test functions, Scha on the left, Deb in the middle, T4 on the right.

5.1 Multi Gravity Assist Trajectories

A common problem in space mission analysis is the optimal design of transfer trajectories ex-
ploiting one or more gravity assist manoeuvres (MGA) to change the orbital parameters of a
spacecraft. Each gravity manoeuvre occurs at a planet and exploits the gravity action of the
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Table 2. Summarising results for multiobjective test cases

MPSO PAES NSGA-II EPIC
Deb 0.002057 (0.000286) 0.002881 (0.00213) 0.002536 (0.000138) 5.4179e-4 (1.7e-4)
Scha 0.00147396 (0.00020178)  0.070003 (0.158081)  0.001594 (0.000122)  1.4567e-4 (3.61e-4)

T4 (n=2,4=1a=30)  0.0011611 (0.0007205)  0.259664 (0.573286)  0.094644 (0.117608)  2.8527e-4 (8.38e-4)

planet to produce a change in the velocity vector of the spacecraft, a so called Av. Since Av
changes are normally produced by propelled manoeuvres, optimal sequences of gravity assist
manoeuvres minimise the total propelled Av required to reach a given target. A general grav-
ity assist manoeuvre in the solar system can be modelled assuming the planet a point mass
and the manoeuvre to be instantaneous. In this simplified model the gravity action produces
a simple rotation of the incoming velocity vector, relative to the planet, in the plane identified
by the incoming and the outgoing velocity vectors. This rotation is normally a function of
the modulus of the incoming velocity and of the minimum distance of the spacecraft relative
to the planet [6]. Due to this functional dependency, caused by physical reasons, not all the
desired rotations can be achieved. Therefore an additional propelled manoeuvre is generally
necessary to correct the outgoing velocity vector. The total cost of a MGA transfer can be de-
fined as the sum of all the corrective v{ manoeuvres for all the N planetary encounters plus
the initial vy at launch from Earth.

N
fla) = Avg+ Y Avf (6)

i=1

The conic arc connecting two subsequent planets i and i+ 1 at position r; and ;11 is computed
as a Lambert’s [7] solution. The two position vectors are functions of the encounter dates ¢;
and t;4;. Therefore the solution vector = [to, 11, ..., T}, ..., Tv] is defined by the launch date
to and by all the times of flight (TOF) from one planet to the subsequent one T; = ¢, 1 — ;.

The results for a transfer to Saturn through a multiple gravity assist of Venus and the Earth
is reported in Tab.4. The sequence of planets is fixed and has been taken equal to that of
the Cassini mission to Saturn, i.e. Earth-Venus-Venus-Earth-Jupiter-Saturn, the boundaries
of the domain D for this problem are reported in Tab. 3. The Av column in Tab. 4 shows
the average value of the solutions found over 10 runs of the algorithms listed in the first col-
umn, along with the standard deviation o. The last column reports the mean value of the
total number of function evaluations for each algorithm with the associated standard devia-
tion. EPIC has been compared to 10 algorithms, 7 based on stochastic processes: GAOT and
GAOQOT-s (respectively real coded Genetic Algorithms and Genetic Algorithms with sharing),
GATBX and GATBX-mig (different forms of Genetic Algorithms), FEP (fast evolutionary pro-
gramming), DVEC (differential evolution), ASA (fast simulated annealing). The last three are
deterministic algorithms: GlbSolve (implementation of the branch and prune strategy based
on DIRECT), MCS (multilevel coordinate search developed by Neumaier et al.), and RbfSolve
(response surface based algorithm), read [2] for additional details on the algorithms. For the
stochastic algorithms the stopping criterion is the number of function evaluations after which
no improvement of the objective is registered. For EPIC the stopping criterion is approxi-
mately the number of function evaluations of the best performing algorithm. A total of 20
exploring agents, over a population of 30, have been used and the maximum branching level
nyp has been fixed to 1.
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Table 3. Solution domain D for the Earth-Saturn MGA transfer

to(MJD2000) Ty (day) T, (day) Ty (day) Ty (day) Ts (day)
b 1277 14 11 14 99 365
bu 548 292 449 146 1000 3650

Table 4. Summarising results for the MGA test case

Software Tool Av(m/s) Function Evaluations
GAOT 8256.416 (o =1555.107) 8543.4 (0 =4075.382)
GAOT-s 21874.731 (o =5741.406) 1350.4 (o =559.057)
GATBX 8317.45 (0 =2339.832) 39468 (0 =29981.599)
GATBX-m 8237.81 (0 =972.517) 59220 (o =27105.666)
FEP 9287.112 (o =2860.194) 22238.3 (0 =16233.713)
DVEC 10145.388 (o =3494.605) 10250 (o =4696.157)
ASA 12712.987 (0 =6646.187) 96255.8 (0 =3281.118)
MCS 13782.954 46601
GlbSolve 15347.899 4345
RbSolve 16970.001 1000

EPIC 7133.900 (o = 431.79) 10127 (o =115.9)

6. Summary

In this paper a novel algorithm for single and multiple objective optimisation has been pre-
sented. The algorithm blends together a deterministic branching technique with a stochastic
based multiagent collaborative search. This particular hybridisation is used to partially recon-
struct a set of solutions, which are optimal with respect to a given criterion. This formulation
of the problem allows a unifying prospective on both single and multiobjective problems. The
effectiveness of the proposed approach has been demonstrated through a suite of standard
well known mutliobjective optimisation problems and on common space mission analysis
problems. The hybridisation of domain decomposition and MACS has performed quite well
on all the test cases showing a significant gain in accuracy along with a reduction of function
evaluations in the solution of both multiobjective and single objective problems.
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Abstract A general method is introduced to obtain size independent lower bounds for the minimal inter-
particle distances in optimal atom cluster problems with pair potential functions. For the considered
pair potential function only reasonable properties are supposed. Derivation of explicit linear lower
bounds on the optimal energy values are also given. As demonstration new lower bounds for the
Lennard-Jones and Morse clusters are reported.

Keywords: Lower bounds, atom cluster problems, Lennard-Jones cluster, Morse cluster.

1. Introduction
Given a cluster of n atoms, define z; € R? (i = 1,...,n, and d > 1) as the center of the ith
atom. The potential energy of the cluster z = (x1,...,7,) € R is defined as the sum of the

two-body inter-particle pair potentials over all of the pairs, i.e.,

E(z) =Y _v(ry), 1)
i<j
where r;; = ||z; — ;|| and v(r) is the value of a pair potential of distance r.
The aim of this work is to obtain lower bounds for the minimal interatomic distance in the
optimal structure of (1) under weak, natural conditions on the pair potential v(r).
A global minimizer of the function E is any configuration z* € R with

E*:= E(z*) = min E(z). (2)

zeRn
Let r;; be the Euclidean distance of the points = and T (¢i,7 = 1,...,n). The minimal inter-
particle distance in the optimal structure is r* = min; ;r;; (i,j = 1,...,n). Without loss of

generality let us suppose thatz; =0and 0 =r; <7y < ... <7, where
rp = ey =@l =zl G =1,....n).

We consider only the cases n > 2.

2. Improved lower bounds

We consider the particles in the cluster as balls and based on geometrial properties a lower
bound on the largest distance (measured between the origin and the balls) is given.

*This work has been supported by the grants OTKA T 034350 and AOU 5601i11.
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Lemma 1. Suppose that we have k small d-dimensional balls with radius r /2. Let r; be the distance of

the ball i from the origin and suppose that r1 < ... < ry. Then a lower for the maximal distance ry, of
d

a small ball from the origin is @r <.

Theorem 2. Let E;(2*) :=>_, ., v([lz] — ) (i =1,...,n)and assume that in the configuration

taken into account the minimal distance between the particles equals to q.

(i) By < —|v(s)] holds.

(it) EY = 3, <5 v(rj) + 220 55 v(r5) 2 F(q) + S(q).

(iii) If the inequality F(y) + S(y) > —|v(s)| holds forall y € Y then r* ¢ Y, where

F<y>::v<y>+v<s>((23+y)d—1> md Sw)= 3 v(%;ly).

Y s=[2s/y+1)"]

If we have a size independent lower bound on the minimal inter-particle distance then
lower bound on the values E for all i = 1,...,n can be established. Thus linear (in the
number of atoms) lower bound on the optimal values can be given as well [6].

3. Lennard-Jones clusters

In general form the Lennard-Jones pair potential function is v, (r) = 4e [(%)12 - (%)6] )

where ¢ is the pair well depth and 2'/65 is the pair separation at equilibrium. In the global
optimization literature the function v, with reduced units,i.e. e =0 =1 and s = 21/6 or the
so-called scaled Lennard-Jones pair potential (¢ = 1, 0 = 27/6, s = 1) is investigated.

In the literature one can find previous results about the minimal distance in optimal scaled
Lennard-Jones clusters. These results are compared in the following table including that one
obtained in the present work. Note that all these results are independent of the number of
particles in the configuration.

dimension Xue [6] Blanc [1] Vinké [5] present work
2 - 0.7286 (0.7284) 0.7533
3 0.5 0.6108 0.6187 0.6536

Based on these results linear lower bounds on the optimal values can be calculated. They
are —67.88673405n - € in dimension three and —9.565562565n - € in dimension two (n=2, 3, ...).

Note that for the scaled Lennard-Jones cluster even better lower bound (¢ > 0.72997) is
reported by Huang. This result is not included in the table above since one can prove that his
argument leading to such a good result is incorrect.

4, Morse clusters

The pair potential function in Morse cluster is v,(r) = e?(!=") (e?1=7) —2) where p > Oisa
parameter. In the context of global optimization, the cases p > 6 are interesting, since these
are more difficult problems than finding the optimal Lennard-Jones structures [2].

We must emphasize that Theorem 2 gives an exclusion interval for r*. For the Morse clus-
ters (because it is defined even in the case r = 0) the function F(y) + S(y) + |v,(s)| in Theorem
2 becomes negative for small y values. The very tiny y values are handled using [4].

In Table 1 the results from [4] and form [5] collected and compared with the results can be
achieved with the usage of the general technique introduced in this paper. Note that the new
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Table1. Lower bounds for the minimal distances in optimal three dimensional Morse clusters for different p. The
last column contains linear lower bounds for the optimal values.

p Locatelli-Schoen [4] Vinké [5] present work lower bound on the optimal value
6 0.114 0.499 0.559 —81.23699155n
7 0.376 0.611 0.652 —51.83256650n
8 0.468 0.680 0.710 —40.34618808n
9 0.528 0.727 0.752 —33.74384634n
10 0.574 0.762 0.782 —29.76671162n
11 0.613 0.789 0.807 —26.58857202n
12 0.644 0.810 0.826 —24.62136302n
13 0.672 0.828 0.841 —23.40692214n
14 0.695 0.842 0.854 —22.11827825n
15 0.715 0.855 0.865 —21.19287270n

results are achieved using the fact that by [4] ¢ must be greater than the second column in
Table 1.

5. Usefulness of the results

The information on the minimal interatomic distance can be applied
» in Branch-and-Bound methods as an accelerating tool;

» inastarting point generator used in incomplete or asymptotically complete global solvers.
For instance, in [3] this kind of information is used to improve the performace of the pro-
posed solving technique;

» and -as it is proved in [7]- one can construct efficient data structure to accelerate the
computation of the potential function. Surprisingly, the value of the potential function
(1) can be computed in O(n) time (with a naive method we have O(n?) time complexity).

The lower bound for the global minimum can be used in Branch-and-Bound methods as a
cut-off test.
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Abstract Global optimisation techniques can be used to determine how to feed animals in order to maximise
profitability, so extending the way in which linear programming has been used to find minimum
cost diets. Keys to the extension are recently developed animal growth models and algorithms for
nonlinear optimisation. The problem is described, a solution is presented and the nature of the
objective function is explored.
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1. Introduction

Efficient animal production is of critical importance on our increasingly finite planet. For
many decades, linear programming has been used to determine minimum cost animal diets,
based on a range of feedstuffs, their cost, their composition and dietary constraints. With the
advent of animal growth models (see, for example [2]) and efficient nonlinear optimisation
algorithms, it is now possible to extend this traditional use of optimisation to determine a
feeding schedule which maximises profitablity [1]. The purpose of this paper is to describe,
from a global optimisation perspective, how this is carried out.

The main findings to date of the research are i) that efficient optimisation methods are
needed to find practical and useful feeding schedules and ii) that optimal feeding schedules
can differ from the “feed-to-lean" schedules [4] generally used in the industry. The approach is
limited by our ability to accurately measure needed on-farm growth model parameters (such
as maximum protein deposition levels) and the accuracy of the growth models themselves.
Nevertheless, trials have been conducted in New Zealand, based on the outcomes of the opti-
misation, in an attempt to improve production efficiency.

The paper is organised as follows. In the next section we describe the objective function to
be maximised and its domain. In Section 3 we discuss algorithms used to find the objective
function optimum. The nature of the objective function is explored in Section 4 and an idea
for an improved algorithm proposed. The paper concludes with a summary:.

2. The domain and the objective function

In this section the domain of the objective function and the objective function itself are de-
scribed.
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2.1 Domain

An animal “diet", specifying nutrition for a certain growth period, and required as input to
a simple growth model, can be described using only three parameters, p, r and d, defined as
follows:

p = proportion of the ad libitum digestible energy intake
r = minimum lysine to digestible energy ratio, in grams per megajoule
d = digestible energy density, in megajoules per kilogram

The ad libitum digestible energy intake is determined by a standard National Research Coun-
cil (NRC) [3] curve, relating digestible energy to live weight of the animal. Parameter p de-
termines the proportion (typically around 0.8) of that amount to be fed. Lysine is an amino
acid, required for growth, and generally the amino acid found to be limiting in a diet. For
that reason we specify the level of lysine required using parameter r and specify the other
amino acids needed for growth (in a particular ratio to lysine - providing so-called “balanced"
protein) using the lysine level. Finally, the energy density d of the diet must be within limits
in order to ensure palatability.

We term a “feeding schedule" to be a finite sequence of diets, indexed by 4, with the ith diet
fed for a predetermined time of 7; days (fixed at the outset). Thus we write a feeding schedule
as

F = (plvrla dl;p277‘27 d2a <o 3PnyTn, dn)

Typically T; = 7 for each i, so diets are fed for a week, and n = 15 diets are offered. This total
period of 105 days, for New Zealand conditions, amply covers the usual time from weaner
arrival (it is assumed that the producer buys in weaners) to slaughter date. Typical parameter
ranges used are [0.8, 1] for p, [0.2, 1.2] for r and [12, 17] for d. Our aim will be to find the optimal
feeding schedule and slaughter date, so the domain of the problem is

Py xRy XDy X Py X Ry Xx Dy X ... X Py X Ry x Dy, x{1,2,...,T}

where P; = [0.8,1], R; =[0.2,1.2] and D; = [12,17| foreachi=1,...,nand T' = ) . T;.

2.2 Objective function
The objective function to be maximised is profit, or gross margin at market, given by
g(F,z) = Gross Return(F’, z) — Feed cost(F, z) — Weaner Cost

where F' is a feeding schedule and z the slaughter date. Throughout, we measure this as
“profit per pig" (an alternative is to measure “profit per pig place per year"). The weaner
cost is fixed, typically in New Zealand at NZ$70. Feed cost FC is a function of F' and z, as is
the gross return GR. In Table 1 we give a typical linear programme using New Zealand data,
showing ingredients, their cost, their composition and the associated constraints, when using
a diet with r and d. In Table 2 we show a typical New Zealand price schedule; the return on a
pig depends on backfat thickness and carcass weight.

Objective function: Single pig The flow chart in Figure 1 details how, given a feeding
schedule F' and slaughter date z, together with the p; and genotype parameters of

minLP = minimum allowable lipid to protein ratio
Pdmar = maximum daily protein deposition

The gross return GR(F, z) and total feed cost F'C'(F, z) can be computed. In turn, the objective
function g(F, z) is then calculated. An iteration of the routine uses r; and d; to complete the
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Table 1. A linear programme providing the least cost diet.
Barley Soybean Meat
and
bone
Minimise: 0.25B + 0.715S + + 0.5M
Digestible energy 13.2B + 15.86S + + 12M = d
Lysine lower bound 3.19B + 27.33S + + 16.19M > rd
Balanced 2.85B + 10.74S + + 20.3M > 0.62rd
amino 1.2B + 4.68S + + 1.09M > 0.19rd
acid 2.42B + 11.48S + + 9.95M > 0.32rd
lower 8.34B + 36.75S + + 18.91M > 0.95rd
bounds 3B + 16.22S + + 9.54M > 0.67rd
6.85B + 33.255 + + 21.5M > rd
Mineral 0.5B + 3S + + 105M > 8
bounds 0.5B + 3S + + 105M < 13
3.1B + 2.6S + + 52M > 7
3.1B + 2.65 + + 52M < 11
0.2B + 0.1S + + 5.5M > 10
0.2B + 0.1S + + 5.5M < 20
Ingredient —0.4B + 0.6S — — 0.AM < 0
upper —0.1B — 0.1S — — 0.1M < 0
bounds —-0.3B - 0.3S - — 0.3M < 0
—0.4B — 0.4S — — 0.4AM < 0
Diet mass B + S + + M = 1
Table 2. A New Zealand price schedule giving prices in cents per kg for pigs at slaughter in July 2001.
Carcass weight (kg)
35.0 35.1 40.1 45.1 50.1 55.1 60.1 65.1 70.1 75.1 80.1
Backfat and to to to to to to to to to and
(mm) under 40.0 45.0 50.0 55.0 60.0 65.0 70.0 75.0 80.0 over
<6 300 300 300 300 300 300 300 300 300 300 300
6-9 360 385 395 395 385 370 370 370 370 365 335
10-12 360 385 385 390 375 370 370 370 370 365 335
13-15 330 330 330 330 330 335 335 335 335 330 305
16-18 260 260 260 260 260 270 270 270 270 270 270
>18 230 230 230 230 230 240 240 240 240 240 240
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Initialisation
e Set feed period 7' =0

e Set feed cost FC =0

e Record ingredient composition and cost

e Record genotype parameters minl.P, Pdmax
e Record feed intake curve

e RecordF=p,r,d),i=12..n

e Recordx

o =]

v
Find minimum cost diet for (r;, d;) using LP
e Requires ingredients and composition
e (1, d)) determine constraints
e Outputs proportion of ingredients in 1 kg feed

v
Determine balanced amino acid in diet

v
Feed period i = min{7,, x — 1}
Total feed period 7= 7'+ T;
v

Calculate feed cost F(; for feed period i
Use feed intake curve, p;, d; and LP output
v
Increment total feed cost
FC =FC + FC,
v

h 4

i=i+1

Grow pig for feed period i
e Use minlP, Pdmax, amino acid balance in growth model
e Gives protein and lipid deposition in feed period i

v
Is T<x?
Yes
v No
Calculate total feed cost and gross return
FC(F, x) = FC

GR(F,x) read from price schedule using composition of pig
(backfat and carcass weight)

Figure 1. Calculation of g(F, x)
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right-hand-side constraints in the linear programme (see Table 1); the least cost makeup of 1kg
of feed for this period is the output. Together with p; and the standard NRC feed intake curve
this allows the feed cost for this ith period to be computed. The amount of balanced amino
acid can also be calculated. This, together with the genotype parameters (and at the start the
initial mass P of protein in the pig) and the growth model, allows us to grow the pig for the
ith period; protein and lipid deposition are recorded. Continuing until the slaughter date in
this way allows us to compute F'C(F,z) (by summing the individual period feed costs) and
GR(F,z) (by referring the configuration of the pig at slaughter date to the price schedule of
Table 2).

Finally, we determine the maximum gross margin per pig, using feeding schedule F, as
g(F) = max, g(F, x).

Objective function: Multiple pigs The optimal feeding schedule for a single pig is an unre-
alistic schedule, since in practice many pigs, exhibiting minor variations in genotype and feed
intake, are grown on a single feeding schedule. The optimum schedule in such a situation
is different from that found for a single pig. For this reason we have introduced variation
to minL P, Pdmax and the feed intake curve values across the pigs in a batch (using a co-
efficient of variation for these quantities of generally 5%, and 200 pigs in a batch). In this
case, g(F,x) = ZZJL gi(F, z) where g; is the gross margin for the ith pig, calculated as in the
previous subsection. As before, g(F') = max, g(F, x)

3. Optimisation

For moderately complex problems, pure random search is not able to find the optimum. To
date, a number of standard optimisation techniques have been applied to this problem - tabu
search, ascent, simulated annealing, Nelder-Mead and a genetic algorithm. The last men-
tioned has been found to be most successful to date. The “genome" is the feeding schedule;
crossover and mutation act in a natural way. Associated software, called “Bacon Max" has
been developed in Visual C++. Extensive testing to tune the genetic algorithm has been con-
ducted and generally a population size of 20 feeding schedules has been found to be satis-
factory. Twenty iterations with no change in the value of the objective function has provided
a suitable stopping rule. The genetic algorithm is slow, however, taking up to an hour to
satisfactorily solve a typical problem.

4. The nature of the objective function

Cross-sections through the objective function have been drawn, revealing the structure of a
craggy volcano. A representative cross-section is shown in Figure 2.

We are currently exploring applying the idea behind the “conjugate gradients" method to
this problem - successively performing one-dimensional optimisations, using orthogonal di-
rections, to reduce the time required to find the optimum.

5. Summary

A combination of nonlinear optimisation tools, an animal growth model and linear program-
ming can be used to find feeding schedules which maximise pig producer profitability. Pure
random search fails to find the optimum; a genetic algorithm has been found so far to be the
most successful approach. Knowledge of the objective function shape is expected, in the near
future, to lead to an improved optimisation routine.
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Figure2.  The craggy volcano shape of a section through the objective function at the optimal solution. (Dr. D.L.J.
Alexander is thanked for this graphic.)
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Abstract The optimal triangulation is an important topic in computational geometry and arises in many dif-
ferent fields. This paper surveys several unsolved problems in optimal triangulations and especially
focus on some new problems which need further research.
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1. Introduction

A triangulation of a given points set S in the plane is a maximal set of non-crossing line seg-
ments (called edges) which have both endpoints in S. In two dimensions, a triangulation par-
titions the interior of the convex hull of the given point set into triangles and these triangles
interest only at shared edges and vertices. There are many areas of engineering and scientific
applications for triangulation, such as finite element, numerical computation, computer aided
design(CAD), computational geometry, etc [4,7].

From the view of application, it is important to confine geometric constraints on the shape
of triangle in obtained triangulation. Several measures of triangle quality have been proposed,
which are based on edges length, angles, areas and other elements of the individual triangles
in a triangulation. An optimal triangulation is the one that is best according to some criterion
of these measures.

More recently, there have already some surveys on the optimal triangulation, such as [5,5,
8,20,22]. This paper also deals with this topic, but our focus is the set of planar points with
the Euclidean metric in E?, which is the most important case for applications. The emphasis
of our work is on problems of optimal triangulation. The goal is to survey some unsolved
problems and propose some new problems which need further research.

2. Optimal Triangulation

2.1 Delaunay Triangulation

The Delaunay triangulation of a point set S, DT'(S), is the planar dual of the Voronoi diagram,
V(S). The Voronoi diagram is a partition of the plane into polygonal cells, one for each in-
put point, so that the cell for input point s consists of the region of the plane closer to s than
to any other input point. See [4,13,18] for extensive discussion and surveys. Various global

*This research is supported by NSF of China under Grants No. 10371094 and 70471035.
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optimality properties of DT'(.S) can be proved by observing that every good flip gives a local
improvement of the respective optimality measure [5,5]. On the contrary, DT'(S) fails to fulfill
some optimization criteria, such as minimizing the longest edge or minimizing the maximum
angle. There are still no any results on some optimal criteria such as following.

Old Problem 1: How to find a minmax area triangulation or a minmax perimeter traingulation?

2.2 Minimum Weight Triangulation(MWT)

The most longstanding problem among all the optimal criteria is the minimum weight triangu-
lation (MWT), in which we assign a weight for the edge as its Euclidean length, define the
weight of a triangulation as the sum of the edge weight in the triangulation and our goal is to
find or generate a triangulation with the minimum weight.

The complexity of computing the MWT for arbitrary planar point set is still open: this
problem is not known to be NP-hard, nor is it known to be solvable in polynomial time.

Old Problem 2: Whether MW'T is a NP — hard problem?

Dynamic Programming is a powerful tool to deal with some discrete optimization problems.
Gilbert [14] and Klincsek [15] gave a dynamic programming algorithm for computing a min-
imum weight triangulation of a convex polygon, and their algorithm do also well for simple
polygon. The time complexity and the space complexity are O(n?) and O(n?) respectively. If
we may find a fast algorithm to compute a MW T of a convex polygon, there will be a light to
improve some heuristics for computing the MW T.

Old Problem 3: Whether the MWT of a convex polygon can be found in o(n?®) time?

However, for some special points arrangement, such as [3, 10, 16, 20], the minimum weight
triangulation of the point set can be computed in polynomial time with Gilbert and Klincsek’s
algorithm. The detailed discussion is omitted in this extend abstract.

Some studies, see [20,24], have pointed out that to find more edges in a MW T can improve
the performance for some heuristics. Thus to find some new subgraphs in a MWT is very
helpful. Some problems about the edges which always belong to MWT and their properties
are discussed in the full version of this paper.

For the minimum weight Steiner triangulation (MWST) problem, our goal is to find or gener-
ate a triangulation of a superset of S with minimum total Euclidean length. There have large
number of result in this field, such as [12]. Among these studies, following problem is an im-
portant and unsolved one.

Old Problem 4: Whether the Steiner points in the minimum weight Steiner triangulation of a convex
polygon all lie on the boundary?

2.3 Local Optimal Triangulation

Call a triangulation local optimal triangulation if no any diagonal edge of any convex quadri-
lateral can be flipped to reduce its weight. A triangulation 7°(5) is called a k-optimal triangu-
lation for 4 < k < n, denoted by LOT},(S), if every k-sided simply polygon drawn from 7'(S)
is optimally triangulated by some edges of 7'(S) with minimal weight. It is easily to observed
that GT'(S) and the triangulation obtained by longer diagonal edge’s flipped to shorter diago-
nal edge in any convex quadrilateral are all local optimal, thus are all 4-optimal triangulations.
All of these triangulations can be computed in polynomial time, but up to now there is no any
result on how to get a 5-optimal triangulation in polynomial time.
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New Problem 1: Whether there is a polynomial time algorithm to find a 5-optimal triangulation?

We are able to give an algorithm, which is motivated by the Edge Insertion algorithm [6], to
compute a 5-optimal triangulation for a point set .S:
Given a triangulation A of a point set .S, the function EDGE-INSERTION of ab, a,b € S is

Function EDGE-INSERTION(A, ab): triangulation.
1. B:=A;
2. Remove from B all edges that intersect ab and produce a polygon Pp;
3. Use the Dynamic Programming to retriangulate the polygonal regions P, in step 2;
4. return B.

Thus, our algorithm can now be formulated as follows.

Input. A set S of n points in R2.
Output. A triangulation 7 of S.
Algorithm. Construct an arbitrary triangulation A of S.
repeat 7 := A;
for all pairs a,b € S do
B: =EDGE-INSERTION(A, ab);
if the weight of B is less than the weight of A then A := B;
exit the for-loop
endif
endfor
until for all pairs a,b € S and B=EDGE-INSERTION(.A, ab), the weight of B is no
less than the weight of A.

We can obtain the following theorem.
Theorem 1. The above algorithm gives a 5-optimal triangulation for given point set S.

However, we do not know whether the above algorithm terminates in polynomial time.

New Problem 2: Whether the above algorithm is a polynomial time algorithm to find a 5-optimal
triangulation?

Let E(S) denote the set of all the segments with endpoints in S. A line segment pg with
p,q € S is called a stable line segment of all triangulations of S, if no line segment in E£(5)
properly intersects pg. The stable line segments thus have to appear in any triangulation of
S and are in MWT(S). Denote E3(S) is the set of all stable line segments in S. Xu [21] has
discussed some properties of this segment set and shown that the number of E3(.S) does not
exceed 2n — 2. An important property is the relationship between E3(S) and the k-optimal
triangulations. Let £} (S) denote the intersection of all possible LOT}(S), then we have

E3(S) C Ey(S) C -+ C Ep(8) C -+ C Ep1(S) € MWT(S)

For some special cases of point set S, E3(S) forms a connected graph, thus an MWT(S) can
be constructed in polynomial time using the dynamic programming algorithm. Mirzaian et
al. [17] have shown that E5(S) can be found in O(n?log n) time and O(n) space.

It is pointed out that for uniformly distributed points, the expected number of connected
components is ©(n), see Bose et al. [9]. A surprisingly larger subgraph of F4(.S), the so-called
LMT — skeleton can be constructed in O(n3 log n) time and O(n?) space [11]. Buteven LMT —
skeleton has many edges and it is still a proper subset of E4(S) for some point set [1]. From
the practical point of view, the LMT — skeleton is always nearly a triangulations of S [5].
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The fact that E4(S) is the subgraph of MWT(S), but no algorithm is found to compute
E,4(S) in polynomial time, leads to the following problem.

Old Problem 5: Is it possible to find the intersection of all local optimal triangulations in a polynomial
time?

For a given edge e, we may ask a question as whether there is a local optimal triangulation
T7,(S) such that e is an edge of T7,(S). To observe an edge e in E,(S), we may know that e is
in any local optimal triangulation of S and for any edge ¢’ with endpoints in S interests ¢, ¢’
can not be in any local optimal triangulation. Let F;(S) denote the set of edges do not in any
4-optimal triangulation for point set S, and E}(S) = {e | there is a local optimal triangulation
T(S) such that e € T(S)}. From the definition of F,4(S), E;(S) and E}(S), we have

E(S) = E4(S) U E(S), Eo(S) C E4(S), Eo(S) N Ey(S) = ¢, E4(S) N E;(S) = ¢

If any one of E4(S), E,(S), E}(S) can be computed in polynomial time then we may compute
the another two in polynomial time easily. So the following problem is interesting.

New Problem 3: How to test whether there is a local optimal triangulation contains a given edge e?

24 Pseudo-triangulation

A pseudo-triangle is a simple polygon with exactly three vertices where the inner angel is less
than 7. A pseudo-triangulation of a point set S is a partition of the interior of the convex hull of
S into a set of pseudo-triangles.

In many ways, pseudo-triangulations have nicer properties than classical triangulations of
a point set [2,19]. Among them, a minimum pseudo-triangulation of a points set is one with the
smallest possible number of edges and a minimum weight pseudo-triangulation (MW PT) is a
pseudo-triangulation which minimizes the sum of the edge lengths. No result is known about
the complexity of computing a MW PT of a given point set S, and a similar problem arises
for finding a pseudo-triangulation within a given triangulation.

New Problem 4: Whether to find a MW PT is NPC?

New Problem 5: How to find a MW PT as a subgraph of a given triangulation?

2.5 Mesh Generation

Generating triangular meshes is one of the fundamental problems in computational geometry;,
and has been extensively studied; see e.g. the survey article by Bern Eppstein [5]. In view of
the field of application, it is quite natural to consider mesh generation problem under some
optimal criteria. Recently, we consider the problem of a mesh generation with some edge
length constraints. Among the most fascinating and challenging, we mention the following.

New Problem 6: For given real numbers o < 3 < ~y, and a convex polygon P, how to find a triangu-
lation, T'(P), of P such that the inner edge length in T'(P) is in the interval [, ~y] and the number of
edges with edge length different from 3 is minimum?

In [23], we have presented a heuristics to generate a triangular mesh for a special case of
the above problem, but for a general case, this problem is still open.
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3.

Conclusion

We give a list of unsolved problems related with optimal triangulations both from the theoret-
ical and the application aspects, and show some partial results on the problems in the paper.
To keep our attention on the practical aspects of computing for computational geometry, some
new challenge problems on optimal triangulations need to be solved.
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