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Chapter 1

Introduction

Mathematical programming (or optimization) is a discipline of applied mathemat-
ics. It deals with solving decision problems where a real-valued function f(z) must
be minimized (or maximized) over a feasible region F. Optimization problems
frequently arise in many different fields, e.g., engineering, economics, artificial in-
telligence, mechanical design and many others.

A typical mathematical programming problem can be written as

min f ()

re FCX,

where f: R™ — R is called objective function, x is the n-dimensional variable vector,
X is the variable space and F is called feasible set (or feasible region).

It is possible to define different classes of optimization problems, depending on
the features of the variable space, the objective function and the feasible set. For
example, we distinguish between continuous and integer problems, differentiable
and non-differentiable problems, unconstrained and constrained problems.

Numerical methods for solving optimization problems have been widely studied
in the literature, from both a theoretical and a computational point of view. Lately,
the growing technological development has made possible to collect and store large
amounts of data, and then, efficient methods are strongly needed for their manip-
ulation. This need also affects the field of numerical optimization. For example,
many popular machine learning models are based on solving specific optimization
problems and the use of appropriate methods is crucial to compute a solution in a
reasonable amount of time.

Hence, defining algorithms that are able to efficiently deal with a large number
of variables is an appealing and challenging task of current research. Here, new
methods are proposed for some different classes of optimization problems, giving a
particular attention to the large-scale case.

The guideline of this thesis is to provide mathematical arguments for the pro-
posed algorithms, investigate their theoretical properties and show their behaviour
in practice, also in comparison with other existing methods. The rest of the thesis
is organized as follows.

In Chapter [2 we provide an overview of algorithms for unconstrained optimiza-
tion, with a particular attention for the theoretical aspects and the methods that
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will be exploited in the subsequent chapters.

In Chapter [3] we focus on box-constrained problems and we propose a two-
stage active-set method, embedded into a non-monotone stabilization framework.
The distinguishing feature of this algorithm is to exploit a theoretical property of
the active-set estimate that guarantees a sufficient decrease in the objective func-
tion by setting the estimated active variables to the bounds. In this way, we can
separately update the variables estimated active and those estimated non-active at
each iteration. An in-depth convergence analysis of the algorithm is presented and
numerical results are provided.

In Chapter [4 we extend the above described approach to minimize a function
over the unit simplex. Also in this case, the main feature of the proposed algo-
rithmic framework is to separately update the variables estimated active and those
estimated non-active. In particular, following the idea of setting the estimated ac-
tive variables to the bounds at each iteration, the presence of the linear constraint
requires a further effort to maintain feasibility, while ensuring a sufficient decrease
in the objective function. The convergence of the algorithm is proved when different
variants of the Frank-Wolfe direction are employed. Then, we consider the problem
of minimizing a function over the ¢;-ball, showing how the proposed method can be
suitably adapted for this purpose. Preliminary numerical results are given.

In Chapter[5], an optimization-based strategy for cluster analysis is presented. In
particular, a filtering data method is proposed, based on minimizing a least squares
function with a weighted fp-norm penalty. To overcome the discontinuity of the
objective function, smooth non-convex functions are employed to approximate the
fo-norm, extending some approaches previously proposed in the literature. The-
oretical properties of the model are investigated and numerical results are finally
provided.

Two appendices are included: in Appendix [A] we report the fundamental con-
cepts needed for this thesis and in Appendix [B]we report the details of the numerical
experience that is discussed in Chapter [3

This thesis includes material from three papers (published or submitted for
publication) by the author. In particular, Chapter |3|and Chapter 4| are respectively
based on [I3] and [14], both co-authored with Marianna De Santis, Stefano Lucidi
and Francesco Rinaldi. Finally, Chapter [5|is based on [12].



Chapter 2

Algorithms for unconstrained
optimization: an overview

In this chapter, we focus on algorithms for solving unconstrained optimization prob-
lems where the objective function is (at lest) continuously differentiable.

Besides their own interest, such methods play a crucial role also in the field of
constrained optimization, since many popular approaches (not investigated here)
are based on reformulating a constrained problem as an unconstrained one.

In particular, the scope of this chapter is introducing some concepts that will be
used in the rest of the thesis. For this reason, we only focus on the methods that
are needed for our purposes.

Since the results presented in this chapter are well known, they are reported
without proofs. For more details, the interested reader can see [4, 38, 61}, 62], [66]
and the references therein.

The rest of the chapter is organized as follows. In Section we recall some
general results on algorithms for unconstrained optimization. In Section we
introduce the general scheme of globally convergent methods that exploit a line
search technique. In Section we review some well-known line search methods
proposed in the literature. Finally, in Section we briefly describe some popular
algorithms.

2.1 Generalities

Let us start by considering the following unconstrained minimization problem:

min f («)

x eR",

where f € CH(R").

Generally, optimization algorithms produce a sequence of points {xk}, according
to the scheme reported in Algorithm

When analyzing the properties of an algorithm for unconstrained optimization,
a standard assumption is that £(f(z")) is a compact set. This ensures that the
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Algorithm 1 General algorithm for unconstrained optimization

0 Choose 2" € R", set k=0
1 While Vf(2*) #0

2 Compute s¥ € R”

3 Set Ftl = ok 4 s*

4 Set k=k+1

5 End while

problem attains optimal solutions (see Proposition [24] in Subsection . More-
over, if {x¥} is forced to remain in L£(f(2°)), then the compactness of £(f(z?))
guarantees that {2*} attains limit points and each of them belongs to £(f(x?)).

Here, we focus on computational methods for unconstrained local optimiza-
tion, that aim to find stationary points. Hence, a crucial property that these algo-
rithms should guarantee is the convergence, in some sense, to a point z* such that
Vf(z*)=0.

In particular, different types of convergence can be defined. For example, in
some cases (e.g., when the objective function is convex quadratic), it is possible to
prove that there exists a finite index v such that x¥ is stationary. In other cases,
it can be established that the whole sequence {z*} converges to a stationary point,
that is,

lim ¥ =2* and Vf(z*) =0.

k—00

In other cases, it is possible to guarantee a weaker condition, i.e.,

lim Vf(zF) =0

k—o0

(if all points of {ZL’k} are in a compact set, then the above relation is equivalent
to saying that every limit point of {z*} is stationary). In other cases, it is only
possible to ensure that

liminf Vf(z*) = lim { inf {Vf(@™)}} =0.

oo \m>k

In practice, algorithms are usually stopped when
IVF @), <e

where ¢ is a positive scalar (typical values are e = 107, or ¢ = 1075) and [l is a
suitable norm (e.g., the Euclidean norm, or the sup-norm).

Another feature that characterizes optimization algorithms is whether the se-
quence {z*} converges to a stationary point independently from the starting point
2%, We give the following definition.

Definition 1. An optimization algorithm is said to be

e globally convergent if it converges to a stationary point x* independently from
the starting point,
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e locally convergent if it converges to a stationary point x* when the starting
point belongs to a specific neighborhood of x*.

Moreover, it can be interesting to analyze the convergence rate of an algorithm,
that is, how “fast” {z*} converges to a stationary point. More formally, given a

sequence {z*} C R" such that

lim z* = 2,
k—o0

we are interested in estimating the asymptotic rate at which the error e* converges

to zero, where e is a measure of the distance between z¥ and z* (for example
k _ k *
e’ = [|z% — =)

Two main criteria are generally considered in the literature:
e Q-rate, which concerns the analysis of the sequence {e**!/e*};
e R-rate, which concerns the analysis of the sequence of the roots of the error.
We give the following definitions.
Definition 2. Given a sequence {x*} C R" converging to x* € R, we say that

o {2*} converges to x* (at least) Q-linearly if there exists C' € [0,1) such that,
for sufficiently large k, we have

Iz — a*|| < Clla® — 27

o {2*} converges to x* (at least) Q-quadratically if there exists C > 0 such that,
for sufficiently large k, we have

lz#+ — &%) < Cll2* — 27|

e {2F} converges to x* (at least) Q-superlinearly if

k+1

" — 2| _

lim =0;

k—oo ||zkF — z*|

e {2F} converges to x* Q-superlinearly with Q-rate (at least) p if there exist
p >0 and C' > 0 such that, for sufficiently large k, we have

2"t — 2| < Ol — 27|

Definition 3. Given a sequence {x*} C R" converging to x* € R, we say that

e {2*} converges to x* (at least) R-linearly if there exists C' € [0,1) such that,
for sufficiently large k, we have

ka-‘rl - x*Hl/k < o

e {2F} converges to x* (at least) R-superlinearly if

lim [|2* 1 — 2*||'/% = o;
k—o00



6 2. Algorithms for unconstrained optimization: an overview

e {zF} converges to x* R-superlinearly with R-rate (at least) p if there exist
p>1 and C €[0,1) such that, for sufficiently large k, we have

okt — a7 <

Sometimes, authors define the convergence rate of an algorithm with respect to
the error e = {f(2*) — f(z*)}, instead of ¥ = ||zF — z*|.

Hereinafter, when we analyze the convergence rate of an algorithm, we refer to
Q-rate (otherwise explicitly indicated).

2.2 Globally convergent methods with line search

To guarantee global convergence of an algorithm, three main strategies are usually
considered in the literature. In particular, we can distinguish the following classes
of methods:

e methods that use a line search technique, characterized by a suitable choice
of a search direction d* € R™ and a positive stepsize (or step length) o at
every iteration k, in order to compute the next iterate as

2F T = o 4 ok

e methods that use a trust-region technique, where every iterate is obtained by
approximately minimizing a quadratic model of the objective function in a
specific region around the current point;

o methods that use a direct search technique (usually applied in derivative-free
optimization), which sample the objective function in a proper neighborhood
of the current point.

Here, we focus on algorithms that use a line search technique and we briefly
describe some theoretical properties of this class of methods. In Algorithm [2] we
provide the scheme of an optimization method with line search.

Algorithm 2 General optimization algorithm with line search

0 Choose 2" € R, set k=0

1 While Vf(2*) # 0

2 Compute a search direction d* € R™
3 Compute a stepsize o > 0

4 Set k1 = gk 4 ok dk
) Set k=k+1
6 End while

Optimization algorithms with line search are characterized by the choice of the
search direction d¥, which can strongly affect the convergence rate of the method.
Generally, d* must satisfy the condition

VihTdk <o,
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that is, d* must be a descent direction. This ensures that there exists a stepsize

a® > 0 that makes the objective function decrease. More formally, there exists

a > 0 such that
f@F + ad®) < f(z*), Va € (0,a].

The choice of the step length a* plays a crucial role to ensure global convergence
of the algorithm. As to be shown, line search methods must guarantee that o satisfy
specific theoretical properties.

Before analyzing some general conditions that guarantee global convergence of
Algorithm [2] we need to give the definition of forcing function.

Definition 4. A function o: [0,00) — [0,00) is called forcing function if for every
sequence {t"}, with t" € [0,00), such that hlim o(t") =0, we have that lim t" = 0.

—00 h—o0
Now, we can report the following result.
Theorem 1. Let f: R" — R be a continuously differentiable function and let {z*}
be the sequence generated by Algorithm @ Let us assume that L(f(x°)) is compact,
d* # 0 if Vf(x*) # 0 and the following hypotheses are satisfied:
(i) f(z*1) < f(z*) for all k;
(i3) if V f(z¥) # 0 for all k, then

lim = 0;

k—oo ||d¥||

(iii) there exists a forcing function o such that

[V f(z")"d*|

i = o(IViEO, it #0.

Then, either there exists an index v > 0 such that x¥ € L(f(2°)) and Vf(z¥) =0,
or {x*} is an infinite sequence such that

e 2F € L(f(20)) for all k,

e {2F} attains limit points and every limit point is a stationary point belonging

to L(f(z")),

e the sequence {f(x*)} converges,

e lim Vf(z*) =0.

k—o0
Condition (iii) of Theorem (1| can be satisfied by a suitable choice of the search
direction. For example, if

Vi()"d" < —c|ld*||[Vf@M)], e>0, (2.1)

then condition (iii) is fulfilled by using the forcing function o(t) = ct.
More in general, if D¥ € R™™ is a symmetric positive definite matrix with
bounded eigenvalues, then d* = —DF V f(2*) satisfies (2.1)).
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Conditions (i)—(ii) of Theorem [1| can be fulfilled by employing a proper line

search technique to choose the stepsize oF.

We also observe that condition (i) imposes a non-increasing monotonicity of
{f(«*)}. This requirement can be relaxed, allowing the algorithm to produce points
that make the objective function increase, in a controlled way. Such methods are
called non-monotone algorithms. This approach can be convenient, from a com-
putational point of view, especially when particular search directions are employed
(e.g., Newton-type directions, described below).

As to be discussed in the next subsection, to guarantee the global convergence
of a non-monotone method it is crucial to ensure that kli)ngo |z — 2F| = 0. In

particular, the following result can be stated.

Theorem 2. Let f: R™ — R be a continuously differentiable function and let {z*}
be the sequence generated by Algorithm @ Let us assume that L(f(x°)) is compact,
d* # 0 if Vf(xF) # 0 and the following hypotheses are satisfied

(i) lim [[2"1 — 2| = 0;
k—oo
(ii) there exists a subsequence {x*}, with 0 € K, and an integer M such that

(ii-a) for every k, there exists j(k) € K such that
0 < j(k) — k < M;

(ii-b) {f(x*)}x is a non-increasing monotone sequence;
(ii-c) if Vf(x¥) #0 for all k, k € K, then

Vf(:ﬁk)Tdk o
keK koo ||dE|

(ii-d) there exists a forcing function o such that

|V f(z")"d"|

[d*|| ZU(HVf(xk)H), de#o, ke K.

Then, either there exists an index v > 0 such that z¥ € L(f(z")) and V f(2¥) =0,
or {z*} is an infinite sequence such that

e {xF} attains limit points and every limit point is a stationary point belonging

to L(f(2)),

e the sequence {f(z*)} converges,

. lim Vf(z*)=0.
k—o0
Similarly as for the monotone case, point (ii-d) of Theorem [2| can be fulfilled
by a suitable choice of the search direction, while points (i) and (ii-a)—(ii-c) can be
satisfied by employing a proper line search technique.
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2.3 Line search techniques

In this section, we recall some well-known line search methods that are used to
choose the stepsize aF.

We will show how these techniques, when embedded within the general scheme
of Algorithm |2 allow to satisfy points (i)—(ii) of Theorem [l|for the monotone case,
and points (i) and (ii-a)—(ii-c) of Theorem [2| for the non-monotone case.

Let us start by considering problems with a strictly convex quadratic objective
function. Namely,

fl#) = 52T Qr + T,

where Q € R™", @ is symmetric, @ = 0, ¢ € R™.

In this case, given z¥ € R™ and a descent direction d¥ € R™, it is possible to get
the exact stepsize, that is, the value o* that minimizes the objective function along
d*. More formally, o* € Argmin p(a) = f(2* + ad®).

de(a)

Such a stepsize can be analytically computed by imposing “da = 0. Namely,
o)

*

Vi@ahTdd  (Qa* +c)Tdr
- (dk)TQdk - (dk)TQdk

When the objective function is not strictly convex quadratic, it is not possible to
compute the exact stepsize, because this would require to solve a global optimiza-
tion problem (with 1 variable). Even when the objective function is convex, that
approach is not feasible in practice, because the computation of a* would require
an iterative optimization method that converges only asymptotically and then the
whole algorithm would not be well defined.

Hence, inexact line search methods must be introduced for the general case.
They are iterative procedures that must be able to return a value of o in a finite
number of iterations.

Let us first analyze line search techniques for the monotone case. Roughly
speaking, these methods must guarantee that o leads to a sufficient decrease in
the objective function, while preventing o* from being too small.

One of the most popular line search algorithms is the Armijo method, described
in Algorithm

Algorithm 3 Armijo line search method

0 Given A¥ >0, v € (0,1), € (0,1)

1 Set a = AF

2 While f(2* 4+ ad®) > f(2F) +yaV f(2*)Td*
3 Set @ = d«

4 End while

5 Set of =«

The Armijo method terminates in a finite number of iterations under the as-
sumption that d* is a descent direction. The condition

F(a* + aFdF) < f(a*) + 7ok v f(at) b (2.2)
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is often called Armijo condition and in practice ensures a sufficient decrease in the
objective function. Anyway, we mentioned above that this is not enough by itself
to fulfill both points (i) and (ii) of Theorem [1l A further condition to control a*
from below needs to be introduced, as shown in the following theorem.

Theorem 3. Let f: R" — R be a continuously differentiable function. Let {z*}
be the sequence generated by Algorithm @ where o is computed at Step 3 by the
Armijo line search method. Let us assume that L(f(2°)) is compact, V f(z¥)Td* < 0

for all k and

L (|VFEh)Td

k
> .

A= ||dk||"< @) (2:3)

where o(+) is a forcing function.

Then, at every iteration k, a value of > 0 is computed in a finite number of
steps by the Armijo line search method. Moreover, the sequence {x*} generated by
Algorithm[9 is such that

o f(aF) < faF), VE;

Vf($k)Tdk o

I
Tk |
It follows that, under the hypotheses of the above theorem, points (i)—(ii) of
Theorem [I] are satisfied by employing the Armijo line search.
Now, we briefly discuss condition (2.3]), which ensures that o is sufficiently

large. It is worth noticing that can be easily satisfied at every iteration k, by
setting AF = ﬁ, with p > 0. In this way, trivially holds by using as forcing
function the constant function o(t) = p. Anyway, this choice can be in practice not
particularly convenient.

For some algorithms that employ an Armijo-type line search, it is crucial to
guarantee that A* = 1 satisfies for sufficiently large k, in order to meet some
requirements related to the convergence rate (e.g., in Newton-type methods, de-
scribed below). It is easy to show that a constant value A = A > 0 satisfies

if the search direction d* is chosen such that
V" d" < —e| V)P, ep>0.

In fact, from the above expression, it follows that

K\T gk \ P
(Wf‘(‘flk)u : ‘) < VM < %lVf(mk)Tdﬂ < %Hdkn,

where M is the largest value assumed by ||V f(2*)| over £(f(z°)). Then, (2.3) holds

by using as forcing function o(t) = Cﬁtp :

More in general, it is possible to define a set of directions d*, called gradient-
related directions, that satisfy

Vi@EhTd" < —er| V)], (2.4)
1d°]| < eal [V £ ()]l
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The use of gradient-related directions allows to fulfill
« condition (2.3)) of Theorem [3| with a constant value A*¥ = A > 0,
o point (iii) of Theorem [}

In fact, reasoning as above, assumption ([2.3)) of Theorem [3|is satisfied by using

c
the forcing function o(t) = lﬁt? Moreover, we can write

V()T d¥| > e ||V f ()] > j—;uwwf)uud’fn,

c
and then, point (iii) of Theorem |1|is satisfied by using the forcing function o(t) = 4.
c

Furthermore, the convergence results stated in Theorem [3] can be easily made

. L . - Vf(R)Tdr .
more general. In particular, it is possible to show that lim ————— = 0 still
k—oo ||dF||

holds for any sequence {z*} such that

F*h) < fla® + oyd®),

where of is a stepsize computed by the Armijo method under assumption (2.3)).

Naturally, this choice of the step length satisfies f(z**!) < f(2*) and then condi-
tions (i)—(ii) of Theorem|I]are still fulfilled. As a consequence, when f(z) is a strictly
convex quadratic function, it is possible to employ the exact stepsize o = a* in
Algorithm [2] Moreover, for strictly convex quadratic objective functions, it is easy
to show that o satisfies the Armijo condition if and only if v < 1/2.

Besides the Armijo method, there are other popular line search techniques that
control the step length from below by replacing with other requirements. For
example, Goldstein conditions are based on satisfying

f(zF + aFd¥)
f (@ + atdr)

f(@*) + avf(=k)d",

<
> f(ak) + 720V f(z*)TdF,

where 0 < 1 < 712 < 1/2.
Similarly, the Wolfe conditions impose some requirements on the curvature of

o(a) = f(z* + ad®). In particular, we have the weak Wolfe conditions:

P+ abd) < f(a) +1aV Fah) T,

Vf(l'k + akdk)Tdk > pr(IEk)Tdk,

where 0 < v < p < 1; and the strong Wolfe conditions:

P+ abdh) < f(a) + 10V Fah) T,

VI (" + akd")Td¥| < p|V (") " d"),

where 0 <y < p<1.
In the above relations, we observe that a sufficient decrease in the objective
function is guaranteed by the Armijo condition.
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Just as for the Armijo method, it is possible to define iterative procedures that, in
a finite number of iterations, compute a value o satisfying Goldstein, weak Wolfe or
strong Wolfe conditions, under the hypothesis that the function (o) = f(z* + ad¥)
is bounded from below for a > 0.

We conclude this section by describing an Armijo-type line search technique for
non-monotone methods that satisfies the hypothesis of Theorem

As pointed out in the previous section, a crucial requirement for non-monotone
algorithms is that

lim [|zFt — 2% = 0. (2.6)
k—o0

In general, the above relation is not satisfied by the Armijo method described in
Algorithm 3| unless further conditions on A* are added, or if the search direction
d* satisfies specific properties. In particular, it easy to show that a gradient-related
direction is able to guarantee that holds with a fixed A*¥ = A > 0. In fact,
assuming that f are satisfied, we can write

C
V)T 2 e Vi = S d)?
2

and then
s |V f(aF)TdF|

¥ <
cr [ld¥]

Exploiting the fact that 0 < o < A, we obtain

2 K\T gk
\Y d
c1 [[d*|
\V4 k Tdk
Recalling that kli}rgo Jm =0, we get (2.6).

Since non-monotone methods do not require f(z*) to decrease monotonically,
the line search procedure must guarantee a sufficient decrease in the objective func-
tion with respect to a reference value f]’fz that can be greater than f(z¥).

Different choices of the reference value have been proposed in the literature. A
popular way to define fﬁ is the following one:

fi=__ max {f(z"7)},

 0<i<min{k,M}

where M > 0. According to the above formula, fﬁ is the largest value assumed by
the objective function in the last M iterations.

In Algorithm [4] we report the scheme of a non-monotone version of the Armijo
method, where we have set A¥ equal to a constant value.

The convergence of the non-monotone Armijo method is stated in the following
theorem.

Theorem 4. Let f: R" — R be a continuously differentiable function. Let {z*}
be the sequence generated by Algorithm @ where o is computed at Step 3 by the
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Algorithm 4 Non-monotone Armijo line search method

0 Given A >0,~v€(0,1),0 € (0,1), M >0
L Let fr= Slnrllgl>{<k’M}{f(xk*Z)}

2 Set a=A

3 While f(z* + adk) > f& +~yaV f(z*)Td
4 Set a = da

5 End while

6 Set of =«

non-monotone Armijo line search method. Let us assume that L(f(x°)) is compact,
Vf(2*) #0 for all k and the search direction d* satisfies
Vi) d" < —a||Vf())
ld@@®) < e2| V£ (")),
for all k, with ¢1,co > 0. Let K C {0,1,...} be the subset of iteration indices such

that B )
ke K < f(af) = £, for any k.

Then, at every iteration k, a value o > 0 is computed in a finite number of
steps by the non-monotone Armijo line search method. Moreover, the sequence {:ck}
generated by Algorithm |3 is such that

e xF € L(f(20)) for all k;

{f(2®)} K is monotonically decreasing;

for every k, there exists j(k) € K such that 0 < j(k) —k < M +1;

{f(@®)} converges;

e lim [|2" — 2F|| = 0;
k—ro0
kNT gk
o fim L@V
k—oo ||dF||
Theorem [4] shows that points (i) and (ii-a)—(ii-c) of Theorem [2are satisfied when

o is chosen by the above non-monotone Armijo method, if the search direction is

gradient-related. Moreover, again from the fact that the search direction is gradient-
related, it follows that also point (ii-d) is satisfied and then the global convergence
of Algorithm [2]is guaranteed under the hypothesis that £(f(z?)) is compact.

2.4 Some popular algorithms

In this section, we review some well-known algorithms for unconstrained optimiza-
tion. In particular, we are concerned with problems of the form

min / («)

z e R",
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where f: R™ — R.

In the following, we only focus on the methods that will be used in the subsequent
chapters. In Subsection we review the gradient method. In Subsection [2.4.2]
we describe the conjugate gradient method to minimize a quadratic function. In
Subsection we focus on Newton’s method. Finally, in Subsection we are
concerned with the truncated-Newton method.

2.4.1 Gradient method and extensions

In this subsection we describe the gradient method and we mention some extensions
of this algorithm. Assuming that the objective function f(z) is continuously differ-
entiable, the gradient method is characterized by the use of the anti-gradient of the
objective function as search direction. This is formalized in Algorithm [f

Algorithm 5 Gradient method

0 Choose 2" € R™, set k=0
1 While Vf(z*) # 0

2 Set d¥ = —V f(a¥)

3 Compute of > 0

4 Set zFt! =k 4 ok dk
5 Set k=k+1

6 End while

The gradient method is also known as the steepest descent method, because the
(normalized) anti-gradient is the direction that minimizes the derivative directional
of f at ¥ among all the directions with the same norm. In other words, d =
—V f(2¥) is the solution of the following problem:

in Vf(z")d
min Vf(z")
ldff = 1.

By employing a proper line search technique to choose o, the convergence of
Algorithm [5] follows from Theorem [I], just observing that the condition expressed in
point (iii) of Theorem [l|is satisfied by using the forcing function o(¢) = t. Formally,
we can state the following result.

Theorem 5. Let f: R" — R be a continuously differentiable function and let {z*}
be the sequence generated by the gradient method. Let us assume that L(f(x°)) is
compact and that o is computed by a line search technique ensuring that

o f(aFtY)y < f(aF), i Vf(a¥) #£0;

Vf(xk)Tdk B

e if Vf(xF) #0 for all k, then klim =0.

—oo|d¥|
Then, either there exists an index v > 0 such that ¥ € L(f(2°)) and V f(z¥) = 0,

or {x*} is an infinite sequence such that every limit point Z belongs to L(f(z)) and
Vf(z)=0.
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If V f(x) is Lipschitz continuous, the global convergence of the gradient method
is guaranteed even with a constant stepsize, as reported in the following theorem.

Theorem 6. Let f: R — R be a continuously differentiable function and let {z*}
be the sequence generated by the gradient method. Let us assume that L(f(x°)) is
compact and that there exists L > 0 such that

IVf(u) = V@)l < Liju=vfl,  Vu,vecR"

Moreover, let us assume that there exists € > 0 such that the sequence {a*} satisfies

2—¢€
k <

ega_L,

for all k.
Then, either there exists an index v > 0 such that z¥ € L(f(x°)) and V f(z¥) =0,
or {x*} is an infinite sequence such that every limit point & belongs to L(f(z°)) and

Vf(z) = 0.

The gradient method is often combined with other algorithms to ensure global
convergence (e.g., with Newton-type methods, see below). In particular, if the
gradient method is periodically applied to an infinite subsequence of points produced
by any descent method, it can be proved that there exist limit points that satisfy
stationary conditions.

Despite its simplicity, the gradient method is very slow in practice. To get
an estimate of its convergence rate, we can consider the strictly convex quadratic
function

1
f(l') = §xTQ$7
where @ € R™" is a symmetric matrix, Q = 0. Employing the exact stepsize

k vf(mk)Tdk and indicatin, ith x* 0 the minimum point of the above
= - W = 'V
() TQ(dF)’ g P
function, it is possible to show that

where )\, and A are the smallest and the largest eigenvalue of @), respectively,
Then, the convergence rate of the gradient method depends on the ratio —M,

that is, performances deteriorate when the Hessian matrix is ill-conditioned.
Anyway, it is possible to show that the gradient method converges to the mini-
mum point of a strictly convex quadratic function in at most n iterations by setting,

at every iteration k, the stepsize o = —, where \g, ..., \p_1 are the eigenvalues

=
of the Hessian matrix.

We conclude this subsection by mentioning some extensions of the gradient
method. In particular, some authors define gradient methods those algorithms that

employ a search direction d* of the following form:

d" = —DFVf(ab),
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where DF € R™ " is a symmetric positive definite matrix. From the positive
definiteness of D*, it immediately follows that d* is a descent direction, since
Vi@ Tdd = -V f(2*)TDFV f(zF) < 0.

In Section we pointed out that, if D has bounded eigenvalues, then such a
direction d* satisfies condition (iii) of Theorem

Finally, among these methods, it is worth to consider the particular case where
the search direction is given by

1

d" = —Evm’“),
where
p (@ =P HT(Vf(k) - Vi)
a ok — 2 1| |
or
. IV f(a*) = V(")

(@R = 2TV (k) = V()

This algorithm is called Barzilai-Borwein method (or spectral gradient method)
and was introduced in [2]. It is widely used for large-scale problems, because it
maintains the simplicity of the gradient method, but it is faster in practice.

When the objective function is strictly convex quadratic, it can be shown that
1¥ is well defined and positive, and the algorithm converges to the minimum point
by employing the stepsize o = 1 at every iteration k.

In the general case, u* may assume unacceptable values and then a check must
1

be introduced to guarantee that € < ¥ < —, with € > 0. Moreover, a suitable line
€

search technique must be employed to ensure the convergence of the method.

2.4.2 Conjugate gradient method for quadratic problems

In this subsection, we report one the most popular algorithms to minimize a convex
quadratic function, namely the conjugate gradient method [44].

Let us start by considering a strictly convex quadratic objective function. Namely,
we focus on the following problem:

. _ 1l T
min f(r) = 52" Qu + ' .
x € R",

where Q € R™*" @ is symmetric, @ = 0, ¢ € R"™.
First, we give the definition of conjugacy.

Definition 5. Given a symmetric matriz Q € R™"™, we say that two vectors
d',d? € R", d',d? # 0, are conjugate with respect to Q if

(d)TQd = 0.

A fundamental result for the conjugate gradient method is expressed in the
following proposition.
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Proposition 1. Given a symmetric matric QQ € R™", Q > 0, let the vectors
d’.d',....d™ € R™ be mutually conjugate with respect to Q. Then, d°,d*,...,d™
are linearly independent.

From the above result, if we have n conjugate vectors d°,d',...,d" ' € R",
then we can express the minimum point z* of problem as a linear combination
of d°,d',...,d" !, because {d°,d',...,d" 1} is a basis of R".

In particular, the next proposition claims that, starting from any point z° € R”,
the optimal solution z* of problem can be computed in a finite number of
iterations by moving along the directions d°,d",...,d" ! and employing the exact
stepsize at each iteration.

Proposition 2. Let us consider problem (2.7)) and let x* be the optimal solution.
Let the vectors d°,d*,...,d""! € R" be mutually conjugate with respect to Q. Let
{x*} be the sequence defined as

N

where z°

is any point of € R™ and
ko _Vf(xk)Tdk _ (Qz* + )T d*
(dk)TQdk (dk)TQdk ’

Then, there exists m < n — 1 such that V f(z™+1) = 0.

k=0,...,n—1.

In general, a set of conjugate directions is not a priori available. The idea
behind the conjugate gradient method is to iteratively build conjugate directions
by suitably modifying the anti-gradient of the objective function at every iteration.
The formal scheme is reported in Algorithm [6]

Algorithm 6 Conjugate gradient method for a quadratic function

0 Choose 2° € R", set k =0, d* = —V f(?)
1 While Vf(zF) #0
2 Set

ko Vf@ah)Tdr
NCiera
" =2 + ad”
kel Vf(xk+1)TQdk
8 - (dk)TQdk
dk‘+1 — —Vf<1'k+l) + 5k+ldk

3 Set k=k+1
4 End while

The finite convergence of the algorithm is stated in the following proposition.

Proposition 3. Let us consider problem (2.7)) and let x* be the optimal solution.
Let {x*} be the sequence of points generated by the conjugate gradient method.
Then,
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e dF =0 if and only if Vf(2*) = 0;
e oF =0 if and only if Vf(2*) =0;
o there exists m <n — 1 such that:

— foralli=1,...,m we have
(d)TQd =0, j=0,...,i—1;
— Vf(™h) =o0.

Also when @ > 0, it can be proved that the conjugate gradient method con-
verges to the minimum point of the objective function (if any) in a finite number
of iterations. The algorithm is still well defined, because it is possible to show that
Vf(z*) = 0if (d*)TQd* = 0. In particular, the following result holds.

1
Proposition 4. Let f = §xTQx +cl'z, where Q € R™" is a symmetric matriz,

Q > 0 and c € R™. Let {z*} be the sequence of points generated by the conjugate
gradient method. Let us assume that there exists ™ such that V f(z*) = 0.
Then,

e Vf(z*)=0if (") Qd" =0,
o there exists m < n — 1 such that Vf(z™!) = 0.

When @ is not positive semidefinite, the conjugate gradient method can still
find a stationary point (if exists) under additional assumption on the curvature of
the directions produced by the algorithm, as stated in the next proposition.

1
Proposition 5. Let f = ixTQx + 'z, where Q € R™™ is a symmetric matriz

and ¢ € R™. Let {z*} be the sequence of points generated by the conjugate gradient
method. Let us assume that there exists x* such that V f(z*) = 0 and every direction
d* satisfies
(dTQd* > 0.
Then, there exists m < mn — 1 such that V f(z™+1) = 0.

Finally, the conjugate gradient method has been also extended to the minimiza-
tion of non-quadratic functions, by properly modifying the expression of ¥+ and
introducing a suitable line search technique. In particular, different versions have
been proposed, which do not require the computation of the Hessian matrix. A
survey of these methods can be found in [42].

2.4.3 Newton’s method

In this subsection, we recall Newton’s method to solve unconstrained optimization
problems. This algorithm requires the objective function f(x) to be twice continu-
ously differentiable.

Newton’s method produces a sequence of points by minimizing, at every itera-
tion, a quadratic approximation of the objective functions around the current point.
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In particular, by a second-order Taylor expansion, for any given z¥ € R" we can

write
1
f(zF +5) = f(aF) + VR Ts + gsTVQf(mk)s +r(zF s), VseR",
k
where lim ri@ ’28) = 0.
=0 s

If ||s|| is sufficiently small, we have that f(z* + s) can be approximated by the
quadratic function

(s) = F*) + V7 s+ 35TV (b

Then, the idea is to calculate the vector s* that minimizes g (s). Assuming that
V2 f(x*) = 0, this is equivalent to computing s* such that

Var(s") = V f(2") + V2 f(a")s" = 0. (2.8)
Namely, we can set
s = —[V2f(ab)| IV £ (")

and then

Pt = gk + s".

We report the formal scheme of Newton’s method in Algorithm

Algorithm 7 Newton’s method

0 Choose 2% € R", set k=0
1 While Vf(2*) # 0

2 Set s = —[V2f(a®)] 71V f(2F)
3 Set gkt = 2k 4 sk

4 Set k=k—+1

5 End while

Under suitable conditions, the local convergence of Newton’s method to a sta-
tionary point z* where V2 f(x*) is invertible can be proved. So, Newton’s method
is not globally convergent (according to Definition [1) and, in the general case, the
algorithm may not converge and it may not even attain limit points. Moreover,
the iterations may not be well defined (if V2f(z¥) is singular for some z¥). It is
also worth noticing that Newton’s method may converge to a maximum point z*
(if Vf(z*) <0).

Anyway, the interest in this algorithm is motivated by the fact that it guarantees
a superlinear convergence rate, and even a quadratic convergence rate if the Hessian
matrix of the objective function is Lipschitz continuous.

These results are formalized in the next theorem.

Theorem 7. Let f: R™ — R be a twice continuously differentiable function on an
open set D C R™. Let us assume that there exists x* € D such that Vf(x*) =0
and V2 f(x*) is invertible.



20 2. Algorithms for unconstrained optimization: an overview

Then, there exists an open ball with center x* and radius p > 0, denoted with
B(z*, p), such that B(xz*,p) C D and, if 2° € B(z*,p), then the sequence {z*}
generated by Newton’s method is well defined, remains in B(x*, p) and

e lim 2¥ = z*;
k—o0

o {zF} converges to x* superlinearly;
e {zF} converges to x* quadratically if there exists a scalar L > 0 such that

IV2£(w) = V2f ()l < Lllu =], Vu,ve D.

Many modifications of Newton’s method have been proposed in the literature,
in order to make the algorithm globally convergent, while maintaining the same
convergence rate. In particular, we can distinguish between globalization methods
that use a trust-region strategy and those that employ a line search technique.

For what concerns the latter, a possible approach is to use the anti-gradient of
the objective function as search direction if does not attain solutions, or if the
Newton direction s* does not satisfy suitable descent conditions. Other approaches
properly modify the Hessian matrix of the objective function by factorization meth-
ods (e.g., Cholesky factorization), in order to obtain a descent direction.

It is worth noticing that Newton’s method, as described in Algorithm [7 does
not require the use of a stepsize. This is equivalent to saying that it employs a step
length a* = 1 at every iteration k. For Newton-type methods that use a line search
technique, it is crucial to guarantee that, if the sequence converges to a stationary
point where the Hessian matrix of the objective function is positive definite, then
the unitary stepsize is accepted by the line search procedure for sufficiently large
k. Roughly speaking, this makes such algorithms able to closely mimic Newton’s
method when the sequence approaches the stationary point, and then, a superlinear
convergence rate is still guaranteed.

2.4.4 Truncated-Newton method

In this subsection, we describe one of the most widely used algorithms for large-scale
unconstrained optimization, namely, the truncated-Newton method [1§].

Assuming that the objective function f(x) is twice continuously differentiable,
the basic idea behind this method is to solve the Newton system approximately,
with a growing precision. In particular, at every iteration k, the truncated-Newton
method tries to compute a search direction d* such that

IV £ (") + V2 fh)d" || < n* |V f(2")]), (2.9)

where {nF} is a suitable sequence of positive real numbers.

To highlight the strict connection between Newton’s method and the truncated-
Newton method, we first report the following result, which ensures local convergence
of the truncated-Newton method, under the same hypotheses of Theorem [7]
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Theorem 8. Let f: R" — R be a twice continuously differentiable function on an
open set D C R™. Let us assume that there exists x* € D such that Vf(z*) = 0
and V2 f(x*) is invertible. Let {x*} be the sequence defined as

2= gk gk
where d* satisfies
IV f (") + V2 f (@) d¥|| < 0|V f ()]

Then, there exist a scalar n > 0 and an open ball with center x* and radius
p > 0, denoted with B(z*,p), such that, if 2° € B(z*,p) and n* € [0,n] for all k,
then the sequence {x*} remains in B(x*, p) and

e lim 2% = z*;
k—o00

e {x*} converges to x* superlinearly if

lim 17k = 0;

k—o0

e {2¥} converges to x* quadratically if there exist two scalars C, L > 0 such that

IV2f(u) = Vf()|| < L|u—vl, Yu,ve D,
" <C|VF@EP)|, k.

In order to guarantee global convergence, the truncated-Newton method must be
combined with a suitable globalization strategy. Two main approaches are generally
followed: one based on the use of a line search technique and one based on the use
of a trust-region approach. Here, we report the truncated-Newton method with a
line search technique.

First, we observe that Theorem [§] ensures a superlinear convergence rate if
n* — 0. A popular choice of 0¥ is the following:

0" = qmin{1/(k +1), |V f ()]},

where 7 is a positive constant.
Moreover, at every iteration k, the search direction d* can be computed by
employing an inner method for minimizing a quadratic function. In fact, by setting

1
ae(d) = f(z") + V(@) Td + 5d"V2 [ (2h)d, (2.10)
solving ([2.9)) is equivalent to finding a vector d* such that
IVa (@) < o™ ||V f(2")]]. (2.11)

Namely, d* is an approximation of a stationary point of the function qr(d).
Usually, the conjugate gradient method is employed as inner method to compute
such a direction d¥.
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In Subsection [2.4.2] we pointed out that the conjugate gradient method can
find a stationary point of a quadratic function in a finite number of iterations if
the algorithm generates all positive curvature directions. In this case, a vector d*
satisfying can thus be computed in a finite number of steps.

When the Hessian matrix of the objective function is not positive definite,
then even negative curvature directions can be produced by the conjugate gra-
dient method. Therefore, a check is included in the scheme, so that we quit the
conjugate gradient method at the first inner iteration i where (pt)T V2 f(2%)p( is
not sufficiently large, being p(® the i-th point produced by the conjugate gradient
method to minimize g with respect to d.

The whole scheme of the truncated-Newton method is reported in Algorithm [§]
In that scheme, at every iteration k, we indicate with p(® p™1) ... p@) e R* i < n,
the inner directions produced by the conjugate gradient method, using the origin
as starting point.

Assuming that £(f(2°)) is compact, it can be proved that the search direction d*
produced by Algorithm [8|is gradient-related. In particular, f are satisfied
by setting ¢; = min{1,1/M}, where M is the largest value assumed by ||V?2f(z*)]|
on L(f(2")) and ¢y = max{1,n/e}.

We also notice that the stepsize o is computed at Step 3 by performing the
Armijo method with the starting stepsize equal to 1. Recalling what has been
discussed in Section the fact that d¥ is gradient-related enables us to guarantee
global convergence of the algorithm. In particular, the following result holds.

k

Theorem 9. Let f: R" — R be a twice continuously differentiable function, let
{x*} be the sequence generated by the truncated-Newton method and let us assume
that L(f(2°)) is compact.

Then, either there exists an index v > 0 such that x¥ € L(f(x°)) and V f(z¥) = 0,
or {z*} is an infinite sequence such that every limit point T belongs to L(f(x°)) and

V£(z) = 0.

The following theorem states that, under additional assumptions, the truncated-
Newton method converges to a stationary point at a superlinear rate, or even at a
quadratic rate.

Theorem 10. Let f: R™ — R be a twice continuously differentiable function, let
{2*} be the sequence generated by the truncated-Newton method and let us assume
that {x*} converges to a point x* such that V f(z*) and V2f(z*) = 0.

Then,

e {zF} converges to x* superlinearly;
e {zF} converges to x* quadratically if there exist two scalars L, p > 0 such that

IV2f(w) = V2f()ll < Lllu =], VYu,v € B(a",p).

It is worth highlighting that the truncated-Newton method does not require the
storage of the entire Hessian matrix, because V2 f(2*) always premultiplies a vector
p(i) in Algorithm [8, Then, in the practical implementation of the method, it can
be very convenient to define a subroutine to compute such matrix-vector products,
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Algorithm 8 Truncated-Newton method with line search

0 Choose 2° € R", 7> 0,€e> 0,7 € (0,1),6 € (0,1), set k=0
1 While Vf(2*) # 0

2 Compute the search direction d* as follows:
2(a) Set i =0, d? =0, p(0 = —vVq(d)) = -V f(z*)
2(b) Do
2(c) If (p)T V2 f(2%)p® < €|[p?|, then set
gr = {=VIEh), iti=o,
d®, otherwise,
and go to Step 3
2(d) Else set
N, (i
o Vq(d()) p(d)
(pD)T'V2 f(ak)p®)

dtD) = ¢ 4 Dy
Vq(d(i“)) — Vq(d(")) + aDV2f(zF)p®

2(e) End if
) B . 1
2(/) It [Vq(d V)] < V.7 (aH)] mind 1 95 (@H)] f ehen set
dk‘ — d(i+1)
and go to Step 3
2(9) Else set
i+1)\ T i
B+1) _ Vq(d ) V2 f(z "“)p( )

()T V2 f(2k)pli
pz-i-l vq( H—l ) +ﬁ(z+1 p (%)

2(h) End if

2(1) Seti=i+1

2(7) End do

3 Set o* = §¥, where v is the smallest nonnegative integer for which

f(a* +68"d) < f(a®) +~6"V f (") T d*

4 Set zF = zF + aFdk
5 Set k=k+1
6 End while

instead of storing the whole Hessian matrix. This feature makes the truncated-
Newton method well suited for large scale problems, where the storage of matrices
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should be avoided for computational reasons.

Other variants of the truncated-Newton method have been also proposed in the
literature. For example, different termination criteria for the conjugate gradient
method can be employed [60] and negative curvature directions can be exploited
to be used within a proper line search framework [28] [34] [53]. Moreover, the con-
vergence of the truncated-Newton method was also proved when a non-monotone
line search procedure is employed [39, 40]. Finally, a survey on truncated-Newton
methods can be found in [59].
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Chapter 3

An active-set algorithm for
bound-constrained optimization

In this chapter, we describe a two-stage method for solving non-linear optimization
problems with bound constraints. The proposed algorithm exploits a suitable tech-
nique to estimate the constraints that are active at the stationary point, combining
it with a non-monotone line search framework. An in-depth convergence analysis is
carried out and numerical results are presented.

The rest of the chapter is organized as follows. In Section we introduce
the problem, providing a brief overview of the related works. In Section we
describe our active-set estimate and its theoretical properties. In Section [3.3 we
present our two-stage active-set algorithm and carry out the convergence analysis.
In Section we describe our numerical experience. Finally, some conclusions are
drawn in Section [3.5

3.1 Introduction

We address the solution of bound-constrained (or box-constrained) minimization
problems of the form:

(3.1)

where f € C?(R"); x,1,u € R", and [ < u (all the inequalities are valid component-
wise).

In the literature, different approaches have been proposed for solving such prob-
lems. Among them, we recall trust-region methods (see, e.g., [11,[51]), interior-point
methods (see, e.g., [20, [43], 47]), active-set methods (see, e.g., [3, O, 25| 26] 42, [71])
and second-order methods (see, e.g., [II, [6]).

Even though a large number of different methods is available, there is still a
strong interest in developing efficient methods to solve box-constrained problems.
This is mainly due to the fact that many real-world applications can be modeled
as large-scale problems with bound constraints: for example, in the field of ma-
chine learning, linear Support Vector Machines and Logistic Regression models are
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very popular tools and they both can be formulated as box-constrained problems.
Furthermore, those methods are used as building blocks in many algorithmic frame-
works for nonlinearly constrained problems (e.g. in penalty-based approaches).

In particular, active-set algorithms are characterized by the use of suitable tech-
niques to estimate the active constraints at a stationary point. Namely, they try to
identify the following set:

{ie{l,....;n}: ] =1;, or x =u;},

where z* is a stationary point.

Recently, an active-set method, namely the NMBC algorithm, was proposed in [16].
NMBC algorithm has three main features: it makes use of the technique described
in [24] to identify active constraints; it builds up search directions by combining
a truncated-Newton strategy (used in the subspace of the non-active constraints)
with a Barzilai-Borwein strategy [2] (used in the subspace of the active constraints);
it generates a new iterate by means of a non-monotone line search procedure with
backtracking.

Even though numerical results reported in [16] were promising, the method has
a drawback that might affect its performance in some cases. Indeed, due to the fact
that the search direction is given by two different subvectors (the one generated
by means of the truncated-Newton strategy and the one obtained by means of the
Barzilai-Borwein strategy), we might end up with a badly scaled direction. When
dealing with such a direction, finding a good starting stepsize can become pretty
hard.

Here, we give a twofold contribution. On the one hand, we describe and analyze
an important theoretical feature of the active-set estimate proposed by Facchinei and
Lucidi in [24]. In particular, we prove that, under suitable assumptions, a significant
reduction in the objective function can be obtained when setting to the bounds all
those variables estimated active. In this way, we extend to box-constrained non-
linear problems a similar result already proved in [I7] for ¢1-regularized least squares
problems, and in [§] for quadratic problems with non-negativity constraints.

On the other hand, thanks to the descent property of the active-set estimate,
we are able to define a new algorithmic scheme that overcomes the issues described
above for the NMBC algorithm. More specifically, we define a two-stage algorithmic
framework that suitably combines the active-set estimate proposed in [24] with
the non-monotone line search procedure described in [I6]. In the first stage of
our framework, we set the estimated active variables to the corresponding bounds.
Then, in the second stage, we generate a search direction in the subspace of the
non-active variables (employing a suitably modified truncated-Newton step) to get
a new iterate.

There are three main differences between the method we propose here and the
one in [16]:

(i) thanks to the two stages, we can get rid of the Barzilai-Borwein step for the
active variables, thus avoiding the generation of badly scaled search directions;

(ii) the search direction is computed only in the subspace of the non-active vari-
ables, allowing savings in terms of CPU time, especially when dealing with
large-scale problems;
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(iii) a specific proximity check is included in order to guarantee global convergence
of the method. This is crucial, from a theoretical point of view, since we
embed the two stages described above within a non-monotone stabilization
framework.

Regarding the theoretical properties of the algorithm, we prove that a non-
monotone strategy is able to guarantee global convergence to stationary points even
if at each iteration a gradient-related direction is generated only in the subspace
of the non-active variables. Furthermore, we prove that under standard additional
assumptions, the algorithm converges at a superlinear rate.

The notation used in this chapter is that reported in Appendix [A] Moreover,
in the following we denote by g(z) and H(x) the n gradient vector and the n x n
Hessian matrix of f(x), respectively. Given a vector v € R™ and an index set
I C {1,...,n}, we denote by v; the subvector with components v;, i € I. Given
a matrix H € R™", we denote by Hyr the submatrix with components h;; with
1,7 € I, and by Apax its largest eigenvalue. Finally, given x € R", we indicate
with [z]* the projection of x onto [I,u], where I,u € R™ define the feasible region of

problem (3.1)).

3.2 Active-set estimate: preliminary results and prop-
erties

In this section, we analyze in depth the theoretical properties of the active-set
estimate proposed in [24], adapted for the box-constrained case. As we will see later
on, the use of a technique to estimate the active constraints plays a crucial role in
the development of a theoretically sound and computationally efficient algorithmic
framework.

First, we formally provide the definition of stationary point for problem .

Definition 6. A point x* € [l,u] is called stationary point of problem (3.1)) if and
only if it satisfies the following first-order necessary optimality conditions:

g(@*) = A"+ p" =0, (3.2)
(li —x) A\, =0, i=1,...,n, (3.3)
(] —us) u; =0, i=1,...,n, (3.4)
Af >0, pi>0, i=1,...,n, (3.5)

where X*, u* € R™ are the KKT multipliers.
These conditions can be equivalently written as:

gi(z*) >0, ifx; =1,
gi(z*) <0, if &7 =y, (3.7)
gi(z*) =0, ifl; <z] <uy

The active-set estimate we consider here takes inspiration from the approach
first proposed in [22], and further studied in [24], based on the use of some approx-
imations of KKT multipliers.
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Let x be any feasible point, and A(x), u(x) be some appropriate approximations
of the KKT multipliers A* and p*. We define the following index subsets:

Al(l') = {’L S {1, . ,n} L <x <+ 6/\1'(.%'), gz(w) > 0}, (3.9)
Ay(z)={ie{l,....,n}: u —epi(z) < a; <wy, gi(x) <0}, (3.10)
N@)={ie{l,....,n}: i¢ A(z)UA,(x)}, (3.11)

where € > 0.

In particular, A;(z) and A,(x) contain the indices of the variables estimated
active at the lower bound and the upper bound, respectively. The set N (z) includes
the indices of the variables estimated non-active.

In order to explain how we compute A(x) and p(x), we need to provide the
definition of multiplier function for a generic constrained problem.

Definition 7. Let us consider the following problem.:

min f(x)

x
ci(r) <0, i=1,...,m,
hj(x) =0, i=1,...,p,

with f € CYR"), ¢; € CY(R"), i = 1,...,m, and h; € CY(R™), j =1,...,p. Let
x* be a stationary point, let \* € R™P be the corresponding KK'T multiplier vector
and let Q C R™ be a neighborhood of z*.

Then, a function \: Q — R™TP s called multiplier function if

e A(+) is continuous in z*,
o Az*) = N\,

Here, A\(x) and p(z) are defined as the multiplier functions introduced in [37].
For any feasible point z, the basic idea of this approach is first to solve exactly (3.2,
by expressing A in function of u:

Au(z)) = g(z) + p().

Then, we minimize the error over (3.3)—(3.4)), formulating the following least squares
problem:

[l = z) X)) + 3 (@i — ) pa(@)] .

n n
=1 i=1

min
wx) 2

2

By solving the above problem, it is possible to compute the functions \: R" — R"
and p: R — R" as:

' - (uz - sz’)2 ) .
Ai(x) = (li—l‘i)Q—i-(Ui—!Ez')le(x)’ i=1,...,n, (3.12)
wi(z) = (li*l‘i)2+(ul‘*mi)2gl(x)7 i=1,...,n. (3.13)

By adapting the results shown in [24], we can state the following proposition.
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Proposition 6. If (z*,\*, u*) satisfies KKT conditions for problem (3.1)), then
there exists a neighborhood B(z*, p) such that

{i:xf=101, N >0} C Ai(z) C{i: zf =1},
{i:af =wu;, puf >0 CAy(x) C{i: o} =i},

for each x € B(z*, p).
Furthermore, if strict complementarity holds, then

{i:a}

= li, )\;k > 0} = Al(ac) = {Z : $:< = li},
{i:af =w, pf >0} =Au(x) ={i: =] =wu},
for each x € B(x*, p).

We notice that stationary points can be characterized by using the active-set
estimate, as shown in the next propositions.

Proposition 7. A point & € [l,u] is a stationary point of problem (3.1)) if and only
if the following conditions hold:

max {lz — X, —gi(a_:)} =0, 1€ Al(.i'), (3.14)
max {.’Z‘Z — Uy, gz(i)} = 0, 1€ Au(f), (3.15)
9:(7) =0, i€ N(@). (3.16)

Proof. Assume that z satisfies (3.14)—(3.16[). First, we show that

r,=1;, ifie Al(i‘), (3.17)
Fi=wi, i€ Au(). (3.18)

In order to prove , assume by contradiction that there exists an index i € A;(Z)
such that [; < < [; + e\i(Z). It follows that X\;(z) > 0, and, from , that
9i(Z) > 0, contradicting . Then, holds. The same reasoning applies to
prove (3.18]).

Recalling (3.9), we have that g;(z) > 0 for all i € A;(z). Combined with (3.17),
it means that z; satisfies for all i € A;(z). Similarly, since ¢;(z) < 0 for all
i€ Ay(x) and holds, then z; satisfies for all i € A, ().

From , we also have that Z; satisfies optimality conditions for all i € N(Z).
Then, Z is a stationary point.

Now, assume that x is a stationary point. First, we consider a generic index ¢ such
that Z; = [;. For such an index, from we get gi(z) > 0. If g;(z) > 0, then,
from (B.9), it follows that i € 4;(z) and is satisfied. Vice versa, if g;(z) = 0,
then we have that ¢ belongs to N(z), satisfying . The same reasoning applies
for a generic index ¢ such that x; = u;.

Finally, for every index i such that l; < Z; < wu;, from (3.8) we have that ¢;(z) = 0.

Then, z satisfies (3.14)—(3.16)). O
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Proposition 8. Given = € [l,u], assume that
{ie Afz): &> U{ie Ay(Z): & <ui} =0. (3.19)
Then, T is a stationary point of problem if and only if
9i(x) =0 for alli € N(Z).

Proof. From we have

=1, ifie A(z),

T, =, ifie Ay(z).
Recalling the definition of A;(z) and A, (%), the previous relations imply that

and (3.15) are verified. Then, from Proposition E Z is a stationary point if and
only if ¢g;(z) = 0 for all i € N (). O

Proposition 9. Given T € [l,u], assume that
9i(x) =0 for alli € N(x). (3.20)
Then, T is a stationary point of problem (3.1)) if and only if
{’i € Al(i‘) X > lz} U {’L € Au(i’) T < ul} = (.

Proof. If {i € Ay(z)|z; > L} U{i € Au(Z)|Z; < u;} = 0, from the definition of
Ai(z) and A, (Z) it follows that

z; =1; and gl(:f) >0, 1€ Al(:f‘),

Z; =u; and g;(x) <0, i€ Ay(x).
Then, conditions (3.6)—(3.8)) are verified, and  is a stationary point.
Conversely, if  is a stationary point, we proceed by contradiction and assume that
there exists z; € (I;,u;) such that i € Aj(z) U Ay (Z). From the definition of A;(Z)

and A,(7), it follows that g;(z) # 0, violating (3.8]) and thus contradicting the fact
that x is a stationary point. ]

3.2.1 Descent property of the active-set

In this subsection, we show that the active-set estimate can be used for computing
a point that ensures a sufficient decrease in the objective function simply by fixing
the estimated active variables at the bounds.

First, we give an assumption on the parameter ¢ appearing in the definition of
the active-set estimates A;(z) and A, (z) that will be used to prove the main result
in this subsection.

Assumption 1. Assume that the parameter € appearing in (3.9) and (3.10) satisfies
the following conditions:

1 _
<1 .
0<6_A’ if A>0, (3.21)
e >0, otherwise
where B
A= Amaz(H )
;g[%]{ (H(x))}
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Now, we state the main result of the subsection.
Proposition 10. Let Assumption[] hold. Let z € [I,u] be such that
Ay(x) U Ay(z) # 0,
and let T be the point defined as
=1 i€ An),

T; =u;, 1€ Au($),

T, =x;, 1€ N(ﬂ?),

where Aj(x), Ay(z) and N(x) are the index subsets defined as in (3.9)), (3.10)

and (3.11), respectively.
Then,

1
£(@) — f(a) < - llo — 7%
Proof. By the second-order mean value theorem, we have

f(@) = f(z) + g(2)" (& —2) + %(i‘ —2) H(2)(@ — @),

where z = x + £(% — x) for a € € (0,1). Therefore,
£(#) ~ F@) < g(a) (@~ 2) + GAllz — 7. (3:22)

Recalling the definition of Z, we can also write

g@) (@ —2)= > gil@)li—z)+ Y gilx)(u; —x). (3.23)

iGAl(m) ieAu(fE)

From the definitions of A;(z) and A, (z), and recalling (3.12) and (3.13]), we have

(w5 — 1) [(li —z)? + (u — 2y

€

gi(x) >

gi(z) < -

(w; — ;) [(Zz —x:)? + (ui — z

and we can write

(2}l — 1) < —=(oi -

2 (li — Z‘i)2 + (u; — wi)Q
g l (ui — ;)

N2 4 (e — )2
9i(x)(u; — ;) < —%(uz‘ — ;) [(ll (:L ir;il)g 2 ] < —l(uz‘ — ;)% i€ Au(z).

Hence, from (3.23), it follows that
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Finally, from (3.22)) and (3.24]), we have

1 /- 1 1 1
1@ - $@) < 5 (A=) le =3l = 5l =l < = 5w - 3P,
where the last inequality follows from equation (3.21)) in Assumption ]

As we already highlighted in the Introduction, Proposition is a non-trivial
extension of similar results already proved in the literature.

In particular, here we deal with problems having a general non-convex objective
function, while in [I7], 8], where a similar analysis was carried out, the authors only
considered convex quadratic optimization problems.

3.2.2 Descent property of the non-active set

In this subsection, we show that, thanks to the theoretical properties of the active-
set estimate, a sufficient decrease in the objective function can also be obtained by
suitably choosing a direction in the subspace of the non-active variables only. Let
us consider a search direction satisfying the following conditions:

d;=0, Vie Al(iL') U Ay(z), (3.25)
AN () IN@) (%) < —01llgn () (@)]%, (3.26)
ldn@)ll < o2llgn@) (@) (3.27)

where 01,09 > 0. Condition ensures that the estimated active variables are
not updated when moving along such a direction, while and imply that
d is gradient-related with respect to only the estimated non-active variables.

Given a direction d satisfying 7, the following proposition shows
that a sufficient decrease in the objective function can be guaranteed by projecting
suitable points obtained along d.

Proposition 11. Given Z € [l,u], let us assume that N (Z) # | and that gnz)(Z) # 0.
Let v € (0,1). Then, there exists & > 0 such that

f(@()) = f(Z) < yag(z)Td, Vo €]o,al, (3.28)
where Z(a) = [ + ad)*, and d satisfies (3.25)-(3.27) in z.

Proof. Since the gradient is Lipschitz continuous over [l, u], there exists L < oo such
that for all s € [0, 1] and for all a > 0:

l9(z) — 9(z — s[z — z(a)])|| < sLllz —z()[l, VT € [l,ul.

By the mean value theorem, we have:

f@(@) = f(2) = (@) (@(0) —2) + | (9(z = sz — 2(a)]) — 9(2))" (#(a) — ) ds

= g(2)T (Z(a) — ) + =||2(e) — Z|?, Va >0. (3.29)
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Moreover, as the gradient is continuous and the feasible set is compact, there exists
M > 0 such that
lo@ll < M, 7€ [I,ul. (3.30)

From (3.25)), (3.27) and (3.30]), we can write
& < ]l < oallg(@)|| < 02M, VEe (L], Vi=1,....n.

Now, let us define 64, ...,0, as:

0, — min {a‘ci—li,ui—:fi} ifli<?i<ui, i1, n
u; — 1; otherwise,
We set
~ .0
= min —,
i=1,...,n 2
and define & as follows: B
N 0
&= .
oo M

In the following, we want to majorize the right-hand-side term of (3.29). First, we
consider the term g(z)7 (Z(a) — z). We distinguish three cases:

(i) 4 € N(Z) such that l; < Z; < u;. We distinguish two subcases:

° lfdlZO

li <Z;+ad; <z;+ Md1§x1+0~<uz, VaE(O,o?],

02

e else, if d; < O:

u; > x; +ad; > x; + Mdiz.fi—é>li, VaE(O,d].

02

So, we have
:i‘z(oz) =x;t+ad;, Vac (0, d},

which implies
gz(a_:)(a_:z(a) — fz) = agi(a_:)di, Va € (O, 64] (331)

(ii) @ € N(Z) such that z; = [;. Recalling the definition of N(x), it follows that
9i(Z) < 0. We distinguish two subcases:

. lfdlZO

0 By
Li<zi+ad <zi+——d; <T;+ 0 < uy, Va € (0,4],
oo M

and then
Q?Z(Oé) =x;t+ad;, Vac (0, Oﬂ,

which implies

gl(a_:)(a_:z(a) — fz) = agi(a_:)di, Ya € (O, 64]; (332)
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e else, if d; < O:
and then
0= gi(z)(zi(a) — &;) < agi(z)d;, Vo > 0. (3.33)

(iii) ¢« € N(z) such that z; = u;. Following the same reasonings done in the
previous step, we have that

o if dl S 0:
9i(2)(Z; (@) — ;) = agi(®)d;, Yo € (0,4]; (3.34)

e else, if d; > 0:

0= gl(a_z)(il(a) - fz) < agi(i“)di, Ya > 0. (335)

From (3.25)), (3:31), (3-32)), (3-33)), (3.34) and (3.35)), we obtain
9@ (@) —2) = Y ¢i(@)(#i(a) - 7)
iEN(Z)

<« Z 9i(T)d; = OGN (z) (:f')TdN(i), Vo € (0, 4.
i€N(Z)

(3.36)

L
Now, we consider the term 5”3_7(04) — Z||%. For every i € N(&) such that d; < 0, we
have that 0 < z; — z;(a) < —ad; holds for all « > 0. Therefore,

(z; — z3())? < a?d?, Va > 0. (3.37)

Else, for every i € N(z) such that d; > 0, we have that 0 < z;(a) — Z; < ad; holds
for all @ > 0. Therefore,

0 < (Zila) — 7;)? < a®d?, Va > 0. (3.38)

Recalling (3.25)), from (3.37) and ([3.38) we obtain

12(a) = 2|* < &®ldnI*, Vo> 0.

Using (3.26]) and (3.27]), we get

|1Z(a) = Z|* < o®|ldy@)|I* < a®03 ]| gn ) ()

2 ) (3.39)
< —0420%91\/(@ ()" dy(z), Vo> 0.

I

From (3.25)), (3.29)), (3.36]) and (3.39), we can write
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It follows that ([3.28) is satisfied by choosing & such that

2
162 >y,
207

a e (0,4
Thus, the proof is completed defining

R 201(1—7)}.

a = min {a, Lo2

3.3 ASA-BCP: the proposed active-set algorithm

In this section, we describe a new algorithmic framework for box-constrained prob-
lems, that we call Active-Set Algorithm for Box-Constrained Problems (ASA-BCP).
Its distinguishing feature is the presence of two stages at each iteration, which enable
us to separately handle active and non-active variables.

In particular, in the first stage the estimated active variables can be set at the
corresponding bounds, thus producing a new point. After updating the active-set
estimates, in the second stage a search direction can be computed in the subspace of
the estimated non-active variables and a new iterate can be computed by performing
a suitable line search.

Since a monotone line search could prevent from fully exploiting the efficiency
of particular search directions, a non-monotone stabilization technique (see e.g. [40]
and [76]) could be used in the second stage of our framework. Such a non-monotone
procedure, in practice, usually guarantees significant savings in terms of functions
evaluations and CPU time.

Here, we employ the approach proposed in [40], characterized by two main
features: the use of a non-monotone line search and the possibility to accept the
unitary stepsize without computing the objective function if the search direction
satisfies a specific test. In particular, the presence of iterations at which the objective
function is not computed seems, on the one hand, to be crucial in terms of efficiency
(see [40]), but, on the other hand, it makes more difficult guaranteeing the global
convergence of the method. This is why proper tools, i.e. suitable tests on the
search direction, are included in the algorithmic scheme.

The same non-monotone strategy was also used in NMBC [16] to enforce global
convergence. As mentioned above, the main difference from NMBC is the two-stage
nature of the algorithm. Then, a non-trivial effort is required to combine it with
non-monotonicity. In particular, the estimated active variables are updated simply
by fixing them at the bounds, that is, they are not moved along a gradient-related
direction. Following the idea of not computing the objective function at every
iteration, the first stage needs a further control on the proximity of the generated
point.

Before reporting the formal algorithmic scheme of ASA-BCP, we give a sketch of
it, indicating with fr a reference value of the objective function that is updated
throughout the procedure. Different criteria were proposed in the literature to
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choose this value (see e.g. [76]). Here, we take fr as the maximum among the last
M function evaluations, where M is a nonnegative parameter.

o At every iteration k, starting from the non-stationary point z*, the algorithm
fixes the estimated active variables at the corresponding bounds, thus produc-
ing the new point #*. In particular, the sets

Af = Aj(z®), AP =A,(2%) and NF=N() (3.40)

u

are computed and the point #* is produced by setting

~k ~k ~k  _ _k
fo—lA{g, Tk = Ugk and Tk = Tk

o Afterward, a check is executed to verify if the new point #* is sufficiently close
to 2¥. If this is the case, the point #* is accepted. Otherwise, an objective
function check is executed and two further cases are possible: if the objective
function is lower than the reference value fg, then we accept the point &*:
otherwise the algorithm sets Z* by backtracking to the last good point (i.e.,
the point Z that produced the last fg).

e At this point, the active and non-active sets are updated considering the
information related to ¥, i.e., we build

Af = A(7F), A= A,(E") and NF = N(FY). (3.41)

A search direction d* is then computed: we set dzk =0, with A% = flf U flﬁ,
and calculate d’;\?k by means of a modified truncated-Newton step (see e.g. [18]
for further details on truncated-Newton approaches).

« Once d* is computed, a non-monotone stabilization strategy, inspired by the
one proposed in [40], is used to generate the new iterate. In particular, the
algorithm first checks if ||d¥|| is sufficiently small. If this is the case, the
unitary stepsize is accepted, and we set

D = [ 4 d)

without computing the related objective function value and start a new iter-
ation.

Otherwise, an objective function check is executed and two further cases are
possible: if the objective function is greater than or equal to the reference value
fr, then we backtrack to the last good point and take the related search direc-
tion; otherwise we continue with the current point. Finally, a non-monotone
line search is performed in order to get a stepsize o and generate

2L = 75 1 oF b,

o After a prefixed number of iterations without calculating the objective func-
tion, a check is executed to verify if the objective function is lower than the
reference value fr. If this is not the case, a backtracking and a non-monotone
line search are executed.
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The non-monotone line search used in the algorithm is the same as the one
described in e.g. [T6]. It sets o = §”, where v is the smallest nonnegative integer
for which

F(E* +0"d") < fr + 6 g(@*)"d*, (3.42)

with 6 € (0,1) and 7 € (0, 3).

The formal scheme of ASA-BCP is reported in Algorithm [0l In particular, At
Step 10, 17 and 25 there is the update of the reference value of the non-monotone
line search ff,: weset j = j+1, I/ = k and the reference value is updated according
to the formula

fg% = max {fjfl}

 0<i<min{j,M}

Remark 1. From Proposition [§ and [9 it follows that ASA-BCP is well defined, in

the sense that at the k-th iteration it produces a new point z*T £ x* if and only if

z* s non-stationary.

Hereinafter, we indicate the active-set estimates in z* and #* with the notation

used in (3.40) and in (3.41)), respectively.

3.3.1 Analysis of convergence

In this subsection, we analyze the convergence properties of ASA-BCP, to show that
the method either computes a stationary point in a finite number of iterations, or
every limit point produced by the algorithm is stationary.

To this aim, we need to establish some intermediate results. We start by stating
the following lemmas.

Lemma 1. Let Assumption [1] hold. Suppose that ASA-BCP produces an infinite
sequence {z¥}, then

(i) {flj%} is non-increasing and converges to a value fg;

(ii) for any fized j > 0 we have:

fh< fh, Yh>j+ M.

Proof. From the instructions of the algorithm we have that, for every j > 0,

fH= max f77". Since m’*™t < mJ + 1 we can write
0<i<mJ

f}jz-&-l _ max (i.l(ijl*i)) < max f(jl(j+17i>)

0<i<mJi+1 T 0<i<mi+1

— max {f(jl(jﬂ))voggffﬁ fj_i} _ max {f(jl(j-&-l))’ f;]é} .

As f(aENH)) < ff,%, the above relation implies that

T < L < f% < f(a0),
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Algorithm 9 ASA-BCP
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Choose 2° € [l,u], fix Z > 1, M >0,A¢ > 0,3 € (0,1),5 € (0,1), v € (0,3),
k=0,j=—1,1""=—1, f' = f1 = f(a°), A=A = A,,
checkpoint = true
While z* is a non-stationary point for problem
Compute AF := Aj(zF), Ak .= A,(2*) and N* := N(2F)
Set jﬁlf = lAfv 5:1";“5 = Uyk and i?vk = xﬁvk
If | 7% — 2F|| < A, then set A = A
Else compute f(x") _
If f(2F) > f2.. then backtrack to ', set k = 17 and go to Step 28
End if
Compute AF := A;(zF), Ak := A, (i%) and N* := N(3F)
If N* # () and ggi (%) # 0
If checkpoint = true, then compute f(Z*¥) and update flj%
Set checkpoint = false
End if
Set d’%f =0, dgﬁ = 0, compute a gradient-related direction d%k in Z
If k > I/ + Z, then compute f(i*)
If f(z%) > f4 4 |
Backtrack to i, set d* =d”, k =17 and go to Step 28
Else update [},
End if
End if
If || df. |l < A
Set of =1, ¥+ = [#F + oFdF]f, A= BA, k =k +1
Else if k # 17, then compute f(@*)
If f(z%) > f4 4 |
Backtrack to i set d* =d”, k=17 and go to Step 28
Else update [},
End if
End if
Set a* = §7, where v is the smallest nonnegative integer for which

k

P + 8 dP) < f, + 78 g(a) b

Set 2**1 = [#% + oFd]f, k = k + 1, checkpoint = true
Else
Set of =0, d* =0, 2F*! = [#F 4 oFd¥)f = 2 k&
End if
End while

k+1
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which proves that { ff%} is non-increasing. Since i s feasible, the non-increasing
sequence {f%} is bounded from below, hence

hm f]j?L = f_R7
j—00

which proves (i). Point (ii) follows from the relation f(#""™") < fh and from the
fact that in the algorithm fﬁ is calculated considering at most M + 1 values of the
objective function. O

Lemma 2. Let Assumption [1 hold. Suppose that ASA-BCP produces an infinite
sequence {x*} and an infinite sequence {Z*}. For any given value of k, let q(k) be
the index such that

q(k) = max{j: I/ < k}.

Then, there exists a sequence {ics(j)} and an integer L satisfying the following con-
ditions:

(i) £ = f(@D)
(ii) for any integer k, there exist an index h* and an index j* such that:

0<h —k<L, R* = s(5%),
fh o= 1@y < i,

Proof. The proof follows from Lemma 2 in [40] taking into account that for any
iteration index k, there exists an integer L such that the condition of Step 9 is
satisfied within the (k + L)-th iteration. In fact, assume by contradiction that it is
not true. If Step 9 is not satisfied at a generic iteration k, then 2*+1 = #*. Since
the sequences {z*} and {#*} are infinite, Proposition |§| implies that #F+1 £ gk+!
and that the objective function strictly decreases. Repeating this procedure for
an infinite number of steps, an infinite sequence of distinct points {x**1, 252 ..}
is produced, where these points differ from each other only for the values of the
variables at the bounds. Since the number of variables is finite, this produces a
contradiction. O

Lemma 3. Let Assumption [1] hold. Suppose that ASA-BCP produces an infinite
sequence {x*} and an infinite sequence {Z*}. Then,

li kY = 1i i) = lim £ = f 3.43
kgg@f(ﬂf ) Jim (@) Jim f& = Ir, (3.43)
lim ||zFtt — 2%|| = lim oF||d*|| = 0, (3.44)
k—o00 k—oo
lim ||z% — zF|| = 0. (3.45)
k—o0

Proof. We build two different partitions of the iterations indices to analyze the
computation of z**1 from #* and that of #* from z*, respectively. From the in-
structions of the algorithm, it follows that 2**1 can be computed at Step 21, Step 29
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or Step 31. Let us consider the following subset of iteration indices:

K1 = {k: 2! is computed at Step 21},
Ko = {k: 2" is computed at Step 29},
K3 = {k: 2! is computed at Step 31}.

Then, we have
KiUKeUK3={0,1,...}.

As regards the computation of #*, we distinguish two further subsets of iterations
indices:

K4 = {k: Z" satisfies the test at Step 4},
Ks = {k: ¥ does not satisfy the test at Step 4}.

Then, we have
KiUKs ={0,1,...}.

Preliminarily, we point out some properties of the above subsequences. The subse-
quence {#*}i, satisfies

l2"+ = || = oF||d*|| = |d*]| < ', k€ Ky,
where the integer ¢ increases with k& € KCy. Since 8 € (0,1), if K; is infinite we have

lim 2" =2 = lim  oF|d¥| =o. (3.46)
k—o00, ke k—o0, ke

Moreover, since o = 0 and d¥ = 0 for all k € K3, if K3 is infinite we have

lim 2" =2 = lim  oF||d¥| =o. (3.47)
k—o00, k€3 k—o00, k€3

The subsequence {Z*}, satisfies
H.’Z‘k — .%'kH < ,BtAo, ke IC4,
where the integer ¢ increases with k € ICy. Since 8 € (0, 1), if K4 is infinite we have

lim  ||z% — 2| = 0. (3.48)
k—00, k€K

Now we prove (3.43)). Let s(j), h* and ¢* be the indices defined in Lemma [2| We
show that for any fixed integer 7 > 1, the following relations hold:

lim ||#50) =+ — s = 0, (3.49)
j—o00
lim |9~ — 350~ = lim o)~ d*D ) =0, (3.50)
Jj—00 Jj—00
lim f(z0)=F) = fp, (3.51)
J—00
lim f(z°977) = fg. (3.52)

Jj—00
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Without loss of generality, we assume that j is large enough to avoid the occurrence
of negative apices. We proceed by induction and first show that (| - - ) hold
for i = 1. If s(j) € Ky, relations (3.49) and (3.51)) follow from and the
continuity of the objective function. If s(j) € K5, from the instructions of the
algorithm, and taking into account Proposition [I0, we get

. . s 1 o
fh= @) < f@*0) = 20 — D)2 < 7

from which we get A ‘ . A
fhe= @) < f@V) < 1!
and then, from point (i) of Lemma (1} it follows that

lim f(3*0)) = Jim f (2 D) = (3.53)

j—)OO

which proves (3.51)) for ¢ = 1. From the above relation, and by exploiting Proposi-
tion [10| again, we have that

lim (f(7°9) — f(z*V)) < lim ——||:U — 02

Jj—ro0 j—oo  2€

and then ([3.49) holds for ¢ = 1.
If s(j)—1 € K1UKs, from (3.46) and (3.47)) it is straightforward to verify that (3.50

holds for i = 1. By exploiting the continuity of the objective function, since (3.50
and (3.51)) hold for i = 1, then also (3.52) is verified for i = 1. If s(j) — 1 € Ko,
from the instruction of the algorithm we obtain

f(.%‘s(])) _ f(js(j)fl _’_as(j)flds(j)fl) < f}q%(s(j)*l) +,yas(j)flg(js(j)71)Tds(j)71

and then
F(@0)) - FIEDY )1 <x8<‘>—1>Td5<”‘1

From (B.53), point (i) of Lemmal(l} and recalling (8.25)-(8.27), we have that
lim o*@-1| @01 = lim [|2°0) — 3501 =0
j—o00 joo

for every subsequence such that s(j) —1 € Kqo. Therefore, holds for ¢ = 1.
Recalling that f(z°0)) = f(#50) 1 4o°0)=1¢5U)=1) and since (3.49) and (3.50) hold
for ¢ = 1, from the continuity of the objective function it follows that also (3.52))
holds for ¢ = 1.

Now we assume that f hold for a given fixed ¢ > 1, and show that
these relations must hold for i + 1 as well. If s(j) — i € K4, by using it is
straightforward to verify that is verified replacing ¢ with ¢ + 1. Taking into
account , this implies that

lim f(z*D~0HD+ — Jim f(250)7) = Lim f(@°0) ) = fg

]A)OO ]*)OO ]4)00

and then (3.51) holds for i + 1. If s(j) —i € K, from the instructions of the
algorithm, and taking into account Proposition [I0} we get

o o 1 o L N
75(7)—i s(B=1y _ T ||t _ 5s()—iy2 q(s(j)—i)—1
P < f@0) - s - g 02 < 00
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Exploiting (3.52)) and point (i) of Lemma (1, we have that

s(F)—1y — s(j)—i £
Tim f(@*0)7) = lm f@*0) = fr, (3.54)
which proves (3.51)) for i + 1. From the above relation, and by exploiting Proposi-
tion [I0] again, we can also write

lim (4(2°00) = (@) = i) < lim —= o) — 502

j—o0 j—o00
and then holds for 7 + 1.
If s(j) =i —1 € K1 UK, from and we obtain that (3.50) holds for
i =i+ 1. Since 250~ = s —i=1 4 os()—1=1gsG)—i—1  exploiting , ,
and the continuity of the objective function, we obtain that (3.52)) holds
replacing ¢ with ¢ + 1.
If s(j) —i—1 € Kq, from the instruction of the algorithm we obtain

Fa*D=i) = p(o0)=in1 o qs0)=imlgs()=i-1y
fq(S(J —i— 1)+’YO¢ s(j)—i— 1g( ()—i—l)Tds(j)—i—l

and then
f( ) fR —i—1) <,yas(j) i— lg( s(g)—i— l)Tds() i-1
From (3.54), point (i) of Lemma [I} and recalling (3.25)-(3.27)), we have that
lim o@D @D =1 = Jim ||250)~F — #2501 =0
j—00 j—00

for every subsequence such that s(j) — 1 € Ko. Therefore, (3.50) holds for i + 1.
Recalling that f(z50)=%) = f(50) =11 4 o50)=i=1gsG)=i=1) "and since ([3.49)(3.50)

hold replacing ¢ with ¢ + 1, exploiting the continuity of the objective function we
have

lim f(z° =il 4 os(@)=im1gs(i)—im 1)— lim f(z® )7)— lim f(z s(7)= )

]—)OO j—)OO ]—)OO

Therefore, if (3.52) holds at a generic ¢ > 1, it must hold for ¢ + 1 as well. This
completes the induction.
Now, for any iteration index k£ > 0 we can write

k RE—k k_; k_; RE—k k_; 1k_;
i‘h _ xk + Z ~h -1 h 71) + Z Oéh fzdh 717
i=1

=0
h’“kl . hk—kk.k‘
:i'k—F Z l‘h —z) + Z Oéh —zdh —i
=0 =1

From (3.49)) and ([3.50) we obtain

lim ||z* — 2" || = lim ||z% — 2" = 0.
k—o0 k—o0
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By exploiting the continuity of the objective function, and taking into account
point (i) of Lemma (I} the above relation implies that

lim f(z*) = lim f(@*) = lim f(;zh’“):ggo i = Fr,

k—o00 k—o00 k—o0

which proves (|3.43).
To prove (3.44), if k € K1 U K3, then from (3.46)) and (3.47]) we obtain

lim |zF L — &%) = lim o®||d¥|| = 0. (3.55)
k—o00, keC1UK3 k—o00, keC1UK3

If k € Kg, from the instruction of the algorithm we get
Fa*h) < f(@0) + yakg (@) d*

and then, recalling conditions (3.25)—(3.27) and (3.43), we can write

lim 2" =2 = lim || =o0. (3.56)
k—o00, k€2 k—o00, k€2

From (3.55)) and (3.56)) it follows that (3.44]) holds.
To prove (3.45)), if k € K4, then from (3.48]) we obtain

lim  ||z% — 2| = 0. (3.57)
k—o00, kea

If £ € K5, from the instruction of the algorithm, and recalling Proposition we
get

1 _
F@*) < fa*) = o lla® =347 < FFD
From (3.43)) and point (i) of Lemma |1}, we have that

. Sk - ky _
k—>olol7nklelc5 f@") = k—>olol,nlgelc5 (%) = fr.

By exploiting Proposition [10| again, we can write

1
. ~k k . k ~k 12
_ < 1 _aF — )2 =
k%oé,rrlclelcs(f(aj )~ [ )) - k—)oé}TkleIQ 26”:8 | 0
and then
lim  ||#% — 2| =o. (3.58)

k—r00, k€5

From (3.57)) and (3.58)), it follows that (3.45) holds. O

The following theorem extends a known result from unconstrained optimiza-
tion, guaranteeing that the sequence of the directional derivatives along the search
direction converges to zero.

Theorem 11. Let Assumption[d] hold. Assume that ASA-BCP does not terminate in
a finite number of iterations, and let {x*}, {Z*} and {d*} be the sequences produced
by the algorithm. Then,

lim g(#%)Td* = 0. (3.59)

k—o0
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Proof. We can identify two iteration index subsets H, K C {1,2,...}, such that:
o N(zF) # () and gy (%) #0, for all k € K;
e H={1,2,...}\ K.

By assumption, the algorithm does not terminate in a finite number of iterations,
and then, at least one of the above sets is infinite. Since we are interested in the
asymptotic behavior of the sequence produced by ASA-BCP, we assume without loss
of generality that both H and K are infinite sets.

Taking into account Step 31 in Algorithm [J] it is straightforward to verify that

: N
k—)ig,lllceHg(m) ¢ =0.

Therefore, we limit our analysis to consider the subsequence {z*}r. Let Z be
any limit point of {*}x. By contradiction, we assume that does not hold.
Using of Lemma, 3} since {x*}, {#*} and {d*} are limited, and taking into
account that A;(z*), A,(z¥) and N(z*) are subsets of a finite set of indices, without
loss of generality we redefine {2*}x the subsequence such that

im 2F= lim =7z,
k—oo0, ke K k—oo, ke K

and

A

NF.=N, AF.=A4A, A=A, Vkek,

lim dF =d.
k—oo, ke K

Since we have assumed that (3.59) does not hold, the above relations, combined
with (3.26)) and the continuity of the gradient, imply that

i NT gk _ TG . '
k%gring(x ) d¥=g(x)'d=-n<0 (3.60)
It follows that
lim d#0
k—oo, ke K

and then, recalling (3.44) of Lemma |3} we get

lim  of=0. (3.61)
k—o0, ke K
Consequently, from the instructions of the algorithm, there must exist a subsequence
(renamed K again) such that the line search procedure at Step 28 is performed and
o < 1 for sufficiently large k. Namely,

. aoF ok
f([mk i ?dk]ﬁ) > qu%(k) +,y?g(xk)Tdk
. (3.62)
> [(@) +5 9@ d, vk kkeK,
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where (k) := max{j: I < k}. We can write the point [#* + O‘dek]ﬁ as follows:
k k

[+ =i+ S

5 d® — o, (3.63)

where

k k
- « . (0% .
y¥ = max{0, (" + ?dk)i —u;} — max{0,l; — (2% + ?dk)i}, i=1,...,n.
As {#*} is a sequence of feasible points, {a*} converges to zero and {d*} is limited,
we get

li k—o0. 3.64
k—mg,IllfeKy ( )

From (3.62)) and (3.63) we can write

k k _
FE + %d’“ — M) — @R > 7%9(5;’“)%’“, Vk >k ke K. (3.65)
By the mean value theorem, we have
e, ey, O T k\T, k
F@E 4 5 d" =) = f(@) + (=) d" = g(z")" ", (3.66)
where 3
=gk 4 Gk(%dk — %), 6k €(0,1). (3.67)
From (3.61)) and (3.64), and since {d*} is limited, we obtain
lim 2% =z. (3.68)
k—oo, ke K

)
Substituting (3.66)) into (3.65), and multiplying each term by —-, we get
o

0

g(zF)Tadk - Jg(zk)Tyk >~g(@MdE, VE>k ke K. (3.69)

From the definition of y*, it follows that

0, if 1 < 384+ b <,
B b <0, ifl >+ &b,

In particular, we have
=0, if d¥ =0,
yFdefo, o db], ifdf >0, (3.71)
€ [-%dk 0], ifdF<o.

From the above relation, it is straightforward to verify that

k<1kdk =1 3.72
ly; | < 5M, i=1,...,n. (3.72)

In the following, we want to majorize the left-hand side of (3.69)) by showing that
{%g(zk)Tyk} converges to a nonnegative value. To this aim, we analyze three
different cases, depending on whether x; is at the bounds or is strictly feasible:
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(i) i € N such that l; < &; < u;. As {#¥} converges to Z, there exists 7 > 0 such
that
Li+7<i*<wu—r, k € K, k sufficiently large.

Since {a¥} converges to zero and {d*} is limited, it follows that %ﬁdf\ <7,
for k € K, k sufficiently large. Then,

k

I < if + %df < Uy, k € K, k sufficiently large,

which implies, from (3.70), that

yf =0, k € K, k sufficiently large. (3.73)

(i) i € N such that 7; = [,. First, we show that

y¥ <0, ke K,k sufficiently large. (3.75)

~—

To show (3.74)), we assume by contradiction that g;(z) > 0. From ({3.12]) and
recalling that ||Z% — 2*|| converges to zero from (3.45) of Lemma [3} it follows
that

li Ni(@F) = i (Z%) = gi(T) > 0.

koo, ke K i(@) k%og,rllsngl(l‘ ) = 9i(z) >0
Then, there exist an iteration index k and a scalar € > 0 such that )\,@k)
€>0, forall k >k, k€ K. As {#F} converges to [;, there also exists k >
such that

>
3

L<ibf<li+e<li+e\@Y), keK k>k,
¢i(#) >0, keK, k>k,

which contradicts the fact that i € N (&) for k sufficiently large. To show (3.75)),
we observe that since {#¥} converges to I;, there exists 7 € (0,u; — ;] such
that

l; < &F <wy—1, k € K, k sufficiently large.

Moreover, since {a*} converges to zero and {d*} is limited, it follows that

‘%—kdf <7, for k € K, k sufficiently large. Then,

ok

it + Tdf <y, k € K, k sufficiently large.

The above relation, combined with (3.70)), proves (3.75)). Now, we distinguish
two subcases, depending on the sign of df:

o for every subsequence K C K such that d¥ > 0, from (3.71) it follows
that y* > 0. Consequently, from (3.75) we can write

yF =0, k € K, k sufficiently large. (3.76)
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o for every subsequence K C K such that df < 0, we have two further
possible situations, according to (3.74)):

(a) gi(z) < 0. As {z*} converges to z, then g;(zF) < 0 for k € K, k
sufficiently large. From (3.75)), we obtain

L
ki

(b) gi(z) = 0. From (3.72]), we get

(zF)yk >0, k € K, k sufficiently large. (3.77)

0 0
glgi(zk)yfl < Jlgi(zk)llyfl < |gi(2")ldr -

Since {d*} is limited, {z*} converges to z, and g;(Z) = 0, from the
continuity of the gradient we get

5
_lim Rggi(zk)df =0. (3.78)
—00, k€

(iii) 7 € N such that Z; = u;. Reasoning as in the previous case, we obtain

: O kv k
R > . .
miérf}geK akgl(z Jui 20 (3.79)

Finally, from (3.73), (3.76), (3.77), (3.78) and (3.79), we have

5
—k:g(zk)T;ylC >0, (3.80)

and, from (3.60)), (3.68), (3.69), (3.79) and (3.80)), we obtain

5
1 ~K\T gk _ 1 KT gk~ 1 k\T gk _ 1 k\T, k
n= lim g(z%)"d" = lim g(")"d" > lim g(z%)"d" — lim —g(=")"y

keK ke K keK keK
. ~kNT 7k _
> lim g(2")" d* = —n.
k—o0
keK
This contradicts the fact that we set v < 1 in ASA-BCP. O

Finally, we state the main theoretical result ensuring the global convergence of
ASA-BCP.

Theorem 12. Let Assumption[1] hold. Then, ASA-BCP either produces a stationary
point for problem (3.1) in a finite number of iterations, or produces an infinite
sequence {x*} and every limit point x* of the sequence is a stationary point for

problem (3.1]).

Proof. Let * be any limit point of the sequence {z*}, and let {z*}x be the subse-
quence converging to z*. From (3.45)) of Lemma |3| we can write

im  #F =¥, (3.81)
k—o0, ke K
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and, thanks to the fact that A;(z*), A,(2*) and N(z*) are subsets of a finite set of
indices, we can define a further subsequence K C K such that

NF=N, Ay=A4, AF=A4,
for all k € K. Recalling Proposition |7} we define the following function that mea-
sures the violation of the optimality conditions for feasible points:

o) = min {max{l; — v, —gi ()}, max{w; — ui, gi(x)}*}

By contradiction, we assume that z* is a non-stationary point for problem (3.1)).
Then, there exists an index i such that ¢(z}) > 0. From (3.81) and the continuity
of ¢, there exists an index k such that

p(FF) > A >0, VE>k (3.82)
Now, we consider three cases:

(i) i € A;. Then, #F = I;. From (3.12) and (3.9), we get gi(z*) > 0, Vk € K. By
continuity of the gradient, and since both {#*}; and {2*} ;. converge to z*,
we obtain

A
(7R >
gz(x)— 27

for k € K, k sufficiently large. Then, we have (ik) < %2 <AforkekK, k
sufficiently large. This contradicts (3.82)).

(i) 7 € A,. Then, #¥ = u;. The proof of this case is a verbatim repetition of the
previous case.

(iii) i € N. As ¢(z*) > 0, then g;(z*) # 0. From Theorem |11} we have

lim  g(z*)Td* =o0.
k—oo, keK

From (3.26)), it follows that

lim | go (@) = |lgc(@®)| =0,
o 6f(H @ = llgg @)l

leading to a contradiction.

3.3.2 Analysis of convergence rate

In this subsection we show that superlinear convergence of the method can be proved
under standard additional assumptions. First, we need to state the following lemma.

Lemma 4. Let Assumption |1 hold and assume that {xk} is an infinite sequence
generated by ASA-BCP. Then, there exists an iteration index k such that N(z*) £ 0
forall k > k.
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Proof. By contradiction, we assume that there exists an infinite index subset K C
{1,2,...} such that N(z*) = () for all k € K. Let z* be a limit point of {z}, that
is,
lim aF =2*
k—o0, ke K
where K C K. Theorem [12] ensures that z* is a stationary point. From of

Lemma [B] we can write

)

lim zF= lim &% = 2"
k—o0, ke K k—o0, ke K

Moreover, from Proposition @ there exists an index & such that
{i:af =1, >0y CA@Ed C{ical =01}, Yk>k kek, (3.83)

(i:af =u,pf >0} CAu(zF) C{izaf =}, YVhk>k kekK. (3.84)

Let k be the smallest integer such that & > k and k € K. From (3.83) and (3.84)

we can write

Bl

7

=

:EZ“ =u; =z, ifie Au(a:f“)
Since N(x*) is empty for all k € K, we also have

A(zF)U A (aF) ={1,...,n}, VEkeK.

Consequently, ik = x*, contradicting the hypothesis that the sequence {z*} is

infinite. O

Now, we are ready to establish the superlinear rate of convergence of ASA-BCP,
as formalized in the following theorem.

Theorem 13. Assume that {x*} is a sequence generated by ASA-BCP converging to
a point x* satisfying the strict complementarity condition and such that

HN*N* (.73*) - 0,

where N* = {i: l; < x¥ < w;}. Assume that the sequence {d*} of directions satisfies
the following condition:

H g e (@7)d% . + g (2
lim [[H gy e (27) ka; g (27| —o. (3.85)
k=00 lg g (Z)]]

Then, the sequence {mk} converges to ¥ superlinearly.

Proof. From Proposition @ exploiting the fact the sequence {z*} converges to x*
and that strict complementarity holds, we have that for sufficiently large k,
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From the instructions of the algorithm, it follows that Z* = z* for sufficiently large
k, and then, the minimization is restricted on N(#*). From Lemma |4} we have that
N(i%) = N(2¥) = N* # ) for sufficiently large k. Furthermore, from (3.85) we

have that d’f\;@k) is a Newton-truncated direction, and then, the assertion follows
from standard results on unconstrained minimization. O]

3.4 Numerical experience

In this section, we describe the details of our computational experience.

In Subsection we describe the implementation details related to our al-
gorithmic scheme. In Subsection we compare ASA-BCP with the following
codes:

o NMBC [16] (in particular, we considered the version named NMBC; in [16]);

o ALGENCAN [6]: an active-set method using spectral projected gradient steps
for leaving faces, downloaded from the TANGO web page (http://www.ime.
usp.br/~egbirgin/tango));

o LANCELOT B [35]: a Newton method based on a trust-region strategy, down-
loaded from the GALAHAD web page (http://www.galahad.rl.ac.uk).

All computations have been run on an Intel Xeon(R), CPU E5-1650 v2 3.50
GHz. The test set consisted of 140 bound-constrained problems from the CUTEst
collection [36], with dimension up to 105. The stopping condition for all codes was

lz — [z — g(2)loo < 1077,

where || - || denotes the sup-norm of a vector.

In order to compare the performances of the algorithms, we make use of the
performance profiles proposed in [23].

Following the analysis suggested in [5], we preliminarily checked whether the
codes find different stationary points: the comparison is thus restricted to problems
for which all codes find the same stationary point (with a tolerance of 1073). Fur-
thermore, we do not consider in the analysis those problems for which all methods
find a stationary point in less than 1 second.

In ASA-BCP, we set the algorithm parameters to the following values: Z = 20
and M =99 (so that the last 100 objective function values are included in the
computation of the reference value).

In running the other methods considered in the comparisons, default values
were used for all parameters (but those related to the stopping condition). More
specifically:

o In NMBC, a non-monotone strategy was employed (it is similar to the one
described for ASA-BCP), where the parameters Z and M were equal to 20 and
100, respectively. Moreover, the parameter € used in the active-set estimate
was equal to 1074,
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e In LANCELOT B, a band preconditioner was employed for the conjugate gradi-
ent method, with a semi-bandwidth equal to 5. Moreover, a non-monotone
strategy was used with a history-length equal to 1.

e In ALGENCAN, the truncated-Newton method was used as inner solver method,
the scaling feature was disabled and the parameter 7 was equal to 0.1 (a face
of the feasible set is abandoned by the algorithm when the norm of the internal
components of the continuous projected gradient is smaller than 7 times the
norm of the continuous projected gradient).

C++ and Fortran 90 implementations (with CUTEst interface) of ASA-BCP can
be found at the following web page: https://sites.google.com/a/dis.uniromal.
it/asa-bep. The details related to the experiments are reported in Appendix [B]

3.4.1 Implementation issues

In this subsection, we describe how we set the € parameter appearing in the definition
of the active-set estimates (3.9)—(3.10), and how we compute the search direction
for the minimization with respect to the estimated non-active variables.

3.4.1.1 Updating of the ¢ parameter

A feature that characterizes ASA-BCP (and differentiates it from NMBC) is the use of
the active-set estimate: once we have an e satisfying Assumption [I} a decrease in
the objective function is guaranteed by fixing the estimated active variables to the
values at the bounds (as it is shown in Proposition .

In general, such an € cannot be a priori computed. This is why in our im-
plementation we use the following updating rule. Starting from the value ¢ =
min{1076, |20 — [2° — g(2°)]#|| =}, at every iteration k we compute AF, A¥ and N*.
Then, we get the point

~k ~k ~k _ .k
.TAéc—lAgc xAﬁ_uAﬁ .’L'Nk—IL’Nk.

If 7% satisfies )
F@E") = fah) < —;Hﬂﬁk — a*||?,
€

then we accept #* and we do not change the value of e. Otherwise, we do not accept
", we reduce € and we estimate the active variables again, repeating this procedure
until the above relation is satisfied.

3.4.1.2 Calculation of the gradient-related direction

At every iteration k, in order to compute the search direction with respect to N*,
ASA-BCP approximately solves the Newton equation

H g o (8°)di + g () = 0

by using the conjugate gradient strategy considered in [18] (and briefly described
in Subsection [2.4.4). In particular, let m = |N*¥|, the scheme produces a finite
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sequence of conjugate directions pg, p1,...,p; € R™, i < m, and the approximated
Newton direction d%k is computed as d%k = d;y1, where

i T
gy (Z°)" pj
di1 = — Py,
Z jZ:;JP? H e (85)p; ™

In our implementation of ASA-BCP, we employed the following stopping criterion for
the conjugate gradient method:

[a(dix1) — a(di)] = 5lgxe (@) di1 — gu (@) di] (i+1) <
q(di+1) = 5950 (@) Tdi ’
where
ald) = 5" Hgesr (#4)d + g0 (7).
and v is taken as
{% if [|diga ]| > [lgzx (@)1,
ne min{l, ||d;11]|}, otherwise.

In ASA-BCP, we set 7, = min {1, 0.1 +¢70:001 k} This represents a further difference
from NMBC, where 7 was chosen constant and equal to 0.1.

3.4.2 Comparison on CUTEst problems

In this subsection, we first compare ASA-BCP with the NMBC algorithm presented
in [16]. Then, we report the comparison of ASA-BCP with other two solvers for
bound-constrained problems, namely ALGENCAN [6] and LANCELOT B [35]. All the
codes are implemented in Fortran 90.

Recalling how we selected the relevant test problems, the analysis was restricted
to 43 problems for the comparison between ASA-BCP and NMBC and to 62 problems
for the comparison between ASA-BCP, ALGENCAN and LANCELOT B.

In particular, in the comparison between ASA-BCP and NMBC, 96 problems were
discarded because they were solved in less than 1 second by both algorithms. A
further problem (namely SCONDI1LS with 5002 variables) was removed because
ASA-BCP and NMBC found two different stationary points (NMBC found the worst
one).

In the comparison between ASA-BCP, ALGENCAN and LANCELOT B, 75 problems
were discarded because they were solved in less than 1 second by all the considered
algorithms. Other 3 problems were removed as the methods stopped at different
stationary points. Namely, NCVXBQP3 with 10° variables, POWELLBC with 103
variables and SCONDI1LS with 5002 variables were discarded in our comparison.
The worst stationary points were found by ASA-BCP, LANCELOT B and ASA-BCP,
respectively.

In Figure [3.1] we report the performance profiles of ASA-BCP and NMBC. These
profiles show that ASA-BCP outperforms NMBC in terms of CPU time, number of
objective function evaluations and number of conjugate gradient iterations. This
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Figure 3.1. Comparison between ASA-BCP and NMBC: performance profiles on CPU time,
number of objective function evaluations and number of conjugate gradient iterations.
The z axis is in linear scale in the left panel and in logarithmic scale in the right panel.
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Figure 3.2. Comparison among ASA-BCP, ALGENCAN and LANCELOT B: performance pro-
files on CPU time, number of objective function evaluations and number of conjugate
gradient iterations. The x axis is in linear scale in the left panel and in logarithmic
scale in the right panel.
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confirms the effectiveness of our two-stage approach when compared to the NMBC
algorithm.

These results seem to confirm that on the one hand, computing the search
direction only in the subspace of the non-active variables guarantees some savings
in terms of CPU time, and on the other hand, getting rid of the Barzilai-Borwein
step (used in NMBC) avoids the generation of badly scaled search directions.

In Figure [3.2] we show the performance profiles of ASA-BCP, ALGENCAN and
LANCELOT B. By taking a look at the performance profiles related to CPU time, we
can easily see that ASA-BCP and ALGENCAN are comparable in terms of efficiency and
are both better than LANCELOT B. As regards robustness, we can see that ASA-BCP
outperforms both ALGENCAN and LANCELOT B. More specifically, when 7 is equal
to 2, ASA-BCP solves about 95% of the problems, while ALGENCAN and LANCELOT B
respectively, solve about 90% and 30% of the problems. Furthermore, ASA-BCP is
able to solve all the problems when 7 is about 70, while ALGENCAN and LANCELOT B
get to solve all the problems for significantly larger values of 7.

For what concerns the number of objective function evaluations, ASA-BCP is
the best in terms of efficiency and is competitive with LANCELOT B in terms of
robustness. In particular, when 7 is equal to 2, ASA-BCP solves about 85% of the
problems, while ALGENCAN and LANCELOT B respectively, solve about 15% and 30%
of the problems. Moreover, ASA-BCP and LANCELOT B solve all the problem when
7 is about 60 and 50, respectively, while ALGENCAN gets to solve all the problems
when 7 is about 600.

Finally, as regards the number of conjugate gradient iterations, ASA-BCP out-
performs the other two codes in terms of efficiency, while LANCELOT B is the best in
terms of robustness. More in detail, when 7 is equal to 2, ASA-BCP solves about 85%
of the problems, while ALGENCAN and LANCELOT B respectively, solve about 20% and
35% of the problems. LANCELOT B is able to solve all the problems when 7 is about
200, while ASA-BCP and ALGENCAN need larger values of 7.

3.5 Conclusions

In this chapter, a two-stage active-set algorithm for box-constrained non-linear pro-
gramming problems has been devised. In the first stage, we get a significant reduc-
tion in the objective function simply by setting to the bounds the estimated active
variables. In the second stage, we employ a truncated-Newton direction computed in
the subspace of the estimated non-active variables. These two stages are inserted in
a non-monotone framework and the convergence of the resulting algorithm ASA-BCP
is proved. Experimental results have shown that our implementation of ASA-BCP
is competitive with other widely used codes for bound-constrained minimization
problems.
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Chapter 4

An active-set method for
minimization over the simplex

and the /-ball

In this chapter, we are concerned with minimization problems over the unit sim-
plex. As to be shown, this problem is pretty general, since every minimization
problem over a polytope can be reformulated as a minimization problem over the
unit simplex. Here, we propose an active-set estimate that enables us to define an
algorithmic framework where the variables estimated active and those estimated
non-active are updated separately at each iteration, extending the approach of the
previous chapter. In particular, we consider different variants of the Frank-Wolfe
direction to be combined with the proposed active-set strategy. Then, we focus on
the problem of minimizing a function over the ¢1-ball, showing how our algorithmic
framework can be efficiently adapted to this problem. Preliminary numerical results
are provided.

The notation used in this chapter is that reported in Appendix [Al We recall
that we indicate with e; the i-th unit vector (all components are 0 except for the
i-th component, which is 1) and with e € R™ the n-dimensional vector with all
components equal to 1. Moreover, given a vector v € R™ and an index set I C
{1,...,n}, we denote by v; the subvector with components v;, i € I.

The rest of the chapter is organized as follows. In Section we introduce
the minimization problem over the unit simplex. In Section we describe our
active-set estimate. In Section we present our algorithmic framework. In Sec-
tion [4.4] we carry out the convergence analysis of the algorithm for different choices
of the search direction. In Section [4.5] we show how our algorithm can be easily
extended to minimization problems over the ¢1-ball. In Section we provide some
preliminary numerical results. Finally, in Section we draw some conclusions.
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4.1 Introduction

We focus on the following minimization problem:

min f(z)
n
in =1 (4.1)
i=1
l‘iZO, z':1,...,n,

where f € C'(R"). Throughout the chapter, we also make the assumption that
V f(x) is Lipschitz continuous on the feasible set.

The problem of optimizing a continuously differentiable function over the sim-
plex arises from several applications: e.g., finding maximum stable sets in graphs,
portfolio optimization, game theory and population dynamics problems (see [15]
and references therein).

We also note that every minimization problem whose feasible region is a polytope
can be rewritten as a minimization problem over the unit simplex. In fact, let us
consider a problem of the following form:

min h(x)
r €D,
where h: R" — R and D = conv{vy,...,vn}, with v; € R" i =1,...,m. Every
feasible point x can be expressed as a convex combination of vq,...,v,,, that is,
there exist aq, ..., a;, such that
m
Tr = Z (O7X%UR)
i=1

m

> ai=1,

i=1

a; >0, 1=1,...,m
By introducing the matrix V = [vl vm} € R™™_ we can then rewrite the
problem as

min fla)

m

So=1

i=1

a; >0, 1=1,....m,
where

fla) = h(Va).

An interesting example into this context is given by the minimization of a func-
tion over the #1-ball:

)

llly < 7,
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with 7 > 0. Since the feasible set of this problem can be expressed as
conv{trey,...,tTe,},

by performing a suitable variable transformation we can obtain an equivalent min-
imization problem whose feasible set is the unit simplex in R?". This problem will
be analyzed more in detail in Section where a specific algorithmic framework
for its solution will be described.

4.2 Active-set estimate

As discussed in the Chapter [3] using an active-set strategy to solve a constrained
problem can be crucial from both a computational and theoretical point of view.
In this section, we present an active-set estimate for problem , pointing out its
theoretical properties.

First, we provide the definition of stationary point for problem .

Definition 8. A feasible point x* of problem (4.1)) is a stationary point if and only
if it satisfies the following first order necessary optimality conditions:

Vi) =Ne—p* =0, (4.2)
(M*)Tx* — 07
wt > 0.

where A* € R and u* € R™ are the KKT multipliers.

Now, we can define the active-set for a stationary point z* as the subset of
zero-components of z*. In particular, we provide the following definition.

Definition 9. Let z* € R" be a stationary point of problem (4.1). We define as
active-set the following set:

A(x*)={ie{l,...,n}: 2} =0}. (4.5)
We further define the non-active set N(x*) as the complementary set of A(x*):
N(z*)={1,...,n}\ A(=*) = {i € {1,...,n}: 2} > 0}. (4.6)

Here, similarly as for the box-constrained case addressed in the Chapter [3] the
active-set estimate is computed by following the approach proposed in [22] [24],
which requires proper approximation of the KKT multipliers. The latter are ob-
tained by means of multiplier functions (see the definition of multiplier function in

Section .

In particular, let us describe how to compute the multiplier functions A: R — R
and p: R™ — R™. Given a stationary point z* of (4.1)), let (A\*, u*) be the KKT
multipliers associated to z*. By (4.2)), we have

0= Vi) - Me,
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then, multiplying by x* and taking into account complementarity condition (4.3,
we get
0= (")l = (Vf(z*) — Ne)lar

From the feasibility of z*, we obtain the following expression for the multipliers:
X = Vi Ta, (4.7)
pr=Vfx*)— Ne. (4.8)

From (4.7)—(4.8]), we can introduce the following two multiplier functions:

Mz) =V f(x)z, (4.9)
pi(z) =Vif(z) — Nzx), i=1,...,n. (4.10)

Now, for every feasible point x, we define the active-set estimate A(z) and the
non-active set estimate N (z) as

Alz) = {i 2y < epi(z)} = {iz 2; < eV () (e — 2)}, (4.11)
N(z) = {i: z; > epi(x)} = {i: 2, > eV f(x)T (e — x)}, (4.12)

where € is a positive scalar.
As for the box-constrained case, this estimate of the active-set enables us to
adapt the results shown in [24] and state the following theorem.

Theorem 14. If (z*, \*, u*) satisfies KKT conditions for problem (4.1), then there
exists a neighborhood B(z*, p) such that, for each x in this neighborhood, we have

{i: 2} =0, pi(z*) > 0} C A(x) C A(z").
Furthermore, if strict complementarity holds, then

{i: zf =0, ui(z*) > 0} = A(x) = A(z*),

for each x € B(z*, p).

4.2.1 Characterization of stationary points

In this subsection, we provide a characterization of stationary points based on the
proposed active-set estimate. First, we need the following proposition to state
necessary and sufficient conditions for stationarity.

Proposition 12. Let z* be a feasible point of problem (4.1). Then, x* is a station-
ary point if and only if

min {sz(x*)} = max {V]f(x*)} (4.13)

i=1,...,n JEN(x¥)
Proof. First, we prove necessary. From KKT conditions (4.2)—(4.4), we can write

Vi) —Ne=pu">0. (4.14)
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From (4.3), we have that pj = 0 for every index j € N (z*). Tt follows that
Vif(@*) =\, Vje N(z").
The above relation, combined with (4.14]), implies that

Vif(x*) > X" = max {V,f(z*);, Vi=1,...,n,
@)= A = max {V;/(")]}

and then (4.13)) holds.
Now, assume that (4.13)) is satisfied. It follows that

min {ij(m*)} > max {ij(x*)},

jeN(@*) JEN(@*)

implying that all V, f(z*), with j € N(z2*), have the same value. Therefore, there
exists a scalar \* such that

Vif(z*) =X, Vje N(z"). (4.15)

From (4.13]) and (4.15), there exist uj,. .., € R such that

Vif(z*) = XN'=p; >0, i=1,...,n,
@, =0, jeN(@).

Then, conditions (4.2)—(4.4) hold. O

Moreover, from the previous proposition, we can easily state the following corol-
lary.

Corollary 1. Let x* be a feasible point of problem (4.1)). Then, x* is a stationary
point if and only if there exists a scalar £ such that

Vif(z*) =€, Vje N(z"),
Vif(x*) > €&, Vie A(z").

Proof. The proof follows from that of Proposition [12] observing that for every index
j € N(z*), we have that V; f(z*) = A*, where A* is the KKT multiplier appearing

in (12) (). 0

The following two propositions show how our active-set estimate can be used to
characterize stationary points.

Proposition 13. Given a feasible point & of problem (4.1)), assume that
{ie A(z): z; > 0} =0. (4.16)
Then, & is a stationary point of problem (4.1) if only if

min {Vif(@)} = jrenjggé){vjf(f)}- (4.17)
T5>
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Proof. First, we observe that, under the hypothesis (4.16]), we have that
{jGN(i’)Zi’j>0}:{j€{1,...,n}:i‘j>0}. (4.18)

Let us assume that (4.17) holds. Then,

V@) =& jeN(@) >0 (4.19)
Recalling (4.11)-(4.12), and using (4.18)) and (4.19), for every index ¢ € A(z) we

can write
0=7 < e(Vif(3) = VI(@)7) = ¢(Vif (2) = Y V,/(7) 7;)
;>0
=¢(Vif(2) — €eTa) = ¢(Vif () = £).
Thus, we have
Vif(Z) > €, Vie A).
It follows that holds.

Now, let us assume that z is a stationary point, that is,

iznf,i..r.‘,n{vif (i’)} = jgﬁ?jn{vg‘f (:f)}- (4.20)
7;>0

It is easy to see that the following relations hold:

_min {Vif(:i)} < min {ij(i)} < max {ij(fc)} < .ing;;n{vjf(@)}.

i=1,...,n JEN(Z) JEN(Z) Jj=1,..,
;>0 ;>0
From (4.20)), it follows that (4.17]) holds. O
Proposition 14. Given a feasible point T of problem (4.1)), assume that
in <V;f(x); = Vif(zx)+¢. 4.21
Juin {Vif(@)} = max {V;f(2)} (4.21)
53]'>0

Then, T is a stationary point of problem if only if
{ie A(z): z; > 0} = 0. (4.22)
Proof. First, from we observe that
Vif(z)=¢& jeNx),z;>0. (4.23)

Now, let us assume that (4.22]) holds. Recalling (4.11))—(4.12)), and using (4.23]), for

every index i € A(Z) we can write

0= < e(Vif () = V(@) 7) = e(Vif (2) = Y Vi /(@) ;)

;>0

= ¢(Vif(7) — €eTa) = ¢(Vif () - €).
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Thus, we have

Vif(z) > € Viec A(z).
It follows that (4.13]) holds.
Now, let us assume that Z is a stationary point. From Corollary [T} we have that
Vif(@) =¢& jeN@).

By contradiction, we assume that there exists ¢ € A(z) such that z; > 0. It follows
that

0 < 3 < e(Vif (1) = V(@)T2) = e(Vif (3) = 3 V£ (2) ;)
273.7'>0
= €(sz({f') — f_eTx) = e(vzf(.f) — §_)
and then

thus contradicting (4.13)). O

4.2.2 Descent property of the active-set

In this subsection, we show how, given a feasible point x, we can obtain a sufficient
decrease in the objective function by setting the estimated active variables to zero.
Here, differently from the box-constrained case, we have a linear constraint,
imposing that all variables sum up to 1. Therefore, in order to maintain feasibility,
at least one non-active variable must be updated as well.
In particular, let us define the following index set:

J(z) = {j: jE A_rgmin{vif(zv)}}. (4.24)

i=1,...,n

As to be shown, after setting the estimated active variables to zero, we can guarantee
that the objective function decreases and that the new point is still feasible by
suitably updating only one variable x;, with j chosen in N(z) N J(x).

First, we need to prove that N(z)NJ(z) is non-empty for every feasible point x.
This is stated in the following proposition.

Proposition 15. For every feasible point x of problem , we have
N(z)nJ(z) #0.
Proof. We distinguish two different cases.
(1) |J(x)| = n. For every j € J(x), we have
V@) e =V f(x) s =V, f(2), (4.25)

Exploiting the feasibility of 2, we can choose an index v € J(z) such that x, > 0
and, recalling definition of multipliers (4.9) and equation (4.25]), we can write

1(7) = Vo f (@) = A@) = Vo f (@) — V(@) 2 = V, f(2) = Vo f(2) = 0 <,

Since x, > 0 and pu,(x) = 0, we have that z, > eu,(x) and then v € N(x).
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(2) |J(z)| < n. We consider two subcases.

o We first assume that for every h such that Vj,f(z) > V,;f(z), j € J(x),
we have z;, = 0. It follows that

Z €T = 1
jed(z)

and, reasoning as in the previous case, we get that (4.25) holds for all
j € J(x). Using the fact that z is a feasible solution for problem (4.1]), we
can choose an index v € J(z) such that x, > 0 and, recalling definition of

multipliers (4.9) and equation (4.25)), we can write
() = Vo f () A() = Vo f (@)~ f(@)T = ¥, f () Vo f(2) = 0 < 2.

Since x, > 0 and pu(x) = 0, we have that z, > e, (z) and then v € N(z).

» Now we consider the case when there exists h such that Vj, f(z) > V, f(z),
j € J(x), and zj, > 0. It follows that

Vi) 'e>V,fx)els=V;f(z).
Choosing v = j, for any j € J(x), and reasoning as before, we can write
(@) = Vo f(2)=Az) = Vi [(2) =V f(2) 2 < V, f(2) =V, f(z) = 0 < .
Since z,, > 0 and p, (z) < 0, we have that x, > eu, () and then v € N(z).
O

Remark 2. Proposition implies that for every feasible point x, the set N(x) is
non-empty.

Before stating the main result of this section, we need an assumption on the
parameter € appearing in the definition of the active-set.

Assumption 2. Assume that the parameter € appearing in the estimates (4.11])—
(4.12) satisfies the following conditions:

1

where L is the Lipschitz constant of V f(x) over the unit simplex.

Now, we are ready to state the main theoretical result of this section.

Proposition 16. Let Assumption@ hold. Given a feasible point x of problem (4.1)),
let j € Nxz)nJ(x) and I ={1,...,n}\{j}. Let A(x) be a set of indices such that

~

A(z) C A(x).
Let & be the feasible point defined as follows:
0, ie Az),
N i, iel\ Az),

€Ty —
zit Y wp, i=j.
heA(z)
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Then,
f(@) = f@) < —L||F —|*

where L is the Lipschitz constant of V f(x) over the unit simplex.
Proof. We first define the following set
Using the mean value theorem, we can write:

f(@) = f2) + V() (@ - ),

where w =2 4+ &(z —z), £ € (0,1).
From the Lipschitz continuity of the gradient, we have that

F(@) = f2) + V(@)@ —2) + [Vfw) - V@) (@)
< f(@)+ V@) (& —2)+ ||Vf(w) = V@)]]z -z
< f(2)+ Vf(@)' (@ —=2)+ L]z — |

and, by adding and removing L||Z — z||?, we get
f(®) < f(2) + Vf(@)" (& - 2) +2L|12 - z||* - L||& — 2||*. (4.27)

In order to prove the proposition, we need to show that

Vi) (& —2z)+2L)|z —z|? <0. (4.28)
From the definition of the components Z;, i = 1,...,n, we can write
—Zi, 1€ A,
Fi— ;=40 i€I\A4,
> Tp,  i=],
heA
so that
2
& -l = 3 () + (zx) < (@) + A1 Y ()2 = (Al + )aTie (4.29)
icA icA icA icA
and
V@) (i) = =V i f (@) 2+ V;f(2) Y @ = 2’y (Vf (@)e~V 4F (@) (4:30)
icA

From the definition of the index j, we have that V;f(z) > V;f(x) for all i €
{1,...,n}. Then, we can write

n

S Vif(@)ai =D Vif(@)zi = V,f(x) )z =V;f(x). (4.31)
=1 1=1

=1
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Recalling the active-set estimation, we have that

2 < ¢(Vif(x) ZVf Joi) < e(Vif(2) = Vif(z), ¥ied — (432)

where the last inequality follows from (4.31)). Using (4.29) and (4.32), we can write
2= xl* < el 4]+ 1) 2] (V i/ () = VS (2)e ). (4.33)
From (4.30) and (4.33), we get
V(@)@ - )+ 2L)& — all < 2§ [V f(@)ey — V 1 f(2)]+
+2L(|A] + Vet (V1 () = V;f(x)e;)
= [2L(1A] + 1) — 1] 2 ( Af() Vif(z)e ;)
< (2Lne — 1) 2% (V4 f(2) )es),

where the last inequality follows from the non-negativity of xg (V af(@)=V;f(x)e A)

(implied by (4.33])) and from and the fact that |A] < n — 1 (implied by Proposi-
tion . Then, inequality (4.28)) follows from the assumption we made on e. ]

4.3 Algorithmic framework

In this section, we describe an algorithmic framework to minimize a function over
the unit simplex, called Active-Set framework for optimization over the Simplex
(AS-SIMPLEX).

The proposed approach exploits the active-set strategy described in the previous
section and it is based on performing two minimization steps at each iteration: one
for updating the estimated active variables and one for updating the estimated
non-active variables.

In particular, let ¥ be the point produced at a generic iteration k and assume
that we have computed the active and non-active set estimates A(z*), N(z*). Then,

« first, we get a reduction in the objective function by generating the feasible
point ZF, obtained by setting T g(zky tO zero and updating the variable CL'j,

j € J(z¥), as indicated in Proposition |16} being J(z*) the index set defined

as in ;

o afterwards, we compute the next iterate x by moving the estimated non-
active variables along a suitable search direction.

k+1

The formal scheme of the proposed algorithmic framework is reported in Algo-
rithm [I0l

Remark 3. In Algorithm we allow for directions d* such that V f(i*)TdF = 0.
This is due to the fact that only the estimated non-active variables are updated by
moving &F along d* (since dzk = 0). But, at a generic iteration k, it can happen
that all the estimated non-active variables satisfy stationarity conditions over N,
and then, d* = 0.
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Algorithm 10 Active-Set algorithmic framework for minimization over
the Simplex (AS-SIMPLEX)

1 Choose a feasible point z°
2 For k=0,1,...

3

If 2* is a stationary point, then STOP

Active-Set Estimation:

4 Compute A* := A(2*) and N* := N(aF)
Minimization procedure over A*:
5 Compute J* := J(zF), choose j € N¥ N J* and define N* = N*\ {j}
6 Setﬁikzo,:f’;vk:xljvk and :ﬁf:x;“%z:xz
he Ak
Minimization procedure over N*:
8 Compute a feasible direction dlka in ¥ and a maximum stepsize of
9 If Vf(#*)Td* < 0 then
10 Compute a stepsize a¥ € (0,a% ] by means of the Armijo line
search (Algorithm
11 Else
12 Set of =0
13 End if
14 Set zF*t! = zk 4 oF gk
15 End for

Algorithm 11 Armijo line search within Algorithm

= w N = O

Choose d € (0,1), v € (0, %)
Choose initial stepsize « € (0, ok

max]

While f(z* + ad®) > f(2%) + vy a Vf(@F)Td*

Set o = dov

End while

Now, we describe some possible choices of the search directions d* to be used
in Algorithm In particular, we consider different Frank-Wolfe (FW) type direc-
tions. For the sake of completeness, in the next subsection we preliminarily recall
the classical Frank-Wolfe method and some of its variants.

4.3.1 The Frank-Wolfe method and its variants

The Frank- Wolfe method [30] (also known as conditional gradient method) is a pop-
ular algorithm to solve constrained problems of the following form:

min f(x)

4.34
reD, ( )
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where f: R™ — R is a continuously differentiable function and D is a compact
convex set.

At each iteration, the Frank-Wolfe method computes a feasible search direction
by minimizing a linear approximation of the objective function. Then, a stepsize is
obtained by the Armijo line search. The method is reported in Algorithm [12]

Algorithm 12 Frank-Wolfe method to solve problem (|4.34))

0 Choose 2 € D

1 For k=0,1,...
2 If 2* is a stationary point, then STOP
3 Compute y* € Argmin{V f(z*)T (z — 2*)} and set d¥ = % — 2*
zeD
4 Set ok =1 and compute o by the Armijo line search (Algorithm
5 Set zF+l = 2k 4 akdk
6 Set k=Fk+1
7 End for

Algorithm 13 Armijo line search within the Frank-Wolfe method

[an}

Given v € (0,1), 6 € (0,1), a® . >0

1 Seta=ak,,

2 While f(z* 4+ adr) > f(a*) + yaV f(z*)Tdk
3 Set a = da

4 End while

5 Set of =«

It can be proved that, if ¥ is non-stationary, then a descent direction d* is pro-
duced at every iteration k. Moreover, the convexity of D implies that z* + ad* € D
for all o € [0, 1].

A key point in the Frank-Wolfe method is the computation of the search direction
d*, because it requires to minimize the linear function V f(z*)T(z — z¥) over the
feasible set D. If D is a polyhedron, this means solving a linear problem at every
iteration, which can be made efficiently. Moreover, since z* is fixed, we can simply
write y* € Argmin{V f(z*)Tz}.

The Franie—{jNolfe method converges to points satisfying first-order optimality
conditions.

For what concerns the convergence rate, assuming that D is a polytope, that
the objective function is strongly convex on D and that V f(z) is Lipschitz con-
tinuous on D, we have that the sequence {f(z*)} converges to the optimal value
f(x*) linearly if the optimal solution z* lies in the relative interior of the feasible
set [41]. Otherwise, the convergence rate is sublinear, due to the zigzagging effect.
To guarantee a linear convergence rate also when the solution lies on the boundary
of the feasible set, some variants of the Frank-Wolfe algorithm were proposed in the
literature (described below) [48)].

Now, let us analyze the properties of the Frank-Wolfe method when applied to
solve problem . Computing the vector y* at Step 3 is extremely simple, as
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Algorithm 14 Frank-Wolfe method to solve problem (/4.1

0 Choose a feasible point 2"

1 Fork=0,1,...
2 If 2* is a stationary point, then STOP
3 Compute 7 € Argmin{V;, f(z*)} and set d* = ¢; — z*
=1,...,n
4 Set aﬁlax = 1 and compute o by the Armijo line search (Algorithm
5 Set 2kt = 2k + oFd¥
6 Set k=Fk+1
7 End for

the feasible set is a polytope and, from known results on linear programming, there

exists a vertex of the feasible set that minimizes the function V f(z*)7x.

Moreover, the set of vertices of the unit simplex is {ei,...,e,} and, for every
r=-ep, h=1,...,n, we have that V f(2*)T2 = V,f(2*). Consequently, we can set
y¥ = e;, where 7 € Argmin{V,,f(z")}.

h=1,....n

For what concerns the choice of the step length o, we can perform the Armijo
line search by using, as the largest acceptable stepsize, the value afmax = 1, since
z* 4 ad” is feasible for every o € [0, 1].

For the sake of completeness, we report in Algorithm [I4]the Frank-Wolfe method
to solve problem .

As mentioned above, some variants of the Frank-Wolfe method were studied
in the literature. Here, two versions are considered: the Away-Step Frank-Wolfe
method (AFW) [75], [41] and the Pairwise Frank-Wolfe method (PFW)[58]. In par-
ticular, we only focus on minimization problems over the unit simplex, but the
considerations that will be presented below can be easily extended to minimization
problems over a polytope.

The distinguishing feature of the AFW method is to compute, at every itera-
tion k, two potential search directions: the first one is the Frank-Wolfe direction
described above, which will be referred to as d*VV; and the second one is the so called
Away-Step direction d*. The search direction AWV employed by the algorithm is

the one, between d™WV and d*, that minimizes V f(2*)7d.

In particular, d* is computed as d* = zF — e;, where e; is the vertex that

maximizes V f(z*)T e, = V), f(2*) with respect to the vertices ej, such that zf > 0.
In other words, j € Argmax{V, f(z")}.
h:xﬁ>0
It easy to verify that, if the search direction selected by the algorithm is d* (i.e.,
if Vf(zF)Tdd < Vf(2®)Td"W), then the largest acceptable stepsize that produces
k

%
a feasible point is equal to —2—, where ] € Argmax{V}, f (z*)}.
1 — a3 h: zk>0
We report in Algorithm [15] the Away-Step Frank-Wolfe algorithm to solve prob-
lem ().

Now, we briefly examine the PFW method. At every iteration k, the method
employs the Pairwise Frank- Wolfe direction d*¥W | computed as d*¥W = dFWd4 =



70 4. An active-set method for minimization over the simplex and the /;-ball

Algorithm 15 Away-Step Frank-Wolfe method to solve problem (4.1))

0 Choose a feasible point z°

1 Fork=0,1,...
2 If 2¥ is a stationary point, then STOP
3 Compute 7 € Argmin{V, f(z*)} and set d*WV = ¢; — z*
=1,...,n
4 Compute j € Argmax{V},f(z*)} and set d* = 2F — ¢;
h:x§>0
5 If Vf(2")Td"™W < Vf(2*)Td* then
6 Set d¥ = d*WV and of , =1
7 Else
xk
8 Set d* = d* and of , = — =
1-— x5
9 End if

10 Compute o by the Armijo line search (Algorithm
11 Set zF+! = 2k 4 oFd¥

12 Set k=k—+1

13 End for

e; — e;, where i € Argmin{V}, f(z*)} and j € Argmax{V},f(z")}. Using this search
h=1,...,n h:xﬁ>0
direction, it is easy to verify that the largest step length that guarantees feasibility
k

is equal to 3.

We report in Algorithm the Pairwise Frank-Wolfe method to solve prob-

lem .

We notice that only two variables are updated by the PFW method at each
iteration. It is also worth mentioning that such a framework is employed in some
popular algorithmic schemes for training support vector machines [50), [65].

Finally, an in-depth analysis on the convergence rate of Frank-Wolfe variants
for minimization problems over a polytope can be found in [48].

4.3.2 Combining FW variants with the active-set strategy

According to Step 7-8 of Algorithm at every iteration k we have to compute a
search direction d* such that

k. =0,

Vi(EMTdE =V f(#5) T dk, <o,

Recalling Remark [3], the above conditions in practice imply that only the esti-
mated non-active variables are moved along dé“vk, provided that #* does not satisfy
stationarity conditions over N*.

In this subsection, we focus on the case where d’ka is either the Frank-Wolfe
direction, or one of its variants. Then, at the iteration k, two feasible directions
dxr can be computed (in the subspace N¥):
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Algorithm 16 Pairwise Frank-Wolfe method to solve problem ({4.1))

0 Choose a feasible point 2"

1 For k=0,1,...
2 If 2* is a stationary point, then STOP
3 Compute 7 € Argmin{V,, f(z*)}
=1,...,n
4 Compute j € Argmax{V},f(z")}
h: xﬁ>0
5 Set d* = ¢; — e; and of | = xf
6 Compute o by the Armijo line search (Algorithm
7 Set k! = zF 4 ok dF
8 Set k=Fk+1
9 End for
e the Frank-Wolfe direction
W = e — fﬁvk, i € Argmin{V, f(i")}; (4.35)
iENF
e the Away-Step direction
dai =%, —ej5, j€ Argm]?x{vjf(i*k)}, (4.36)
JEN;

where N = {j € N*: 2 > 0}.

So, we can compute the final search direction d* according to one of the following
three rules:

o (FW) rule: d?\/k is chosen as the Frank-Wolfe direction, that is,

¥, =0,

i = diY.
In this case, we simply write

d* =d"™v.

o (AFW) rule: df“‘vk is chosen as the Away-Step Frank-Wolfe direction, that is,
k. =0,

di = dyiY = {dif\;ﬂv’ if Vi f(Z0) AR < Vo f(3F) T diy

Nk»
dA

ks otherwise.

In this case, we simply write

dk — dAFW.



72 4. An active-set method for minimization over the simplex and the ¢;-ball

« (PFW) rule: d* Wk 18 chosen as the Pairwise Frank-Wolfe direction, that is,

dk _ dPFW dF 4 de = €; — €5,

where 7 and ] are defined as in (4.35)) and (4.36), respectively. In this case, we
simply write

dk _ dPFW )

The following lemma claims that all the above three search directions are non-ascent
directions.

Lemma 5. Let ¥ be a feasible point generated by AS-SIMPLEX (Step 6) at itera-
tion k. Let d* be a search direction computed according to one among (FW), (AFW)
and (PFW) rule. Then,

Vi@EHTdE <o.

Proof. First, we consider d* = d"WV. We can write
ViEHTdk = v @M TE + Vvif(@"),

where 7 is defined as in ([#.35)). Since 4. = 0, we also have that Vf(z¥)TzF =
Shent Vif(#%) #F. Consequently, we obtain

Vi@EMTd" < —vif(@%) Y an+ Vif(Ek) =0,

heENFk

where the first inequality follows from the definition of 7 and the feasibility of &*
and the last equality follows from the fact that Z 4 = 0.

Now, we consider d¥ = dA*W_ As we have already shown that the assertion holds
when dk e = de , we only have to prove that Vf(#*)Td* < 0 when d?\/k = d?,k
this case, we can write

Vi@EhTdb = vfEh)T it — vt

where j is defined as in (4.36]). Reasoning as before, since Z 4. = 0, we have that
VF(E) Tk =3, cnr Vi f(2%) 2%, Consequently, we obtain

VHETdE < V() Y ah - VifEh) =,

heNk

where the first inequality follows from the definition of j and the feasibility of &*
and the last equality follows from the fact that Z 4 = 0.

Finally, it is easy to see that the assertion is true when d* = d"W as well, since
dPFW — dFW + dAFW. ]

In the next lemma, we show that at every point ¥ produced by AS-SIMPLEX,
the directional derivative along d"¥W is not larger than the directional derivative
along d*F*W. This fact will play a crucial role for proving the convergence of the
algorithm for all the considered variants of the Frank-Wolfe direction.
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Lemma 6. Let #* be a feasible point generated by AS-SIMPLEX at iteration k. Then,
Vf(jk)TdPFW < Vf(i'k)TdAFW

Proof. In the following, we indicate with 7 and j the indices defined as in (4.35])—
([4.36)), respectively. Exploiting the feasibility of #¥, and the fact that Z 4. = 0, we
can write

Vf(.i'k)TdFW _ Vif(ii'k) o Vf(i‘k)Ti'k _ Vif(.f'k) o Z vhf(i,k) i‘h

heNk

>V, f (i NS ar= ") — Vi f (@)

heNk

Similarly, we have that
VENTdA = VEENTE - Vi fE) = Y Vaf@) E) - vifEh)

hENFE
> Vif(#*) Y @ #*) = Vif (@) - Vi f(3")
heNk

From the above relations, we get

VENTATY <min{V f(@*)Td"W, v f(@@*)Tdr} = vk TarY.

4.3.3 Computation of the stepsize

Now, we can show the convergence results of the line search procedure for all the
considered variants of the Frank-Wolfe direction, which will enable us to prove the
global convergence of AS-SIMPLEX.

Depending on the direction d* used in the line search procedure, the maximum

stepsize o is set as follows:

(i) Frank-Wolfe direction: of = 1;

max

(ii) Away-Step Frank-Wolfe direction:

o if de = de , then aﬁlax =1;
. 1f dk e = de, then of, = /(1 - xj) where j is the index defined as

(8.36);

(iii) Pairwise direction: o = 5:? , where j is the index defined as in (4.36)).

It is easy to verify that, for every considered search direction d*, this choice
guarantees that &% + adF is feasible for all a € (0,a% . ].

Now, we prove a theorem that follows from classical results on the Armijo line
search. Tt guarantees that ||Z* — 2*|| converges to zero and that the sequence of the
directional derivatives along the search direction converges to zero as well, for all
the considered search directions.
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Theorem 15. Let Assumption hold. Let {z*}, {i*} and {d*} be the sequences
produced by AS-SIMPLEX, where d* is computed at Step 7-8 according to one among
(FW), (AFW) and (PFW) rule. If AS-SIMPLEX does not terminate in a finite
number of iterations, then

lim ||Z% — 2%|| =0, (4.37)
k—o0

lim Vf(&5)Td" = 0. (4.38)
k—o0

Proof. First, we observe that, from standard results on the Armijo line search,
Algorithm computes o in a finite number of steps at every iteration k for which
Vf(@H)Tdk <o.
Now, we prove . From the instructions of the algorithm and Proposition
we can write
P < f@*) < f@h) - LjE* - 2*) (4.39)

From the continuity of the objective function and the compactness of the feasible
set, it follows that
lim [f(z1) — f(z®)] = 0. (4.40)
k—o00

The above relation, combined with (4.39), proves (4.37).
To prove (4.38)), we consider separately the iterations in which Vf(z%)Td* < 0

from those in which V f(#%)Td* = 0. Namely, we identify two iteration index subsets
H,K C{1,2,...}, such that:

o Vf(EMTdF <0, for all k € K;
« H=1{1,2,...}\ K.

By assumption, the algorithm does not terminate in a finite number of iterations,
and then, at least one of the above sets is infinite. Since we are interested in the
asymptotic behavior of the sequence produced by AS-SIMPLEX, we assume without
loss of generality that both H and K are infinite sets.

From the instructions of the algorithm, it is straightforward to verify that

lim Vv f(@")"d" = 0.
kﬁog?llseH f(l‘ )
Therefore, we limit our analysis to consider the subsequence {xk }i. Forallk € K,

since Vf(#F)Td* < 0, the line search procedure computes a value of € (0,1] in a
finite number of iterations, such that

f@*hy < f@h) +yaf vi@Eh b, vk e K,
or equivalently,

F(@) = f(@") = vaF |VFEN)T A, Vke K,

From (4.37)) and (4.40]), we get that the left-hand side of the above inequality con-
verges to zero, hence

lim o |V f(z*)Td*| = 0. (4.41)
k—00
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Now, proceeding by contradiction, we assume that does not hold. From
the compactness of the feasible set, {z*} attains limit points. Let Z be any limit
point of {z¥}x. Using (£37), since {z*}, {#*} and {d*} are bounded, and taking
into account that A* and N* are subsets of a finite set of indices, without loss of
generality we redefine {2*}x the subsequence such that

lim z¥= lim #F =z, (4.42)
k—oo, ke K k—o0, ke K
and
AF = A, NF=N, VkekKk, (4.43)
lim df =d. (4.44)
k—o0, ke K

As we have assumed that (4.38)) does not hold, then the above relations, combined
with the continuity of the gradient, imply that

: N T
k_}(lé{%eKVf(x) d"=Vf(z)'d=—-n<0. (4.45)

We first prove that, if (4.45]) holds, then M > 0 exists such that

of  >M, VkekK. (4.46)
By contradiction, let us assume that an infinite subset of K (that we denote with
K for simplicity) exists such that

. k
k_)ilo{rlieK Apax = 0. (4.47)

We distinguish three different cases, depending on the strategy used for computing
the direction d* at Step 7-8 in Algorithm

k

bax has a

o Case (FW): it is easy to see that we get a contradiction since «
constant value equal to 1.

+ Case (AFW): recalling the definition of d*FW the case we need to analyze is
the one where we get an infinite subsequence of Away-Step directions in N*.
So, we assume that an infinite subset K C K exists such that

We have that of = 1% for all k € K, where j is the index computed
_ gk
J

according to (4.36]). Since the number of indices in N is finite, we can consider
a further subsequence (that we denote with K for simplicity), where the index
j is fixed. Taking into account (4.47)), it is easy to see that

lim &% =0. (4.48)
k—o0, ke K
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Now, from (4.45) - and the continuity of V f (x), it follows that an index
keK ex1sts such that, for all k > &, k € K, we have that

Vi@ d = Vi@ - o) < -3,

M>R‘

<e

M\B

Therefore, we obtain
i5 < eV (e;—3"), Vk>kkeK.

Recalling (£.11)), this implies that 7 € A and, considering the definition of j
in , we get a contradiction.

« Case (PFW): in this case of = 3};“ and the contradiction follows from the

same reasoning done above for (AFW).

So, holds
Now from and ( -, we get

lim  o* =0. (4.49)
k—o0, ke K

Taking into account (.46)), it follows that a value k € K exists such that

af < oF Vk >k k e K.

max’

In other words, for k > k, k € K, the stepsize o* cannot be set equal to the
maximum stepsize and, taking into account the line search procedure, we can write

k k _
f#+ %dk> > f(&) +7% Vf@ETdE, Yk >k ke K. (4.50)

We can apply the mean value theorem and we have that & € (0,1) exists such that

szk+a—kdk = f(z )+—fo+§k dk dk, VE>k ke K. (4.51)
(2 +3

By substituting (4.51f) within (4.50]), we have
af N ~k\T gk
V(@ +§k d d >y V(@) d". (4.52)

From (#.49), ([4.37), and exploiting the fact that {£} and {d*} are bounded, we

also get
k

. ~k 047 . k-
kag{rllcer &k J kagrlllceKm - (4.53)
Finally, from (4.45)), (4.52) and (4.53), we obtain
—n=Vf@)'d2yVf@)d= -,

which is a contradiction, since we set v < 1 in AS-SIMPLEX. O
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4.4 Global convergence analysis

In this section, we prove the global convergence of AS-SIMPLEX to stationary points,
for every considered choice of the direction d¥.

Remark 4. From Proposition[13 and[1]}, it follows that Algorithm|[10is well defined
by employing any direction d* among d¥W, dA*W and dPFW, in the sense that a
new point ¥t is computed if and only if ¥ is non-stationary.

Theorem 16. Let Assumption hold and let {:ck} be the sequence of points produced
by AS-SIMPLEX. Let us assume that the search direction d* is computed according
to one among (FW), (AFW) and (PFW) rule.

Then, either an integer k > 0 exists such that z* is a stationary point for prob-
lem , or the sequence {x*} is infinite and every limit point x* of the sequence
s a stationary point for problem .

Proof. First, we consider the case where d* is computed according to (FW) rule,
that is, d* = d"W. Then, we will prove the remaining two cases.

Let {2*} be the sequence produced by Algorithm [10| and let us assume that a
stationary point is not produced in a finite number of iterations. Since the feasible
set is compact, then the sequence {z*} attains a limit point 2* and, recalling
of Theorem there exists K C N such that

= lim  #F=a" (4.54)
k—oo, ke K k—oo, ke K

Let ®;(x) be the continuous function defined as
®;(x) = max{0, —V f(x)T (e; — x)},

that measures the violation of the optimality conditions for a variable x;, ¢ =
1,...,n.

By contradiction, we assume that x* is not a stationary point, so that an index
v e {l,...,n} exists such that

1B, ()] > 0. (4.55)

Taking into account that the number of possible different choices of A* and N*
is finite, we can find a subset of iteration indices K C K such that A* = A and
NE=Nforallk € K.

First, suppose that v € A. Then, by definition, we can write

0 <z <eVf(a") (e, —a"),
so that
(I)V(xk) = maX{07 _vf(xk)T<el/ - xk)} =0,
for all k € K. Thus, from (4.54) and the continuity of the function ®;(-), we get a
contradiction with (4.55]).

Now, suppose that v € N. We can choose an index v € {1,...,n} and a further
subset of iteration indices K C K such that

®,(7") = max{®;(&")}, VkeKk.
1EN
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Hence,
(%) > @,(i%) >0, VEkekK,

which, by continuity of ®;(-), implies that
Oy(z*) > P, (x*) > 0. (4.56)
From the definition of ®;(z) and 7, for all k € K we can write
B,(3") = max{max{0, ~Vf(7)7 (e ~ )}

= —min{Vf(@")7 (e; — *)} (4.57)
1IEN

Since we are considering the case where d* = d"WV, from (4.54)), (.38 of Theorem
and the continuity of ®;(-), we have that
0= lim Vf(@E"Td* = lim —®,(3") = —®5 (),
k—o00 k—oo
keK keK

which, combined with , implies that ®,(z*) = 0, thus contradicting .
Then, the assertion is proved for d¥ = d¥W.

Now, we consider together the cases where d* = d**W and d* = d"*W. In both
cases, we can apply the same reasoning made before and we obtain again.
Recalling the definition of AW and Lemma [0, we can write

—Vi@EhTdh > —vfEh)TdY = o5(2"),
for both d* = d*FW and d* = d"*W. Consequently,

0= lim Vf(E"Td* < lim —®;(i%) = —®;(z*),
k—o00 k—oo

keK keK
which, combined with (4.56)), implies that ®,(z*) = 0, thus contradicting (4.55).
Then, the assertion is also proved for d* = d*FWV and d* = d°FW, O

4.5 Extension to minimization problems over the /;-ball

In this section, we focus on the following problem:

min h(x)
zER™ (4.58)
zlly <,

with h € CY(R"), Vh(z) Lipschitz continuous on the feasible set and 7 > 0.

First, let us briefly analyze some theoretical properties concerning the equiva-
lence between a minimization problem over a polytope and a minimization problem
over the unit simplex. As mentioned in Section we can rewrite as a minimization
problem over the unit simplex every problem of the form

min h(x) (450)
reD, '
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where h: R — R and D is the convex hull of m vectors. Namely,
D = conv{vy,...,um},

with v; € R", i = 1,...,m. Introducing the variable vector « € R™, we obtain the
following equivalent problem:

min f(a) =h(Va)

dai=1 (4.60)
=1

>0, i=1,....m,

where V = [vl vm} € R™ "™, So, given a feasible point « of problem (4.60)),

we have that x = V is a feasible point of problem (4.59). If h(x) is continuously
differentiable, we get the gradient of f(«) as

Vf(a)=VIVh(Va).
Moreover, the next proposition shows a correspondence between the stationary
points of (4.59) and those of (4.60)).
Proposition 17. Let us consider problems (4.59)) and (4.60). A point o* is sta-
tionary for (4.60) if and only if the point the x* = Vo™ satisfies
Vh(z*) ' (x —2*) >0, VzeD.

Proof. Let us denote the unitary simplex by A. Fist, we prove that o* satisfies
KKT conditions for (4.60) if and only if

Vi) (a—a*) >0, VacA. (4.61)

Assuming that holds, let 7 be an index such that o > 0 and let j be
any index in {1,...,m}, with j # 4. Then, we can consider the point a such
that ; = 0, o = of + of and oy, = o, h € {1,...,m} \ {i,j}. It follows
that Vf(a*)T(a—a*) = [-V,;f(a*) + V, f(a*)]a; > 0, implying that V;f(a*) >
Vif(a*). Consequently, recalling Proposition we have that o* satisfies KKT
conditions.

Now, assume that o* satisfies KKT conditions (4.2)-(4.4) (with z* replaced by a*),
with multipliers p* € R™ and A\* € R. Exploiting Corollary [1} we have that

Vif(a®) =X, Vj:aj >0, (4.62)
Vif(a™) > X, Vi:a; =0. (4.63)

Moreover, using (4.7)) (with z* replaced by «*), we also have that
Vi) Ta* = 2", (4.64)
From (4.62)), (4.63) and (4.64)), for every oo € A we can write

Vi) (a—a*) = ivif(a*)ai — Vi) Ta* >\ iai —A*=0
i=1 1=1
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and then (4.61]) holds.

Finally, since x* = Va*, we can write
Vi) (a—a*)>0, YaeA <&
VIVA(Va*)] (a—a*) >0, VaecAe
Vh(Va)T [V(a—a*)] >0, VacAs
Vh(z*) ' (z —2*) >0, VYzeD.
O

Now, let us consider problem . Every feasible point can be expressed as a
convex combination of the vertices {£7ej,...,+7e,} and, consequently, we could
rewrite as a minimization problem over the unit simplex and then apply
AS-SIMPLEX to solve it. Unfortunately, the number of variables would become 2n.

So, in this section we describe how we can adapt our algorithm to solve (4.58]) in
the original space R™, avoiding to double the number of variables. As to be shown,
this can be achieved thanks to the properties of the active-set estimate, which enable
us to link the variables that are estimated active for the transformed problem with
those that are estimated active for the original problem (i.e., those variables
x; that are estimated to be zero at the stationary point).

We start by introducing the slack variable z € R, in order to reformulate

as follows:
min h ( lx] )
zeR™, zeR z

|zl +2z=7
z >0,

(4.65)

where h: R"! — R is defined such that h(lﬂ) = h(x), for every [ﬁ] € R*L

Exploiting the fact that every feasible point of (4.65) can be expressed as a
convex combination of the vertices, we can write the following equivalent problem:

o - f(a) = h(Ma)
ela=1 (4.66)
a >0,

by performing the following variable transformation:

-

M=r L | e ROHDxEn4D), (4.67)

where
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Equivalently,

=7 —apti), 1=1,...,n, (4.68)
Z=T0O2n+1- ’

Now, we associate to every feasible point of (4.65) a particular point o € R?*+1
that satisfies system (4.68)):

1
a; = —max{0,z;}, i=1,...,n,
T
1
apti = —max{0, —z;}, i=1,...,n, (4.69)
T
1

Qon+1 = — 2.
-

As mentioned above, we want to show that for every feasible point x of prob-
lem , there exists a correspondence between the estimated active variables x;
(i.e., those variables that are estimated to be zero at the stationary point) and the
variables a; (obtained by ) that are estimated active for problem .

In particular, for every feasible point x of problem , we can build the
following index sets:

o Ay (z), which contains the indices of the estimated active variables;
e Ny, (x), which contains the indices of the estimated non-active variables.
Using , and recalling that «; are nonnegative, it follows that

;i =0& a; = anyy =0.

Then, we estimate x; active for (4.58) if both a; and ay,; are estimated active
for (4.66). Consequently, we define Ay, () and Ny, (x) as follows:

Ap () ={ie{l,...,n}: i€ A(a) and (i+n) € A(a)}, (4.70)

Ny (z)={ie{l,....,n}:i€ N(a) or (i+n)e N(a)}. (4.71)

Now, we describe how to build the above index sets without explicitly dealing

with problem (4.66|). Let = be a feasible point of (4.58]). We can easily set z =
T — ||z||; and then compute a by (4.69). Moreover, we can write

[ Vih(z) T

Vh(.%')] _ vnh(x)

Vf(a) = MTVh(z) = MT l 0 —~V1h(x) (4.72)
—Vn.h(:v)
L 0 ]
and then
Vi) a=|Vh@)T 0] Ma=Vh(z)"s. (4.73)

For each index i = 1,...,n, we can distinguish two cases:
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(i) x; > 0. From (4.69), we have

1
{ a; = —x; > 0,
T

Optq = 0.

Recalling (4.11)—(4.12)), and using (4.69), (4.72) and (4.73)), we can write

1
i€ Ala) & 0< —T =0 < eVi(a) (e; — )

= e(Vif(a) = V(@) a)
= e(rV;h(z) — Vh(z)Tx)
= eVh(z)T (re; — )

and
1
n+ie€ Ala) & — <0=an <eVi(a) (enyi — )

= e(Vnyif (@) = V() a)
= e(—7V;h(z) — Vh(z)Tx)
= —eVh(z)T (1e; + ).

(ii) x; < 0. From (4.69), we have

o = O,
1
Qnti = —;1137; > 0.

Similarly to the previous case, we can write

i€ Ala) & %a:z <0=o0; <eVf(a) (e — )
— (Vif(0) - Vf(a)T)
= e(7V;h(z) — Vh(z)Tz)
= eVh(z)T (re; — )

and
1
(n+1) € Ala) &0 < — T = O < eVi(a) (enyi — a)

= e(Vnyif(a) = Vf(a) )
= ¢(—7V;h(z) — Vh(z)Tz)
= —eVh(x) (re; + ).

From (4.74), (4.75), ([&.76), (4.77)), and recalling (4.70)—(4.71]), we obtain

A (z) = {i: erVh(z)T (1e; + x) < z; < erVh(x)T (1e; — x)},
Ny, (z) ={1,...,n} \ Ay (z).

(4.74)

(4.75)

(4.76)

(4.77)
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Now, we show how the algorithmic framework described in the previous sec-
tion can be easily adapted to problem (4.58)), using the active and non-active esti-
mates (4.78)—(4.79). We first need to define the following index set:

Jn(@)={je{1,....,n}: jEArgmaX{]Vh )} (4.80)

We can show that for every non-stationary point x of problem , the set
Jy, () N Ny, (x) is non-empty and we are able to get a sufficient reduction in the
objective function by setting to zero the variables belonging to Ay, () and updating
a variable z;, with j € Jy, (x) N Ny, (x).

Proposition 18. Let x be a feasible point of problem (4.58|) and assume that x is
non-stationary. Then,

No, (z) O Iy, (z) # 0.

Proof. Let a be the point given by (4.69). Considering problem (4.66]), we can
compute the active and non-active set estimates A(a), N(«).

From (4.72), and exploiting the hypothesis that x is non-stationary, it follows
that
min {V fla)} <0.

i=1,....2n

In particular, this implies that

(2n+1) ¢ Argmin {V,f(a)}.
i=1,...,2n+1

Hence, exploiting Proposition there exists v € {1,...,2n} such that

v € Argmin{V; f(a)}, (4.81)
1=1,...,.2n
v e N(a). (4.82)
Recalling (4.72)), we can rewrite (4.81]) as
Vof(a) < ,_Hlnn {rVih(z),..., 7V h(z), =TV 1ih(x),...,—TV,h(z)},  (4.83)
that is,
—|Vuf(a)| < =7|Vih(z)|, VYi=1,...,n. (4.84)
Now, we can define the index j € {1,...,n} as

if 1.
j:{”’ ifvedl,....,np, (4.85)

v—mn, ifve{n+1,...,2n}
Using (4.72)) again, we have
IVuf(e)| =|V;f(a)] = 7|V;h(z)|.
The previous relation, combined with (4.84)), implies that

JjE Argmax{\v h(z)|}.

yeees Tl
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Using (4.82)) and (4.85)), it follows that either j € N(«), or (j +n) € N(«). Recall-
ing (4.71)), it follows that

j €N, 0 (3:)
and then the assertion is proved. O

Now, we need an assumption on the parameter € used in the active and non-
active set estimates.

Assumption 3. Assume that the parameter € appearing in the estimates (4.78])—
(4.79) satisfies the following conditions:

1

0<e< —————
= 4rLn+ 1)

(4.86)

where L is the Lipschitz constant of Vh(x) over the feasible set of (4.66)).

We are ready to show how a sufficient decrease in the objective function of (4.58))
can be obtained by setting the estimated active variables to zero and properly
updating one estimated non-active variable.

Proposition 19. Let Assumption@ hold. Given a feasible point x of problem (4.58)),
assume that x is non-stationary. Let j € Ny, (x) N Jg (z), I ={1,...,n}\ {j} and
let Ay, () be a set of indices such that

Ap (z) C Ay, (2).

Let T be the feasible point defined as follows:

0, i€ Ay (z),
=% Pe I\ Au (@), (4.87)
zi =z —sgn(Vjh(z;)) D laal, i=1j,
heA,, (x)

Then,
h(E) — h(z) < —27%L||E — z||*.

where L is the Lipschitz constant of Vh(z) over the feasible set of (4.58).

Proof. First, we show that V f(«) is Lipschitz continuous over the unit simplex with
constant 272L, where L is the Lipschitz constant of Vh(zx) over the feasible region
of . To prove it, let @ and & be two feasible points of , and let z and
Z be the points obtained by applying with @ = @ and a = &, respectively.
Taking into account , we have that

2

IVf(@) = Vi@ =7 = 27%||VA(z) — Vh(2)|”

Vh(z) — Vh(2)
Vh(#) — Vh(z)

and then, exploiting the Lipschitz continuity of Vh(z), we obtain

IVf(@) - V@)l < v2rLlz - 2. (4.88)



4.5 Extension to minimization problems over the /;-ball 85

Using (4.68)), we get
|2 — 2| < [[Ma— Mél|| < [|M]|]ec — &f], (4.89)

where the first inequality is due to the presence of the slack variable z in (4.68]).
Exploiting known properties of real matrices, we can write

n+1 2n+1
M|, < M; M; 5 =2
Ml < <1<§232§+1{;‘ m‘}) <1<r?<ag(+l{ ; | m‘}) fT,

where M; ; is the entry of M in position (¢, j). Consequently, we have that

|z — 2| < V2r|a—al. (4.90)

From (4.88)) and (4.90), we get

IVf(@) = Vf(@)| <2r’Lia-al,

that is, 272L is the Lipschitz constant of V f(a) over the unit simplex.
Now, we show that the assertion is true. Let a be the point given by and
let us consider the sets A(a), N(c) and J(c). From (4.70), there exists Aa) C A(a)
such that
i€ Ay (x)sii+neA).

We distinguish three cases:

(i) Vjh(z) =0. From (4.72)) and the definition of J;, (x), it follows that Vh(x) = 0,
thus contradicting the hypothesis that x is non-stationary. So, we can exclude
this case from our analysis.

(ii) Vjh(x) < 0. We first observe that, from (4.72)), j # 2n + 1. Moreover,
using (4.72)) and the definition of Jy, (x), we can write

TV ih(z) < 7min{V;h(z), -V;h(z)} < —7V;h(z), Vi=1,...,n.

Exploiting again (4.72]), and recalling the definition of J(«), the above relation
implies that

j € J(a).
So, we can compute the vector & as
0, i€ Ala),
G, — ie{l,...,Qn—i—l}\{j}\A(a),
oy + Z o, =]
icA(a)

Then, by applying (4.68]), we obtain & defined as in (4.87)). In particular, let

us observe that Z; > x; because &; > a; and &j1p = jinp.

Now, taking into account that V f(«) is Lipschitz continuous over the unit
simple with constant 272L, the assumption we made on € and the fact that
problem has 2n + 1 variables, then the assertion follows from Proposi-
tion
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(iii)

Vjh(xz) > 0. We can repeat the same reasons made for the previous case, with
the difference that now we obtain

j+neJ(a).

So, we can compute the vector & as

0, ie Ala),
G — ie{l,....2n+ 13\ {4} \ A(),
o; + Z o, t=j+n.
i€A(a)

Applying (4.68]), we obtain # defined as in (4.87)). In particular, we have that
z; < xj, since & = o and Q1 > Ajgy.

O]

From the previous results, we can define an algorithmic framework to solve

problem (4.58), reported in Algorithm

Algorithm 17 Active-Set algorithmic framework for minimization over
the ¢;-Ball (AS-{,-BALL)

1
2
3

10

11
12
13
14
15

Choose a feasible point z°
For k=0,1,...
If 2% is a stationary point, then STOP

Active-Set Estimation:

Compute AI’C1 = Ay (l‘k) and Nekl = Ny, (xk)

Minimization step over AZ:

Compute JZ = Jy, (z¥), choose j € Nk N Jé"’ and define Nf = Nfl \ {7}
Set #%, =0, £k~ —x%k,wé?—x —sgnV ih(z Z EA
heA’“1

Minimization step over NZ’“1 :
Set d* Af =0

k

Compute a feasible direction d* Ve in #* and a maximum stepsize o

51
If Vh(z*)Td* < 0 then
Compute a stepsize ok e (0
search (Algorithm [11])
Else
Set af =0
End if
Set zFtl = #F 4 ok gk
End for

ok ..] by means of the Armijo line
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Also in this case, for every point Z* generated at Step 6 of Algorithm the
search direction d* is computed in order to update only the estimated non-active
variables, that is,

dk, = 0.
21
k
N
one of its variants. In particular, exploiting the relations between problem (|4.58|)
and , we can easily compute, in the subspace Ngkl , every variant of the Frank-
Wolfe direction that has been considered in Subsection [4£.3.2]
For the sake of completeness, we describe how to compute such directions. At
every iteration k, two feasible search directions d NE can be computed (in the sub-

To compute d we can employ either the standard Frank-Wolfe direction, or

space N*¥):
o the Frank-Wolfe direction

diY = —7sgn(Vih(3%)) e — 2%, , i = Argmax{|V;h(z")[};
@ @ iEN}
‘1

e the Away-Step direction

dye = @y —Tsgn(Vih(E*)) ej,  j= Argmax {|V;h(E")]}.
o “ JEN : T5>0

The final search direction d* can thus be computed according to one of the following
three rules:

« (FW) rule: d%, is chosen as the Frank-Wolfe direction, that is,

k
dAk — 0,
51
dk‘ — JFW
Nfl Nfl
In this case, we simply write
dk — dFW

o (AFW) rule: dﬁ‘“‘vk is chosen as the Away-Step Frank-Wolfe direction, that is,

dgk - 0,
51
dEWV iV ok h(ENTEWY < V ok h(E9)TdA
dk = dAI;W = NZ’ Nel ( ) Né@l o Nzl ( ) NZ’
N, Ny, as otherwise.

Nk 9
4

In this case, we simply write

dk — dAFW.
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o (PFW) rule: d%, is chosen as the Pairwise Frank-Wolfe direction, that is,

Nk
k
dAk - O,
£
k PEFW FW A
£ £ L1 £

In this case, we simply write

dk: —_ dPFW )

Finally, exploiting the relations between problem and problem ,
recalling Proposition and and taking into account how we compute d*, we
can state the convergence of AS-¢1-BALL for every considered variant of the Frank-
Wolfe direction, which follows from the convergence results of AS-SIMPLEX.

Theorem 17. Let Assumption@ hold and let {x*} be the sequence of points produced
by AS-(1-BALL. Let us assume that the search direction d* is computed according to
one among (FW), (AFW) and (PFW) rule.

Then, either an integer k > 0 exists such that Vh(xk)T(x — 2F) > 0 for all
z: ||z||; < 7, or the sequence {x*} is infinite and every limit point x* satisfies
Vh(z*) (x —2*) > 0 for all z: ||z||, < 7.

4.6 Preliminary numerical results

In this section, we report some preliminary numerical results obtained by applying
AS-¢1-BALL on problems of the form:

1
min || Az — b||”
rER" 2 (4.91)
z]ls <,

with A € R™*" b€ R™ and 7 > 0.
The testing problems were generating following the analysis suggested in [17,
74, 29]. In particular, several artificial signals were generated, with

o dimension n € {2!1 212 2131,
 number of observations m = n/4;
o number of nonzeros T = round(pm), with p € {0.01,0.03,0.05,0.07,0.1}.

Matrix A was obtained by generating a matrix with m x n independent and
identically distributed elements from the Normal distribution N(0,1), and then
normalizing the columns.

Once matrix A has been built, the “true” signal z* € R"™ was generated as a
vector with all components equal to 0, except for T randomly placed +1 spikes.
Vector b was build as Ax* +n, with  drawn from a normal distribution with mean
0 and variance 1073, Finally, we set 7 = 1.1||z*||;.

For each instance, we first run the Frank-Wolfe variants without using the active-
set estimate, i.e., the Frank-Wolfe (FW), the Away-Step Frank-Wolfe (AFW) and the
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Pairwise Frank-Wolfe (PFW) method. Then, we run the corresponding active-set
versions.

In particular, considering the framework reported in Algorithm we call
AS-FW-/1-BALL, AS-AFW-/{1-BALL and AS-PFW-{1-BALL the methods where the search
direction d* is computed according to (FW), (AFW) and (PFW) rule, respectively.

All the considered algorithms employed the origin as starting point and they
were terminated at the fist iteration k satisfying

Vh(z®) e > 1072 Va: |z| < T,

where h is the objective function of . Moreover, we arrested an algorithm
when the number of iterations exceeded 2007

For what concerns the value of the parameter € to use in the active-set estimate,
we have the same issues discussed in Chapter [3] about the impossibility of knowing
an acceptable value a priori. Then, starting from the value € = 1, at every iteration
k we compute #* as indicated at Step 6 of Algorithm If a sufficient decrease in
the objective function is obtained, then we accept Z* and we do not change the value
of e. Otherwise, we do not accept ¥, we reduce € and we estimate the active-set
again, continuing until we get a sufficient decrease in the objective function.

All the codes were implemented in Matlab R2014b and the experiments were
run on an Intel Xeon(R), CPU E5-1650 v2 3.50 GHz. For every fixed n and p, the
results have been averaged over 10 runs.

First, we analyze the effect of using the proposed active-set estimate in every
Frank-Wolfe variant.

For what concerns FW, we actually do not observe significant differences when
the active-set estimate is employed. Namely, AS-FW-{1-BALL and FW perform quite
similarly.

Vice versa, for both AFW and PFW, the use of the active-set estimate leads to
remarkable improvements. In particular, in Figure [4.1|we compare AS-AFW-/;-BALL
with AFW, and in Figure [4.2| we compare AS-PFW-{1-BALL with PFW. In both figures,
we plot the objective function versus the computational time. It is clear that the
objective function decreases much faster when the active-set estimate is employed,
for every considered dimension n and sparsity level p.

Finally, in Figure we compare all the considered active-set variants, i.e.,
AS-FW-{1-BALL, AS-AFW-{1-BALL and AS-PFW-{1-BALL. Also in this figure, the ob-
jective function versus the computational time is plotted. We can easily see that
both AS-AFW-/1-BALL and AS-PFW-/;-BALL significantly outperform AS-FW-¢{;-BALL.
Moreover, AS-PFW-{;-BALL performs better than and AS-AFW-/;-BALL for all the
considered problems.

4.7 Conclusions

We have presented an algorithmic framework to solve minimization problems over
the unit simplex. The proposed approach is based on the use of an active-set
estimate to identify those variables that are equal to zero at the stationary point.
This technique enables us to perform two steps at each iteration: first, we set the
estimated active variables to zero and we update one estimated non-active variable,



90 4. An active-set method for minimization over the simplex and the /;-ball

Objective function vs CPU time (s) - Comparing AS-AFW-¢;-BALL and AFW
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Figure 4.1. Objective function vs CPU time (in seconds). Comparison between
AS-AFW-/1-BALL and AFW. The y axis is in logarithmic scale.
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Objective function vs CPU time (s) - Comparing AS-PFW-/;-BALL and PFW
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Figure 4.2. Objective function vs CPU time (in seconds). Comparison between
AS-PFW-/;-BALL and PFW. The y axis is in logarithmic scale.
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Objective function vs CPU time (s) - Comparing acive-set variants
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Figure 4.3. Objective function vs CPU time (in seconds). Comparison between
AS-FW-¢;-BALL, AS-AFW-{;-BALL and AS-PFW-{;-BALL. The y axis is in logarithmic
scale.
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so that a new feasible point is generated and a sufficient decrease in the objective
function is obtained. Then, we move the estimated non-active variables along a
suitable search direction. The convergence of the algorithm has been proved when
different variants of the Frank-Wolfe direction are employed.

Finally, we have considered the problem of minimizing a function over the £1-ball.
We have shown how our algorithmic framework can be adapted to this problem with-
out any explicit variable transformation. Preliminary numerical result, obtained on
some quadratic problems over the ¢1-ball, have shown the effectiveness of the pro-
posed active-set strategy.
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Chapter 5

Data filtering for cluster
analysis by /j)-norm
regularization

Optimization algorithm are widely employed in the field of machine learning, usually
with the aim of minimizing a specific loss function that measures the “error” between
the output predicted by a model and its actual value.

Here, we consider the problem of cluster analysis, which consists in classifying
a given set of unlabeled objects by similarity.

In particular, a data filtering method is proposed, based on minimizing a least
squares function with a weighted fp-norm penalty, which is approximated with
smooth parametric functions. After proving the convergence of the global mini-
mum points of the approximating problems towards global minimum points of the
original problem, a technique is described to choose a suitable value of the penalty
parameter. Numerical results are finally provided.

The rest of the chapter is organized as follows. In Section we introduce
the problem and describe some approaches recently proposed in the literature. In
Section we present the fg-norm penalty clustering model and its smooth ap-
proximation, discussing some theoretical aspects. In Section [5.3] we present the
data filtering method. In Section we show the numerical results. Finally, in
Section [5.5] we draw some conclusions.

5.1 Introduction

Cluster analysis is a branch of unsupervised learning, arising in many real-world
applications and in different fields, e.g., biology, medicine, marketing, document
retrieval, image segmentation and many others. It deals with grouping objects so
that “alike” data are in the same clusters and “unlike” data are in different clusters.
More formally, given a finite set of vectors X = {x1,...,z,,} CR", we want to
divide X into k groups (clusters), according to a defined measure of similarity,
where k can be either known or unknown.

Clustering models and algorithms can be classified on the basis of different fea-
tures. For example, in hard clustering each object must belong to exactly one
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cluster, whereas in fuzzy clustering each object can belong to more than one cluster
with a certain degree. Another distinction can be done between hierarchical and
partitioning clustering: while in the first case algorithms build a hierarchy of clus-
ters (following either a top-down or a bottom-up approach) and return a structure
called dendrogram, partitioning clustering methods group data as a result of an op-
timization problem. In partitioning clustering, further differences derive from the
choice of the distance function and of the optimality criterion. Besides the men-
tioned approaches, other popular methods are based on cluster densities and on
statistical models.

Partitioning X into a fixed number of clusters is known to be an NP-hard prob-
lem [32] and many existing clustering models are formulated as non-convex opti-
mization problems. As a result, algorithms can generally find only approximate
solutions. Moreover, there is no objectively “right” clustering model and the choice
of the most suitable algorithm can strongly depend on the specific data set. So,
there is still a great interest in developing new strategies for cluster analysis, also
in the field of numerical optimization.

Here, we propose a data filtering method based on combining two different
techniques.

The first one is a reformulation of the clustering problem as a penalized regres-
sion problem, proposed in [64], 45|, [52], and further studied in [63] 10} [56]. Assuming
that the number of clusters is unknown, this approach is based on introducing for
each observation z; a centroid z; € R", representing the cluster which z; belongs to.
The problem consists in minimizing the distances between x; and z;, trying at the
same time to group centroids. This is obtained by adding to the objective function
a term to penalize each pair (7, j) such that z; # z;. The problem can be formulated
as

m m j—1
min >z — 2P + A0 wi Pz — ), (5.1)
z€R™Mn < ° :
=1 ]:2 =1
. . . T T T . .
where we indicate with 2z the vector [zl zm} € R™* X is a nonnegative

penalty parameter, w;; are nonnegative fixed parameters, and P: R" — R is a
(symmetric) penalty function such that

=0, ify=0,
P
) {> 0, otherwise.

T

The centroids provided by the solution z* = [(ZT)T e (z;‘n)T} of rep-
resent the final clusters. Namely, z; and z; are in the same cluster if 2} = z7.

The basic idea behind model is that a major number of centroids can be
grouped simply by increasing the penalty parameter \.

Anyway, when a fixed number of clusters is required, choosing a proper value of
A can be a very hard issue. In fact, by increasing A\, we can have a larger number of
pairs of coinciding centroids in the optimal solution, that is, a larger number of pairs
of points that belong to the same cluster. But this does not provide information
on the number of clusters we obtain. Consequently, a value of A\ that produces the

desired number of clusters may not even exist.
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Here, addressing the case in which a fixed number of clusters is required, we
reinterpret model as a method to map each sample x; by a vector z; that is
representative of the local density of the samples in its neighborhood.

The proposed strategy also exploits a suitable technique to choose A, based on
minimizing a further optimality criterion that considers the distances within and
between clusters.

As regards the penalty functions in , most authors focused on using convex
lg-norms (e.g., the ¢1-norm, or the fo-norm), so that problem is convex. In
order to avoid the bias generated by convex penalties [27, [72], some non-convex ones
were proposed in [63, [56]. On the other hand, the latter have the disadvantage not
to make possible to reach the global minimum.

Here, we start from the following observation: since the penalty term in
has only the goal to force some pairs of centroids to coincide, then P(z; — z;) should
assume a constant value if z; # z; (i.e., if 2; and x; are in different clusters), re-
gardless how far z; and z; are from each other. Furthermore, the penalty associated
with each pair (i,7) should be weighted by taking into account the distance (i.e.,
the similarity) between the samples x; and zj, so that close pairs of points are
encouraged to be in the same cluster.

Therefore, weighted fp-norm penalties are employed in this chapter. To over-
come the non-continuity of the objective function, the £y-norm is then approximated
with a sequence of smooth non-convex functions that converges to the fy-norm
pointwise. As to be shown, the convergence of the global optimal solutions of the
approximating problems towards global optimal solutions of the original problem
can be proved.

The notation used in this chapter is that reported in Appendix [A] Moreover,
given v € R™, we indicate with (v); the h-th component of v

5.2 The model

In this section, we introduce the clustering model with £y-norm regularization and
its smooth approximation, pointing out the relations between them. Since this is
only the starting point for the proposed data filtering method, we do not address
the issues concerning the choice of the penalty parameter, that will be discussed in

Section 5.3

5.2.1 The /y-regularized least squares problem

Let X = {z1,..., 2} C R” be a finite set of vectors, and let us consider prob-
lem (5.1)). As discussed in the previous section, our goal is to employ a penalty
function satisfying the following condition for each pair (i, 7):

0, if Zi = Zj,
1, otherwise,
that is, P(z; — z;) must not depend on the distance between the centroids z; and

zj. We also want to weigh P(z; — z;) by a parameter w;; that takes into account
the proximity of the samples x; and z;. In particular, w;; should be large if the
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samples x; and x; are near each other, so that close pairs of points are more strongly
encouraged to be in the same cluster.

In other words, we want that the penalty value associated with each pair (i, j)
depends on the distance between the samples x; and x;, but not on the distance
between the centroids z; and z;. This leads to formulate the problem as follows:

m m j—1
. 2
min, E 1H93z' —zll"+ A E 2: E 1: wij s(|l2i — 1), (5.2)
1= j=21i=

where s: R — {0, 1} is the step function defined as

o(u) = {0, if u=0, (5.3)

1, otherwise,

and w;; are inversely proportional to the distance between x; and ;.
We observe that the penalty term can be seen as a weighted £g-norm of the vector
with components ||z;—z;||. Namely, we seek a solution z* minimizing 7 ||z — 2|,

such that the vector [||zl - zj||} _ is sufficiently sparse.
1<)

Remark 5. Problem (5.2)) is well defined, in the sense that it attains a minimizer,
since the objective function is lower semicontinuous and coercive [68].

5.2.2 The smooth approximating problem

Minimizing a non-continuous function is hard, then it is reasonable trying to ap-
proximate (5.2]) with a continuous and smooth problem.

Indicating with ¢(z) the objective function of , we seek a smooth function
g(z; ), depending on a parameter «, that converges to ¢(z) pointwise. Namely,
there must exist a sequence {a'} such that

Jim g(z;a') = ¢(2), VzeR™. (5.4)

Roughly speaking, we expect that the minimum points of g(z; at) are “similar” to
those of ¢(z) for suitable values of the index t.

Many smooth approximations of the fyp-norm were proposed in the literature.
In particular, since the £y-norm of a vector is given by the sum of step functions,
in [54, [7] the authors approximated the step function with the following concave
parametric function:

Bluja) =1—e ", u>0, a>0. (5.5)

This approach can be convenient when minimizing the fy-norm of a vector over
a polyhedral set admitting a vertex. Exploiting the concavity of , it can be
proved that there exists a finite index ¢ such that, for every ¢t > ¢, the optimal
solutions of the approximating problem also solve the original problem [67].

In our case, we are not interested in approximating with a concave function,
because the least squares term would make the approximating problem non-concave
anyway. So, we slightly adapt the above described approach and we approximate
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Figure 5.1. Function (5.6) approximating the step function, using different values of the
parameter .

m j—1
Z Z (]|z: — 2;||) with the following smooth parametric function (depicted in Fig-
j=21=1

ure [5.1)): |
m
v(z;a) = Z Z(l - e*a”ZFZjHZ), a> 0. (5.6)

We finally write the problem approximating (5.2)) as

m j—1
min ZHxZ —z|* + A i (1 — e—allzi=z] ) (5.7)
ZER™N £ =o

Indicating with g(z; «) the objective function of (5.7)), it is straightforward to verify
that (5.4)) holds for every sequence {at} such that tlim ol = +00. Then, we expect
— 00

that the larger « is, the better (b.7)) approximates ([5.2)).
Finally, let us remark that our approximation does not require slack variables

and feasibility constraints.

5.2.3 Properties of the approximating problem

In this subsection, we investigate some theoretical properties of problem , point-
ing out the relations between its optimal solutions and those of . To this aim,
we briefly recall the definition of the projection operator and we state some prelim-
inary lemmas.

Definition 10. Let C' C R"™ be a non-empty closed convex set. Given x € R", we
call projection of x on C' the unique solution p(x) of the problem

min {||lz —y| : y € C}.

Lemma 7. Let C' C R" be a non-empty closed convex set.
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e For any x € R"™, p(z) is the projection of x on C if and only if
(z —p(@)(y —p(z)) <0, VyeC. (5.8)

e For any z,y € R", let p(x) and p(y) be the projections of x and y on C,
respectively. Then,

Ip(z) = p)|| <[l =yl (5.9)
Proof. See [4][Proposition 2.1.3]. O

Lemma 8. Let C C R™ be a non-empty closed convez set. Givenx € C, y € R"\C,
let p(y) be the projection of y on C. Then,

lz = (y+ &) =yl <llz—yl, v¢e(0,1]. (5.10)
Proof. Let §j =y + &(p(y) — y), where € € (0,1]. We can write:
z—y=(z—py)+ @y -y,
r—g=(—-py)+ @y -9 =@-py)+010-0Ey) -y
From the above relations, it follows that
lz = ylI* = llz = p@) 1> + llp(y) = ylI* + 2(z = p(»))" (p(y) - v),
lz = 3l1* = llz = p@)I* + (1 = &)*lIp(y) — ylI* +2(1 = &) (= — p()" (p(y) — v)-
Consequently,
lz = yl* = llz = gl = (1 = (1 = &) Ip(y) - yll2 + 26z — p(y)" (p(y) — ).
Since y gé C,¢c (0 1], and taking into account (| of Lemma [7, we obtain that
lz =yl = [l = g]* > 0. O

Lemma 9. Let C' C R"™ be a non-empty closed convexr set. Given z,y € R™, let
p(x) and p(y) be the projections of x and y on C, respectively. Then,

Iz +&(p(x) —2)) = (y +&p(y) =)l < llz—yll,  vEe[0,1]. (5.11)

Proof. Let us consider the function

w(ﬂ) = Jlu— o],
where u,v € R". Since w is convex in R*", for all £ € [0,1] we can write
I(z + £(p(z) — 2)) — (y + E(p(y) — y))|| = ( y
-fo-of] <)
-o-((]) <e-(G)
)~

=1 =9llz =yl +<&lp(z) —p)l
< (1 =9lle =yl + &l -yl
=z =yl

+¢

IN
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where the last inequality follows from (5.9) of Lemma O

Now, we can start analyzing some properties of problem . First, it at-
tains optimal solutions, since the objective function is coercive. Moreover, the next
proposition claims that all the local optimal solutions of are contained in a
compact set, which does not depend on A and «.

Proposition 20. Given a finite set of vectors X = {x1,...,xn} C R", a > 0,

T
A>0,w; >0,5=2,....om,i=1,...,5—1, let 2* = {(ZT)T (z;)T} be a
local optimal solution of (5.7). Then, z7,...,z% are in the convex hull of X.

Proof. Let g(z;a) be the objective function of problem (5.7 for every parameter

a > 0. Proceeding by contradiction, we assume that z* = [(z’f ) A (z:n)T} is

a local optimal solution of (5.7) and the following index subset is non-empty:
I={he{l,...,m}: z} ¢ conv (X)},

where conv(X) is the convex hull of {z1,...,2,,}. Without loss of generality, we
assume that

I={1,....|1.

Every vector z € R™" can be written as

where
2(I) = [z? ZE;JT and z(N) = {le;l-ﬁ-l ZE}T

T
So, in the following we indicate with z*(I) the vector {(ZI)T (th)T] and

T
with z*(N) the vector [(ZI*I\H)T . (z;kn)T} )
For each ¢ = 1,...,m, we compute p(z) as the projection of 2] onto conv (X).
_ _ - T
Now, we define the vector d = [(dl)T e (dm)T} € R™” such that

then d # 0. The vector d can also be rewritten as

;| d)
=it
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where
Jl p(z]) — 21
dr]  [P() = 4y
) 1141 P(1141) = 21141 0
Jm p(Z:n) - Z;n 0

We show that d is a descent direction for g(z; @) at z*, namely, that there exists
a scalar & > 0 such that

g(z* +&d; ) < g(2*;a), VEE€(0,€]. (5.12)

To this aim, we rewrite g(z; ) = g1(2(I)) + g2(2(N)) + g3(z; ), where

1|
g1 (=(D) = llwj = =1,
j=1
e(=N) = Dzl
J=1+1
m j—1 )
g3(z;0) = A Z Z (i (1 — e~ollzi=zl )
j=2i=1

We consider g1 (2(I)), g2(2(N)) and g3(z; ) separately.

o First, we consider g1 (2(I)). From Lemma |8} for all j € I we can write
7112 2
;= (25 +Ed))II° < llzj — 277, V€ €(0,1],

and then

g1(z*(I) + €d(D)) < g1(2*(I)), V¢ € (0,1]. (5.13)

« Now, we consider ga(z(I)). Since d(N) = 0, we simply have
g2(2*(N) + €d(N)) = g2(2*(N)), V&> 0. (5.14)

o Finally, we consider g3(z;«). From Lemma |§|7 for all pairs (2], z}) we can

write B B
(27 +&di) — (25 + &d;)|1> < llzf — 25117, V& € (0,1,

from which we get
1 — e @G -EHBIT < g _ el =517 ye e (0,1,

and then )
g3(z" +&d; ) < g3(2";a), V€ € (0,1]. (5.15)
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From (5.13)), (5.14) and (5.15), we conclude that (5.12) holds with & = 1. This
contradicts the fact the z* is a local optimal solution of (5.7]). O]

In the previous subsection, we pointed out that for large values of the parameter
«, problem is a good approximation of . The next theorem establishes the
convergence of the global optimal solutions of problem towards global optimal
solutions of problem for a — +o0.

Theorem 18. Given a finite set of vectors X = {z1,...,xm} CR", A >0, w;; >0,

jJ=2,....m, i=1,...,5—1, let {o/“’} be a sequence of positive scalars such that

ot > at and tli)m o' = +o0. For any given parameter a € RT, let g(z; ) be the
o

T
objective function of (5.7), and z(a) = [zl(oz)T zm(a)T} be a global optimal
solution of (5.7). Then,

(i) the sequence {g(z(a');al)} converges,
(ii) the sequence {z(a')} attains limit points,
(iii) every limit point of {z(a')} is a global optimal solution of (5.2).
Proof. Let ¢(z) be the objective function of problem . Moreover, we indicate

T
with z* = {(zf)T . (zj’;l)T} a global optimal solution of problem ([5.2)).

From Proposition it follows that the sequence {z(at)} remains in a compact
set, thus it attains limit points, which proves (ii).
Now we show that, for all £ = 1,2, ..., the following relations hold:

g(z;a") < g(z;a™) < ¢9(2), VzeR™, (5.16)
g(z(a");a") < g(z%;a") < ¢(2%), (5.17)
o((0): ) < g(2(a™): ™). (5.18)

Relation (5.16]) follows from the fact that o'*! > af > 0. In fact, for every index
pair (i,7), we have

1 — e~ llzi—2? <1- e Hlzi—z] < s(|lzi = 2ll)-

The first inequality of (5.17) follows from the fact that z(a!) minimizes g(z; o) with
respect to z. The second inequality of (5.17)) follows from (5.16)). To prove ([5.18]),

assume by contradiction that it does not hold. Then there exists an index ¢ such
that g(z(a!™);a!tt) < g(2(al);at). Using (5.16), we can write

g(z(a");at) < g(2(a");a™) < g(2(a’);a),

which contradicts the fact that z(a') minimizes g(z;a') with respect to z. Then,

(5.18]) must hold.

From (5.17) and (5.18)), it follows that the sequence {g(z(a’);a’)} is monoton-
ically non-decreasing and bounded from above. Thus it converges, proving (i).

Now, let z be a limit point of {z(a)}, that is, there exists a subsequence
{z(at)}T such that
lim _z(a') = 2. (5.19)

t—o0,teT
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To prove (iii), we assume by contradiction that z is not a global optimal solution
of (5.2)). Then, there exists € > 0 such that

6(=") < 6(2) — €. (5.20)

Since tlim g(z;a") = ¢(2) for all z € R™ | there exists an index ¢ such that
— 00

6(2) —g(z0")| <, VEZE (5.21)

Using (5.20) and (5.21)), we have that g(z;at) > ¢(2) — e > ¢(z*), for all t > t.
Since g(z; at) is continuous with respect to z, there exists p > 0 such that

g(z; af) > ¢(2%), Vz € B(z,p). (5.22)
From (5.16), (5.17) and (5.22)), we can write
g(z;at) > g(z;a{) > ¢(2*) > g(2*;al), Vz e B(z,p), Vt>t. (5.23)

From (5.19), there exists an index £ >  such that

z(a') € B(z, p), Vi>t>t, teT. (5.24)
Finally, from (5.23]) and (5.24) we get
g(z(at);al) > g(2*;at), Vt>t teT,

which contradicts the fact that z(a') minimizes g(z; ') with respect to z for suffi-
ciently large t. This proves (iii). O

5.3 The data filtering method

Assuming that a fixed number of clusters is required, in this section we present
a data filtering strategy that combines model with a technique to select a
suitable value of the penalty parameter A.

In particular, let X = {z1,...,zn} C R™ be a finite set of vectors and assume
that X must be partitioned into k clusters, with k fixed. Let A be a generic
clustering algorithm. Our goal is to filter data to improve the performances of A.

As discussed above, for any A, an approximate solution 27, ..., 2} of can
be computed by solving with suitable values of a. We observe that, indepen-
dently of the obtained number of clusters, the points 27, ..., 2z} provide important
information, because they are grouped on the basis of local densities of the samples
Z1,...,Zm. Therefore, each z is representative of the behavior of X in the neighbor-
hood of x;. Consequently, after solving , a partition P of X can be computed

*

by applying A to the points z],..., 2}, instead of x1,...,x,,. Furthermore, some

centroids should coincide and then the geometry of z7,..., 2} is expected to be
more regular than that of z1,...,z,,. This can make the vectors 27, ..., 2}, easier

to be clustered than x1,...,Zy,.
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In other words, the (approximated) fp-norm penalty model can be seen as a
filtering method that maps each sample x; by a vector z; which is representative of
the local density of X in the neighborhood of z;.

Naturally, the solutions of problem are sensitive to the value of A, that is,
different filters can be obtained by varying that parameter. So, a strategy to choose
a proper value of A must be introduced.

To this aim, we also have to take into account that the most suitable way to
filter data can depend on the algorithm we apply later. This is why we introduce a
criterion to evaluate the partitions produced by A after filtering data with a certain
A. The idea is to try different values of A and finally choose the best one in terms
of our criterion, as usually done in cross validation. The whole filtering method is
then summarized in Algorithm 18:

. Given {x1,...,zm}, 1 <k <m, {\1,...,An} € R, and an algorithm A
.Fort=1,...,N

Set A = Ay and compute {27, ..., 2} } by solving problem

Compute a partition P* = {Cy,...,Cr} of {z},...,25} by algorithm A
Let Pt = {C},...,Cy} suchthat z, € C;if 25 € Ci,u=1,...,m,i=1,...,k
Evaluate P! by assigning it a value c(P?)

. End for

L I I I

. Select P* as the best among {P',..., PN} in terms of ¢(P?)

We remark that the above strategy allows adapting the filtering to the specific
clustering algorithm A. Namely, different filters can be obtained for the same data
set, according to the clustering algorithm to apply later.

We conclude this section by explaining how we compute c(P?) at Step 6. Al-
though the most proper way to evaluate a partition can strongly depend on the
features of the specific data set (not known a priori), the criterion we propose
comes from a natural interpretation of clusters as subsets of similar points, where
similarity is measured by the distance. Basically, we encourage partitions with small
distances within clusters and large distances between clusters.

More formally, given a partition Pt = {C4,...,Cy}, where C1,...,Cy are dis-
joint subsets of X, we compute c(P!) at Step 6 as

du (1)
np (i)’

1 k
C(Pt) = dil] Z
i=1

where d, (i) is the sum of the distances within cluster Cj, n,(i) is the number of
pairs of points belonging to cluster C; and dj is the sum of the distances between
all the pairs of points belonging to different clusters.

In order to operate in high-dimensional spaces, we also use kernel functions to
compute distances between points. To this aim, we provide the following definition
of kernel function, according to [69].
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Definition 11. Let X be some set. A kernel function is a symmetric function
K: X xX — R such that

K (2, 0) = (p(u), p(T0)),  Tu, Ty € X,

where ¢: X — H, and H is a dot product space. Moreover, H is called feature
space.

Then, the distance between two vectors x,, x, € R" can be computed as
K(zy,xy) — 2K (24, ) + K(24y, ),

where K (-, ) is the chosen kernel function. In particular, in our simulations we used
a Gaussian kernel. Given x,,z, € R”, the Gaussian kernel is defined as

K(zy,xy) = 6_7”%_“”2, Ty, Ty € R™. (5.25)

In our experiments, we set v = 0.1.

5.4 Numerical experience

In this section, we report our numerical experience. In Subsection [5.4.1) we de-
scribe how we set up the experiments. In Subsection [5.4.2] we show how we solved
problem (5.7)). Finally, in Subsection we report and discuss the numerical
results.

5.4.1 Experimental set-up

First, we compare the performances of three well-known clustering methods when
they are applied to the original data and when they are applied to the data filtered
by Algorithm [I8] The considered methods are the following:

o Single-Linkage (SL) method, which is a hierarchical clustering algorithm that
iteratively merges the two clusters containing the closest pair of points (see [31]
for further details);

o Expectation-Maximization for Gaussian mixture Models (EMGM), which tries
to estimate the parameters of the probability density functions generating the
samples (see [19, [57] for further details);

o Kernel K-Means (KKM), which is an extension of the standard k-means
method exploiting kernel functions to compute distances (see [70, [33], 21] for
further details).

Since KKM and EMGM aim to solve non-convex optimization problems, they
were executed 1000 times, choosing randomly the starting parameters, and finally
taking the solution providing the best objective value. In particular, to run KKM,
we used a Gaussian kernel, defined as in , with v =0.1.

In addition, to show the effect of the £y-norm penalty, we also tried to filter
data using a different regularization. In particular, we tested the squared £s-norm
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regularization (also known as ridge regularization), which typically does not induce
sparsity. In this case, we applied Algorithm replacing problem (5.7)) at Step 3
with the following problem:

m m j—1
min Y llz — 2P FAD D wiilla — 2% (5.26)
zeRm j=2i=1

For both filters (i.e., the one obtained with the ¢yp-norm regularization and the
one obtained with the squared fo-norm regularization), 150 increasing values of A
were used, chosen such that A\ = 0 and Ay59 provides a solution of problem
(respectively, problem ) that collapses to a single centroid.

Moreover, for both problem and problem , the weight parameters

w;; were set as

2
670.1||x¢ij|\ ’

Wij = ]:277m7 Z:L’]_l

The experiments were conducted on some synthetic and real data sets, covering
different scenariod™t

Case (i): two spherical clusters in two dimensions, with equal volumes and the
same cardinality (Figure [5.2(a))). The first cluster has 50 points, generated

T
from a bivariate Normal distribution with mean vector (O O) and covariance
matrix 0.332]. The second cluster has 50 points, drawn from a bivariate

T
Normal distribution N((1 1) ,0.3321).

Case (ii): two elongated clusters in two dimensions, with different cardinalities
(Figure [5.2(b)). The first cluster has 500 points, generated from a bivari-

T
ate Normal distribution with mean vector (0 5) and covariance matrix

0.05 0
0 5

L 2.5 0.3 0
distribution N<< 0 ) , ( 0 005)).

Case (iii): two spherical clusters in two dimensions, with different volumes and
cardinalities (Figure [5.2(c)|). The first cluster has 500 points, generated from

T
a bivariate Normal distribution N ((O O) ,41 ) The second cluster has 50

. The second cluster has 50 points, drawn from a bivariate Normal

T
points, generated from a bivariate Normal distribution N ((7 0) ,0.51 )

Case (iv): four clusters in three dimensions. The centers 1, ui2, 3, jta € R? were

drawn from a multivariate distribution N ((0 0 0>T ,bl ) When generat-
ing the centers, if two of them had an Euclidean distance smaller than 1, the
simulation was aborted and then started again. After fixing the centers, the
number of elements for each cluster was randomly chosen in the range [10, 100].

' All data were scaled in [—1,1].
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Finally, for each cluster i, the points were generated from a multivariate dis-
tribution N (p;, I). This is similar to case IV in [63], and scenario (c) in [73],
but here clusters are more imbalanced.

Case (v): the Ecoli data set from the UCI repository [49]. There are 336 samples
characterized by 7 features and divided into 8 clusters, which contain 143, 77,
52, 35, 20, 5, 2 and 2 elements, respectively.

Case (vi): the Fisher’s Iris data from the UCI repository [49]. The points are in
four dimensions and divided into 3 clusters of 50 elements each. The second
and the third cluster are partially overlapped, whereas the first cluster is
linearly separable from the other two.

Case (vii): the wine data set from the UCI repository [49], with 178 samples of 3
kinds of wine. The clusters contain 59, 71 and 48 elements, respectively, and
each sample is characterized by 13 features.

Case (viii): the Wisconsin breast cancer data set from the UCI repository [49) 55].
There are 683 samples of 9 features eac}ﬂ divided in two groups: 444 benign
and 239 malignant.

The partitions are finally evaluated by the Adjusted Rand Index (ARI) [46],
which takes 1 as maximum value (ARI can also assume negative values).

1, | |
oA | .
_17\ . (\) \7 \7

-1 0 1 1

Figure 5.2. Data sets for case (i) (a), case (ii) (b) and case (iii) (c). Data were scaled in
[717 ]-]

5.4.2 Solving the approximating problem

Taking into account Theorem solving with large values of o can be a
practical solution to get a good approximation of the optimal solutions of .
Theorem [I8] would also require to compute a global solution of the approximating
problem, so, a global algorithm should be used, to be in line with the theory. But
global algorithms are in general computationally expensive, especially when dealing
with large-scale problems, as in our case. Moreover, since model is employed

2Qriginally, there were 699 samples, but 16 of them had missing values and were removed.
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to filter data, then (i) solving the problem should not be too expensive, and (ii) it
could be sufficient to compute “good” solutions of problem , even if not global
optima. Thus, it can be reasonable to employ a local algorithm that, on the one
hand, can provide non-global minimizers, but, on the other hand, is cheaper than
a global method.

After all, many clustering models are formulated as non-convex problems, and
several algorithms that are widely used in practice are based on local strategies (e.g.,
the aforementioned KKM and EMGM). Anyway, defining efficient global methods
to solve (5.7) can be a challenging task for future research.

For the above reasons, we solved problem by employing a non-monotone
version of the truncated-Newton method which exploits negative curvature direc-
tions (so, it is well suited for non-convex problems), proposed in [2§].

Finally, another computational issue is that problem becomes ill-conditioned
when o and A get large. Then, we employed a warm start strategy, gradually in-
creasing « up to a prefixed value (this approach was also proposed in [7], but not
attempted in practice). In particular, starting with o =1, ¢t = 1, we employed the
following updating rule: /™' = min{103, (1 + e %97)at}, ¢t = ¢ + 1, stopping the
algorithm when o reaches 103. For every of, we solved the problem with a growing
precision, terminating the minimization when the sup-norm of the gradient of the
objective function was less than or equal to ¢/ = max{107°,1072/a'}.

5.4.3 Results

The final results are summarized in Table The filter based on the fp-norm
regularization and the one based on the squared ¢2-norm regularization are indicated
as ¢y filter and ridge filter, respectively.

For the ridge filter, problem was solved by employing the truncated-
Newton method reported in [28], terminating the algorithm when the sup-norm of
the gradient of the objective function was less than or equal to 107°.

All computations were run on an Intel(R) Core(TM) i7-3770 CPU 3.40 GHz and
the codes were implemented in Fortran 90.

First, let us discuss the results achieved by the ¢y filter. Overall, the perfor-
mances of the considered clustering methods improve by using this data filtering
process.

In particular, in six data sets, the results obtained by SL are unsatisfactory
by applying the algorithm to the original data, whereas performances remarkably
increase when data are filtered. Only for the wine data set (case (vii)), the filtering
does not lead to better results.

As regards EMGM, the data filtering strategy allows to improve the perfor-
mances on all the real data sets (case (v)—(viii)). Only for case (iv), better partitions
are obtained by applying the algorithm to the original data.

Also for KKM, the better partitions are those computed on the filtered data,
except for case (vii) (and excluding case (i), where the right clusters are recognized
also without filtering). A significant result is obtained for case (iii), where the
clusters to detect have remarkably different volumes. This is known to be a hard
case for centroid-based methods, but that issue has been overcome by the filtering
strategy.
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Table 5.1. Comparison between the values of the Adjusted Rand Index obtained by
applying Single Linkage (SL), Expectation-Maximization for Gaussian mixture Models
(EMGM) and Kernel K-Means (KKM) on the original data and on the filtered data.
Two different filters are considered: the £, filter is the one reported in Algorithm
whereas the ridge filter differs from the previous one in that problem is replaced

with problem (5.26]) at Step 3 of Algorithm

Dataset
Method G G) Q) () (v (i) (vii)  (vii)
SL, 0.0000 10000 -0.0032 0.0057 0.0399 0.5584 -0.0038 0.0025

£y filter + SL 1.0000 1.0000 1.0000 0.4022 0.4155 0.5657 -0.0068 0.8685
ridge filter + SL  0.0008 1.0000 -0.0032 0.0057 0.0399 0.5584 -0.0038 0.0025

EMGM 0.9600 1.0000 1.0000 0.5930 0.5843 0.4414 0.4778 0.5547
¢y filter + EMGM  1.0000 1.0000 1.0000 0.5697 0.6752 0.5657 0.7032 0.8798
ridge filter + EMGM 0.9600 1.0000 1.0000 0.5841 0.5768 0.9039 0.8154 0.8798

KKM 1.0000 0.9741 0.3977 0.4894 0.4538 0.7163 0.8992 0.8686
{y filter + KKM ~ 1.0000 1.0000 1.0000 0.6865 0.6977 0.7445 0.8820 0.8742
ridge filter + KKM 1.0000 0.9741 0.3977 0.4894 0.4730 0.7302 0.8992 0.8686

For what concerns the computational time, we plot in Figure the CPU
time (in seconds) needed to solve problem versus the value of the penalty
parameter .

We observe that each minimization required less than 3 seconds for case (i),
(iv), (vi) and (vii). For case (ii), (iii) and (v), every minimizations took less than
15 seconds, except for a single value of A in case (ii), which required 385 seconds.

As regards the largest data set considered in the experiments, i.e., case (viii),
the minimizations took between 40 and 60 seconds for three values of A\. For the
remaining values of A, every minimization required less than 30 seconds. Overall,
the average time needed to solve problem is about 15 seconds.

Recalling that we solved with a warm start strategy (by employing in-
creasing values of o and solving the problem with a growing precision), it is also
interesting to analyze the amount of time needed in the minimization procedure for
every value of a. We report these times (in seconds) in Figure

In particular, for every considered «, in Figure [5.4]is depicted the average time
over the 150 considered values of the penalty parameter A, needed to solve ([5.7))
with the related precision. In almost all data sets, the computational time increases
when a becomes large, as expected. Only for case (viii), we have that small values
of a required more time.

However, the computational time needed to solve (5.7) remains, on average,
below 5 seconds for every considered a.

Now, we discuss the results obtained by applying the ridge filter. On the one
hand, a clear advantage of using this filter is the low computational time needed
to solve the optimization problem. In particular, less than 0.25 seconds were re-
quired to solve , for every data set and for every value of A. Furthermore,
problem is smooth and convex, and then a global optimal solution can be
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Total CPU time (s)
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Figure 5.3. CPU time in seconds needed to solve problem ([5.7)) versus the value of A. The
y axis is in logarithmic scale.

computed by a local algorithm.

On the other hand, the numerical results seem worse than those achieved by the
{o-norm regularization.

In particular, the ridge filter has essentially no effect on SL. Similarly, it does
not provide relevant effects on KKM either. Looking at the results more in detail,
we also observe that this filter is not able to improve the performance of KKM for
case (iii), which is a known problematic data set for centroid-based methods, as
discussed above.

For what concerns EMGM, the partitions obtained by employing the ridge filter
are better than those computed on the raw data for case (vi), (vii) and (viii). In
particular, very good results are achieved on the Iris data set. In comparison with
the £y-norm regularization, we observe that the ridge regularization provides better
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Mean CPU time (s)
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Figure 5.4. CPU time in seconds needed to solve problem (5.7]) versus the value of a.
In each plot, the computational time is averaged over the 150 considered values of the
penalty parameter A.

results for case (iv) (even though they are still worse than those obtained on the raw
data), case (vi) and case (vii), whereas the ¢p-norm regularization provides better
results for case (i), even if slightly, and case (v).

Summarizing, the ¢p-norm regularization based filter seems overall able to bene-
fit different clustering algorithms, and it seems more flexible than the ridge regular-
ization based filter. From a computational point of view, using the squared fs-norm
turns out to be more efficient; however, also the computational time needed by the
fo-norm regularization remains, on average, below an acceptable threshold, for all
the considered data sets.
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5.5 Conclusions

We have presented a data filtering method for cluster analysis, based on combining
two strategies: the first one is the minimization of a least squares function with
a weighted fp-norm penalty, approximated by smooth parametric functions; the
second one is choosing the penalty parameter by minimizing a suitable criterion
that considers the distances within and between clusters. Numerical results have
shown that some existing and widely used clustering algorithms can take advantages
from the proposed filtering strategy.
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Appendix A

Fundamental notions

In this appendix, we report the fundamental concepts that are needed in this thesis.
In Section[A.T|we provide the mathematical background and in Section[A.2] we recall
some basic properties of non-linear programming.

Since the results presented in this appendix are well known, they are reported
without proofs.

A.1 Mathematical background

In this section, we recall the mathematical notions that are needed for our purposes.
In particular, in Subsection we introduce the notation and provide some basic
definitions, in Subsection we report some fundamental concepts of linear al-
gebra and analysis, in Subsection we review differentiability and integrability
of functions and in Subsection we focus on convexity and concavity.

A.1.1 Notation and basic definitions

We start by giving the definition of vector space.

Definition 12. A vector space (or linear space) X over a field F is a non-empty
set equipped with the operations of addition and scalar multiplicatiorﬂ that must
satisfy, respectively,

(ut+v)e X, YuvelX,
ar € X, Vre X, VaeF.

Every element x € X is called vector and every element of F' is called scalar.

Moreover, if X and W are two vector spaces defined over the same field and
with the same operations of addition and scalar multiplication, if W C X, then we
say that W is a vector subspace (or linear subspace) of X.

In this thesis, we are concerned with continuous optimization problems, that is,
the problem variables are real numbers. Fot this reason, all the definitions we will

'The operations of addition and scalar multiplication must also satisfy specific axioms. The
interested reader can refer to any advanced textbook on linear algebra.
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provide are limited to the case where the vector space is defined over the field of
real numbers.
We use the following notation.

o We indicate with R the field of real numbers (referred to as scalars).
We indicate with R™ the set of positive real numbers.
We indicate with Rar the set of nonnegative real numbers.
We indicate with R™ the set of negative real numbers.
We indicate with R, the set of nonpositive real numbers.

o We indicate with R™ the vector space in which each element = (represented as
a column vector) is a tuple of n real numbers, where n is a positive integer.
Given a vector x € R”, we indicate with x; the i-th entry of x.

Given z,y € R"™ and a € R, the operations of addition and scalar multiplica-
tion in R" are defined as

1+ ary

T2 + Y2 QT2
r+y= . , ar =

Tp + Yn ATy

o We indicate with e; € R™ the i-th unit vector (all components are 0, except
for the i-th component which is 1).

o We indicate with R™*™ the vector space in which each element A is a real
matrix with m rows and n columns, where m and n are positive integers.
Given a matrix A € R™*", we indicate with A; ; the entry in position (i, 7).

Given A, B € R™*"™ and a € R, the operations of addition and scalar multi-
plication in R™*"™ are defined as

Aip+Big Aip+DBia ... Ain+DBig
A1+ Ba1  Aso+DBas ... Ayp+ Bay
Am,l + Bm,l Am,2 + Bm,2 cee Am,n + Bm,n

OéALl CVALQ e aAl,n

OéA271 O£A272 e OtAQm
aA = . .

OéAm’l O(Amg e aAm,n

e A square matrix is a matrix with the same number of rows and columns.

Given a square matrix A € R™*" the diagonal of A is the set of elements
{Am’}, 1= 1, Lo n.

Given a square matrix A € R"*", we say that A is symmetric if A, ; = Aj;,
foralli,j=1,...,n.
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o We indicate with I € R™*™ the identity matrix (all components are 0, except
for the diagonal ones which are 1).

e Given a non-empty set A C R,

the minimum of A is the smallest value of A and it is indicated with
min(A);

the mazimum of A is the largest value of A and it is indicated with
max(A);

the infimum of A is the largest value of the set {z € R: x <y, Vy € A}
(which may not belong to A) and it is indicated with inf(A);

the supremum of A is the smallest value of the set {x € R: x >y, Yy € A}
(which may not belong to A) and it is indicated with sup(A).

e We indicate with f: X — Y a function that maps every element in the set X
(called domain) to an element in the set Y (called codomain).

o Given a set A, we indicate the cardinality of A (that is, the number of elements
in A) with |A|, or card(A).

o Given two sets A and B,

we indicate with A\ B the set difference between A and B, that is, the
set {r € A: z ¢ B},

we indicate with A U B the union of A and B, that is, the set {z: = €
Aor z € B};

we indicate with A N B the intersection of A and B, that is, the set
{z: 2 € Aand x € B};

we indicate with A x B the Cartesian product on A and B, that is, the
set {(a,b): a € A, b€ B}.

o We indicate the empty set with (.

e Given two real numbers a and b, with a < b,

we indicate with [a, b] the set {z € R: a < x < b},
we indicate with (a, b) the set {z € R: a < x < b},
we indicate with [a,b) the set {x € R: a <z < b},
we indicate with (a,b] the set {z € R: a < x < b}.

Given a vector & € R”, we indicate with 7 the transpose of x, that is, the row

vector [ml

z,| € R Given a matrix A € R™*", we indicate with AT the

transpose of A, that is, the (n x m) matrix whose entry in position (i, j) is equal to

A

g

Given z,y € R", we indicate with 7y, or with (z, y), the standard inner product

n
in R™, given by the scalar Z x;y;. Given A € R™*™ and x € R", we indicate with

1=1
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Ax the standard matrix-vector product, given by the m-dimensional vector whose
i-th entry is equal to A;x, being A; € R™™ the i-th row vector of A. Given
A € R™™ and B € R P, we indicate with AB the standard matrix product,
given by the (m x p) matrix whose entry in position (i, j) is equal to 4;B7, being
A; € R™™ and B/ € R™ the i-th row vector of A and the j-th column vector of B,
respectively.

Given a vector x € R", the notation £ = 0 means that all components of x are
zero. Similarly, given a matrix A, the notation A = 0 means that all components
of A are zero.

We also define the set of (affinely) extended real numbers R as

R=RU{—o00} U {+00}.

Although the elements —oo and +o0 are not real numbers, the set R can be made
ordered by defining
—o0 <z <400, VreR.

A.1.2 Concepts of linear algebra and analysis

We start this subsection recalling the definition of linear combination, linear hull
and linear dependency of a set of vectors in R"”.

Definition 13. Given x1,...,x, C R", we say that x € R"™ is a linear combination
of x1,...,xm C R™ if there exist ay,...,am,m € R such that

m
T = E ;5.
i=1

Definition 14. Given a set S CR", we call linear hull of S the set containing all
linear combinations of the elements of S.
Moreover, we indicate the linear hull of S with lin(5).

Definition 15. Given x1,...,z,,, C R"™, we say that x1, ...,z are linearly depen-
dent if there exist aq,...,a, € R that are not all zero and such that

m

Z ;T = 0.

=1
Otherwise, x1,...,ZT,m are said to be linearly independent.

Moreover, a set S C R" is said to be linearly dependent if there exists a finite
set of elements in S that are linearly dependent. Otherwise, S is said to be linearly
independent.

Now, we introduce the concepts of rank and basis of a set.

Definition 16. Given S C R"™, the rank of S as the mazximum number of linearly
independent vectors contained in S. We indicate the rank of S with rk(95).

Definition 17. Let W be a vector subspace of R™. A basis of W is a linearly
independent set B C W, such that every element of W can be expressed as a linear
combination of the elements of B.
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The following properties hold.
Theorem 19. Let W be a vector subspace of R"™. Then,
e there exists a basis of W;

e if B is a basis of W, then every element of W can be univocally expressed as
a linear combination of the elements of B;

e all bases of W have the same cardinality.
Now, we can give the following definition of dimension of a vector subspace.

Definition 18. Let W be a vector subspace of R™ and let B be a basis of W. Then,
the cardinality of B is called dimension of W.

In particular, we say that a vector subspace W has finite dimension if its di-
mension is finite, otherwise we say that W has infinite dimension. The vector space
R"™ has finite dimension, which is equal to n.

Now, we introduce the notions of rank and basis of a matrix.

Definition 19. Given A € R™*™  the rank of A is the maximum number of linearly
independent column vectors of A. We indicate the rank of A with rk(A).

It can be proved that the maximum number of linearly independent column
vectors of a real matrix A is equal to the maximum number of linearly independent
row vectors of A.

It follows that, for every matrix A € R™*" we have rk(A) < min{m,n}. In
particular, if rk(A) = min{m,n}, then A is said to have full rank, otherwise it is
said to be rank deficient.

From known results, we have that a square matrix A € R™" has full rank if
and only if there exists a matrix B € R™"*™ such that AB = BA = I. In this case,
the matrix A is said to be non-singular (or invertible), the matrix B is said to be
the inverse of A and it is usually indicated by A~!. Conversely, if a square matrix
A € R™ ™ ig rank deficient, then A is said to be singular (or non-invertible).

In the following result, we provide a well-known sufficient and necessary condi-
tion to ensure that the column vectors of a real matrix are linearly independent.

Theorem 20. Given A € R™*™ the column vectors of A are linearly independent
(that is, tk(A) = n) if and only if

Ar =0 = 2 =0.

We can also state the following necessary and sufficient condition to guarantee
the existence of solutions of a linear system of equations.

Theorem 21. Given A € R™*™ and a vector b € R™, then there exists v € R™ such
that Ax = b if and only if

rk(A) = k(][4 b)),

If such a vector x exists, it is unique if and only if rk(A) = n.
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Now, we recall the definition of norm of a vector, which is usually employed to
measure the “length” of a vector.

Definition 20. A function |-||: R™ — R is a norm if
e ||lz|]| >0, VzeR";

[zl =0 < 2 =0;

Iz +yll < =l + llyll, Ve,y € R";

laz| = |af||z]|, VzeR™ aeR.

In R", we define the £,-norm as:

n N\
]l = (lelp> , p=L
=1

It can be shown that, for all 1 < p < oo, the functions ||-||,, fulfill all the points
of Definition 20l

In particular, when p = 2 we have the Fuclidean norm. The space R" equipped
with the Fuclidean norm is called Fuclidean space. Moreover, the Euclidean norm
satisfies the Cauchy-Schwarz inequality:

2yl < llzlollylla, Yo,y € R™

We indicate the Euclidean norm also with ||| (thus omitting the subscript).
When p = oo, we have the supremum norm (or sup-norm, or Chebyshev norm):

x| = max {|z;|}.

il = max {Jail}
Sometimes, authors also define the lp-norm as the number of non-zero entries of

a vector x € R™, that is

|z, = card{i € {1,...,n}: z; # 0}. (A1)

Actually, this function is not a norm (because it does not satisfy the last point
of Definition and, rigorously, this terminology should be avoided (for instance,
some authors put the word norm between quotation marks). Nevertheless, this
notation is commonly used, especially in computer sciences, machine learning and
signal processing. Keeping this in mind, in Chapter [f] we address problems in
which must be minimized and, with an abuse of terminology, we refer to
as lp-norm.

Now, we recall the definition of metric, which is usually employed to measure
the distance between two vectors.

Definition 21. A function d: R™ x R™ — R is a metric (or distance function) if
e d(z,y) >0, Vz,yecR";

e d(z,y) =01 =1y;
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o d(z,y) <d(z,2) +d(z,y), Vo,y,z€R";
o d(z,y) =d(y,xz), Vr,yecR™

From the above definitions, it follows that the norm can be used to define a
metric on R" by setting

d(z,y) = ||z =yl

Now, we recall some useful properties of real matrices. Similarly as for vectors,
it is possible to define the norm of a matrix as follows.

Definition 22. A function ||-||: R™*™ — R is a norm if
e ||A] >0, VAeR™";
e |A|=0< A=0;
. A+ Bl <|lA| + IBl, VA,BeR™"
e |aA] = |al||4l, YAeR™" aeR.
Some widely used matrix norms are the Frobenius norm, defined as
1
m n 2
e = (£34)
i=1j=1
and those induced by a vector norm:

| Az,

z€R™, £#£0 H‘T’.Hp ’

1All, =

All the above norms also satisfy the consistency property
|AB|| < [|A[[|B]l, VAeR™" BeR"™M.

Now, we focus on square matrices and we report the definition of eigenvalue and
eigenvector.

Definition 23. Given a square matric A € R™" a scalar X\ is said to be an
eigenvalue of A if there exists a vector u € R™, u # 0, such that

AN = du.
Moreover, u is called eigenvector of A.
For symmetric real matrices, the following result holds.

Theorem 22. Let A € R™ "™ be a symmetric matrix. Then, there exist n real
eigenvalues of A. Moreover, there exist n orthonormal eigenvectors of A, that is,
there exist uqy,...,u, € R™ that are eigenvectors of A and satisfy

wluj =0, i,5=1,...,n, i ]j,

|lui|| =1, i=1,...,n.
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Now, we can give the following definitions.
Definition 24. Given a square matrix A € R™ ™, we say that

A is positive definite if dT Ad > 0 for all d € R", d # 0, or equivalently, if all
its eigenvalues are positive. We indicate that A is positive definite by A > 0.

e A is positive semidefinite if d* Ad > 0 for all d € R™, or equivalently, if all
its eigenvalues are monnegative. We indicate that A is positive semidefinite
by A = 0.

e A is negative definite if d' Ad < 0 for alld € R™, d # 0, or equivalently, if all
its eigenvalues are negative. We indicate that A is negative definite by A < 0.

e A is negative semidefinite if d' Ad < 0 for all d € R", or equivalently, if all
its eigenvalues are nonpositive. We indicate that A is negative semidefinite by

A=0.

Moreover, indicating with A, and Aj; the smallest and largest eigenvalue of
A € R™™ ™ respectively, we have

. 2T Ax 2T Ax
= min — = max —_—a .
sk, a0 [|z]2 M7 ek a0 |22

It can also be shown that a square matrix is non-singular if and only it all its
eigenvalues are non-zero. It follows that both positive definite matrices and negative
definite matrices are non-singular.

Now, we recall some properties of a sequence of vectors in R™. A sequence of vec-
tors in R™ is usually indicated by {z*} and it can be defined as a countably infinite
ordered set, where every element is a vector of R” which is univocally associated to
a nonnegative integer k (referred to as indez).

First, we report the definition of limit of a sequence, that is useful to study the
behavior of the sequence when the index k becomes infinitely large.

Definition 25. Given a sequence {z*} C R™, we say that

e {zF} is convergent if there exists a finite value * € R™ such that, for every
scalar € > 0, there exists an index k satisfying ||v% — 2*|| < € for all k > k.

In this case, we say that {x*} converges to x*, or equivalently, that {z*} has

limit x*, and we write
lim zF = 2*.
k—o0

o {xF} is divergent if it is not convergent.

Moreover, if {x*} is a sequence of scalars, we can distinguish three further
cases:

— if, for every M > 0, there exists an index k such that x* > M, then we

write

lim 2"

k—o0
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— if, for every M > 0, there exists an index k such that ¥ < —M, then we
write
lim z* = —oo;
k—o00

— otherwise, the sequence is said to be oscillating.

From known results, we have that if the limit of a sequence {z*} C R™ exists,
then it is unique.

Given a sequence {z*} C R", we indicate with {z¥}x a subsequence of {z*},
where K C {0,1,...} is an infinite index subset.

Now, we report the definition of limit point.

Definition 26. Given a sequence {x*} C R™, we say that x* is a limit point (or
equivalently, an accumulation point) of {x*} if there exists a subsequence of {x*}
converging to x*.

From known results, we also have that if {z*} converges to x*, then every
subsequence of {*} converges to z*.
Now, we give the definition of bounded and unbounded sequence.

Definition 27. Given a sequence {z*} C R", we say that
e {2¥} is bounded if there exists M > 0 such that ||z*|| < M for all k;

e {2F} is unbounded if, for every M > 0, there exists an index k such that
k

It can be shown that every convergent sequence in R” is bounded. Furthermore,
from Bolzano-Weierstrass theorem, we have that every bounded sequence {xk} CR"
has limit points.

Considering a sequence of scalars, we can also give the following definition of
momnotonicity.

Definition 28. Given a sequence {x*} C R, we say that

e {2F} is monotonically decreasing (respectively non-increasing) if zFT1 < ¥
(respectively, £*1 < x¥) for all k,

e {2F} is monotonically increasing (respectively non-decreasing) if zFT1 > ¥
(respectively, £*t1 > xF) for all k,

e {2F} is bounded from belove if there exists M € R such that * > M for all k,
e {2¥} is bounded from above if there exists M € R such that ¥ < M for all k.

It can also be shown that, if a sequence of scalars {a*} is monotonically non-
increasing (respectively non-decreasing) and bounded from below (respectively from
above), then {a*} converges.

Now, we focus on the properties of sets in R™. We first report the following
definitions.

Definition 29. Given a set S CR", we say that



124 A. Fundamental notions

e x € 5 is an interior point of S if there exists p > 0 such that

{yeR": ||z —y|| < p} CS;

o © € R" is a closure point of S if

{yeR": [z -yl <ptnS#0, VYp>0.

Definition 30. Given a set S C R",
e the interior of S is the set containing all interior points of S;
o the closure of S is the set containing all closure points of S;
o the boundary of S is the closure of S without the interior of S;
o = € R"” is a boundary point of S if x belongs to the boundary of S;
o S is closed if it coincides with its closure;
e S is open if R™\ S is closed;
e S is bounded if there exists M > 0 such that ||z| < M for all z € S;
o S is unbounded if, for every M > 0, there exists xpr € S such that ||x || > M;
o S is compact if it is closed and bounded.

Moreover, we define the relative interior of a set S C R™ as the interior of S
within the linear hull of S and we indicate it with relint(.S). Namely,

relint(S) = {z € S: 3p > 0,B(z,p) Nlin (S5) C S}.

We can also give a characterization of closed, bounded and compact sets by
analyzing the behaviour of specific sequences, as shown in the next proposition.

Proposition 21. Given a set S C R"™, we have that

e S is closed if and only if, for every sequence {x*} C S that has limit points,
every limit point of {x*} belongs to S;

e S is bounded if and only if every sequence {x*} C S has limit points (possibly
not belonging to S);

e S is compact if and only if every sequence {x*} C S has limit points and every
limit point of {x*} belongs to S.

Now, we provide the following definitions of half-space, hyperplane, polyhedron,
vertex and polytope.

Definition 31. Given a € R", a #0, and b € R, we say that

e {r€R": a’x —b>0} is a closed half-space,
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e {x €R": a"x — b > 0} is an open half-space,
e {x €R": a"x — b =0} is a hyperplane.

Definition 32. A polyhedron P C R™ is a set given by the intersection of a finite
number of closed half-spaces and hyperplanes.

Definition 33. Given a polyhedron P C R", we say that x € R" is a vertex of P if
there do not exist x1,x9 € R", x1 # xa, such that v = Ax1 + (1 — XN)zo, A € (0,1).

Definition 34. A polytope is a bounded polyhedron.

Now, we focus on functions, recalling some concepts that are useful for our
purposes.

For the sake of simplicity, we will only consider functions whose domain is R™
(or R), but the following definitions can be properly adapted to the case in which
the domain is a subset of R” (or R).

In the following, we will also distinguish between univariate (i.e., the domain
is R) and multivariate (i.e., the domain is R™) functions and between real-valued
(i.e., the codomain is R) and vector-valued (i.e., the codomain is R™) functions.
When convenient, the different cases will be considered separately. Anyway, we
recall that a vector-valued function f: R™ — R™ can be represented as a vector of

T
m functions, namely, f(z) = [fl(a:) fm(x)} .
We start by providing the following definitions for a real-valued function.

Definition 35. Given a function f: R"™ — R, we say that

e f is affine if there exist ag, a1, ...,a, € R such that

n
f@)=a0+ ) oz, Vo eR™
=1

f is linear if there exist a1, ..., an € R such that

f(z) = Zaixi, Vr € R"™;
=1

f is bounded if there exists M > 0 such that

If(@) <M, VzeR"

f is bounded from belove if there exists M € R such that

f(x) > M, VzeR"

f is bounded from above if there exists M € R such that

flz) <M, VzeR"
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For what concerns vector-valued functions f: R” — R™, we say that f is affine,
linear, or bounded, if each f;, i = 1,...,m, is affine, linear, or bounded, respectively.

Now, we focus on the limit of a function. First, we need to give the definition
of neighborhood.

Definition 36. Given a point x € R™ and a scalar p > 0, we indicate with B(x, p)
the (open) neighborhood of x with radius p, (also called (open) ball centered at x
with radius p), defined as

B(z,p) ={y € R": [z —y| < p}.

We can also extend the notion of neighborhood to the set R by defining the
neighborhoods of —oco and +oo as follows:

e a neighborhood of —cc is any interval [—oo, a), with a € R\ {—o0},
o a neighborhood of +occ is any interval (b, +o0], with b € R\ {+00}.

Now, we introduce the notion of limit for a multivariate real-valued function
f(x). First, we consider the case in which = approaches a finite point z* € R™.

Definition 37. Given a function f: R* — R, a point z* € R" and ¢ € R, we write

ILm* flx) =4, or equivalently, f(x)— L for x — x*,
if, for every neighborhood V of £, there exists a neighborhood U of x* such that
f(x)eV forallz eU.

Moreover, if £ € R, then we say that f has (finite) limit £ as x approaches x*.

Now, we introduce the concept of limit for ||z| — 400, in order to describe the
behaviour of a function when [|z| becomes infinitely large.

Definition 38. Given a function f: R® — R and { € R, we write

| Hlim f(z)=4¢, or equivalently, f(zx)— ¢ for | x| — +oo,

x||—+o00

if, for every neighborhood V of £, there exists M > 0 such that f(x) € V for all
x € R"™ satisfying ||z| > M.

For what concerns vector-valued functions f: R" — R™, the calculation of the
limits of f boils down to computing the limits of the real-valued functions f1, ..., fm.
Namely, the limit of f can be taken component-wise.

Now, we recall the definitions of continuity, Lipschitz continuity and uniform
continuity (we only consider multivariate vector-valued functions to provide general
definitions).

Definition 39. Given a function f: R™ — R™ and a point x € R", we say that f
s continuous at x if

lim f(y) = f(z).

Yy—x

Moreover, we say that f is continuous on S C R™ if f is continuous at every
point x € S. We indicate that f is continuous on S C R™ with f € C(S).
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Definition 40. Given a function f: R™ — R™, we say that f is Lipschitz contin-
uous on S C R™ if there exists a constant L > 0 (called Lipschitz constant) such
that

| f(z) = fy|l < Ll|lz —vyl|l, Vz,yes.

Definition 41. Given a function f: R™ — R™, we say that f is uniformly contin-
uwous on S C R™ if, for every e > 0, there exists p > 0 such that

1f(z) = fy)ll <e Va,yeS:|z—y| <p.

Given a function f: R™ — R™ and a set S C R", it is straightforward to verify
that

e if f is Lipschitz continuous on S, then f is uniformly continuous on .S
e if f is uniformly continuous on S, then f is continuous on S.

Moreover, from Heine-Cantor theorem, we have that if a function f: R™ — R™
is continuous on a compact set S C R", then f is uniformly continuous on S.

For real-valued functions, we can also provide the definition of lower semiconti-
nuity and upper semicontinuity.

Definition 42. Given a function f: R®™ — R and a point x € R", we say that

o f is lower semicontinuous at x if, for every e > 0, there exists p > 0 such that
f(y) > f($) — € fOT’ all Yy e B(.’L‘,p),

e [ is upper semicontinuous at x if, for every € > 0, there exists p > 0 such that
J(y) < f(z) + € for ally € Bl p).

Moreover, we say that f is lower semicontinuous (respectively, upper semicontin-
uous) on S CR™ if f is lower semicontinuous (respectively, upper semicontinuous)
at every point x € S.

It is straightforward to verify that, if a function f: R™ — R is continuous at z,
then f is both lower semicontinuous and upper semicontinuous at x.

Now, we provide a fundamental result of non-linear programming, that is, the
Weierstrass theorem. It states some sufficient conditions to guarantee that a func-
tion attains a minimizer on a subset of R™.

Theorem 23 (Weierstrass theorem). Let S C R™ be a non-empty compact set and
let f: R™ — R be a continuous function on S. Then, there exists x* € S such that

fl@*) < f(x), Vxes.

Actually, the hypotheses of the above theorem can be relaxed. In particular,
it can be shown that if f: R” — R is lower semicontinuous (respectively, upper
semicontinuous) on a non-empty compact set S C R™, then there exists z* € S such
that f(z*) < f(x) (respectively, f(z*) > f(z)) for all x € S.
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A.1.3 Differentiability and integrability

In this subsection, we review the concepts of differential calculus and integral cal-
culus that are needed in this thesis.

We only focus on functions whose domain is R™ (or R), since it is sufficient for
our purposes. For functions defined on subsets of R™ (or R), the definitions we
provide here need to be suitably adapted.

First, we consider univariate real-valued functions, then we extend our analysis
to the other cases. We start by recalling the definition of derivative and differen-
tiability.

Definition 43. Given a function f: R — R and a point x € R, if

iy 1@ +8) = (@)
6—0 )

exists and is finite, then

o the above limit is called derivative of f at x and it is indicated with

d
J;(;), or equivalently, f/(l’);

e f is said to be differentiable at x.

If f is differentiable at every point of a set S C R, then we say that f is
differentiable on S.

Moreover, the differentiability of a function implies its continuity, as formalized
in the next theorem.

Theorem 24. Given a function f: R — R, if f is differentiable at x € R, then f
s continuous at x.

One of the most important properties that follow from the differentiability of
an univariate function f is the possibility to approximate f in a neighborhood of a
given point by a linear function. In particular, the next result holds.

Theorem 25. Given a function f: R — R, if f is differentiable ot x € R, then
flx+d) = f(z) + fl(z)d+w(d), VdeR,
where w: R — R is a function such that

lim w = 0.
u—0 U
Moreover, we can compute the derivative of a composite function by the chain
rule. In particular, given ¢: R — R and g: R — R, assume that f(z) = ¢(g(x)).
Let z € R, if g is differentiable at z and ¢ is differentiable at ¢(z), then f is
differentiable at x and
f1(@) = ¢'(9(2)) g'(2).
By considering the derivative of a function as a function itself, we can also
define higher order derivatives. In particular, we define the second-order derivative
as follows.
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Definition 44. Given a function f: R — R and a point x € R, if f is differentiable
on an open set containing x and

i £/ @ +0) = 1'(a)
0—0 )

exists and is finite, then
e the above limit is called second-order derivative of f at x and it is indicated with

& f(z)

g2 T equivalently,  f"(z);
x

e f is said to be twice differentiable at x.

If f is twice differentiable at every point of a set S C R, then we say that f is
twice differentiable on S.

The following result points out how second-order derivatives can be used to
approximate a function in the neighborhood of a given point with a second-order
polynomial.

Theorem 26. Given a function f: R — R, if f is twice differentiable at x € R,
then

flotd) = (@) + @)+ 5 /@) +wl(d), VdER,

where w: R = R is a function such that

Now, we can give the definition of continuous differentiability.

Definition 45. Given a function f: R — R and a set S C R, if f'(z) exists and
is continuous at every x € S, then f is said to be continuously differentiable on S.
We indicate that f is continuous differentiable on S with f € C1(S).

Definition 46. Given a function f: R — R and a set S C R, if f"(x) exists and
is continuous at every x € S, then f is said to be twice continuously differentiable
on S. We indicate that f is twice continuous differentiable on S with f € C%(S).

Now, we introduce some concepts on integral calculus. First, we need the fol-
lowing definitions.

Definition 47. Given a non-empty interval [a,b] C R, we say that the finite set
D ={xz1,...,z4} C[a,b] is a partition of [a,b] if a =20 < x1 <...<x4=0.

Definition 48. Given a limited function f: R — R, a non-empty interval [a,b] C R
and a partition D = {z1,...,z4} of [a,b], we say that

q
e s(D,f)= Z(zl — mi—1) Inf{ f(xi_1), f(x;)} is the lower sum of f with respect

=1
to D;
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q

e S(D,f) = Z(xz — 1) sup{ f(zi—1), f(xi)} is the upper sum of f with re-
i=1
spect to D.
Now, we can give the definition of Riemann integral.

Definition 49. Given a limited function f: R — R and a non-empty interval
[a,b] C R, if

sup{s(D, f): D is a partition of [a,b] } = inf{S(D, f): D is a partition of [a,b] },
then

o the above value is called Riemann integral of f in [a,b] and it is indicated with

fﬂ$%

e f is said to be Riemann integrable in |a,b],
e f(z) is called integrand function.

Given a function f: R — R, an interval [a,b] C R and a scalar ¢ € [a,b], if f is
Riemann integrable on [a, b], then we define the integral function of f with respect
to c as

F.(z) :/ f(s)ds, Vx € [a,b].
Now, we can state the fundamental theorem of calculus.

Theorem 27 (Fundamental theorem of calculus). Given a function f: R — R, an
interval [a,b] C R and a scalar ¢ € [a,b], let us assume that f is Riemann integrable
x
on [a,b]. If f € C([a,b]), then the function F.(zx) :/ f(s)ds is differentiable on
[a,b] and ‘
Fl(z) = f(x), Vz € la,b].
Given a function f: R — R, we say that the function F': R — R is an antideriva-
tive (or a primitive function) of f if F'(z) = f(z) for all x € R.
From the fundamental theorem of calculus, it follows that every continuous

function f has an antiderivative F'. Moreover, if such an F' exists, then it is unique
up to a constant. We denote an antiderivative of the function f (if any) with the

symbol /f(s) ds.
Another consequence of the above theorem is that, if f € C([a,b]), then

[ 7651 ds = F )~ o),

where F' is an antiderivative of f.
A known property of Riemann integral is that, if f is Riemann integrable on

[ syas| < [s)1as.

Now, we are ready to state the following properties.

[a, b], then
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Theorem 28 (Mean value theorem). Let the function f: R — R be differentiable
at x. Then, for every d € R, we have

f@+d) = f(z)+ /1 (e + sd)d ds,
0
or equivalently,
f@+d) = f(z) + f'(2)d,
where z = x +&d, £ € (0,1).

Theorem 29 (Second-order mean value theorem). Let the function f: R — R be
twice differentiable at x. Then, for every d € R, we have

Flatd) = 1)+ F@d+ [ (1= 0"+ s ds,
or equivalently,
flat+d) = f@) + @)+ 3" (),
where z =z +£&d, £ € (0,1).

Now, we consider multivariate and vector-valued functions and we extend the
concept of differentiability. First, we give the definition of partial derivative, direc-
tional derivative, gradient, Jacobian matrixz and Hessian matriz.

Definition 50. Given a function f: R™ — R and a point x € R", if
St ber) — (a)

6—0 1)

exists and is finite for an index i € {1,...,n}, then the above limit is called i-th
partial derivative of f at x and it is indicated with

of(x)
8:& '
Definition 51. Given a function f: R® — R, a point x € R™ and a vectord € R™, if

o £@+3d) — (@)
6—0 )

exists and is finite, then the above limit is called directional derivative of f at x
along d.

exists

0f (x)
0

N
and is finite for every i = 1,...,n, then the gradient of f at x is deﬁneZd as the
n-column vector

Definition 52. Given a function f: R® - R and a point x € R", if
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Moreover, we indicate with V;f(x) the i-th component of V f(z), that is,

0f(x)
Vi = :
Hw) =5
s . e om m . n o Ofi(z)
Definition 53. Given a function f: R® — R™ and a point x € R", if 3 exists
.
and is finite for everyi=1,...,m, j =1,...,n, then the Jacobian matrix of f at
x is defined as the (m x n)-matrix
[ 0f1(x) of1(z) 0fi(x) T
ox1 0x2 T O0Tn
Ofa(x) Ofa(x) 9f2(x)
Oox1 Oxo te Oxn
Jf(x) =
Ofm(z) Ofm () Ofm(z)
L Oz Oxa T orn |
Moreover, we indicate with J; jf(x) the element of J f(x) in position (i, j), that is,
ofi(x)
0 0
Definition 54. Given a function f: R™ — R and a point x € R™, if — f@) _
633]‘ 3%1
’flx) o - , .
200 exists and is finite for every i,j7 = 1,...,n, then the Hessian matriz of f at
;0T
x is defined as the (n X n)-matriz
[ 0%f(x) 9 f(x) 9 f(x)
8:):% Ox10x2 e 0x10xn
> f(x) 9 f(x) 9 f(x)
dr20x1 ox32 e Ox20zn
Vi (x) =
9 f(x) 0 f(x) 8 f(x)
Oxn Oz Oxn 02 T ox2

Moreover, we indicate with ijf(x) the element of V2 f(x) in position (i, j), that is,

2 _ & f(x)

Now, we introduce the notion of differentiability in the sense of Fréchet, that
enable us to approximate a multivariate function in the neighborhood of a given

point with a linear function.
We first provide the definition of Fréchet differentiability for a multivariate real-

valued function.
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Definition 55. Given a function f: R™ — R and a point x € R"™, we say that f is
Fréchet differentiable at x if there exists g € R™ such that

fx+d) = f(z)+glz+w(d]), VdeR",
where w: R — R is a function such that

lim M =0.
u—0 U

Moreover, if f is Fréchet differentiable at x, then g is called Fréchet derivative

of f at x.

If f is Fréchet differentiable at every point of a set S C R, then we say that f
is Fréchet differentiable on S.
Moreover, the following result holds.

Theorem 30. Given a function f: R™ — R and a point x € R™, if f is Fréchet
differentiable at x, then

e f is continuous at x,
e Vf(z) coincides with the Fréchet derivative of f at x,

o for every d € R"™, the directional derivative of f at x along d exists and is
equal to V f(z)7d.

We can also extend the chain rule to the multivariate case. In particular, given
¢: R — Rand g: R" — R, assume that f(z) = ¢(g(z)). Let & € R™, if there exists
Vg(z) and ¢ is differentiable at g(x), then f is Fréchet differentiable at z and

V(@) =¢'(9(z)) V().

Now, we give the definition of Fréchet differentiability for a vector-valued mul-
tivariate function.

Definition 56. Given a function f: R™ — R™ and a point x € R™, we say that f
is Fréchet differentiable at x if there exists M € R™*™ such that

fla+d) = f(z) + Md+w(|d]]), ¥deR",

where w: R — R is a function such that

lim M =0.
u—0 U
Moreover, if f is Fréchet differentiable at x, then M is called Fréchet derivative

of f at x.

If f: R® — R™ is Fréchet differentiable at every point of a set S C R, then we
say that f is Fréchet differentiable on S.
Moreover, the following result holds.
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Theorem 31. Given a function f: R®™ — R™ and a point x € R", if f is Fréchet
differentiable at x, then

e f is continuous at x,
e Jf(x) coincides with the Fréchet derivative of f at x.

Furthermore, we have that a function f: R™ — R"™ is Fréchet differentiable at
xz € R if and only if f1,..., fi, are Fréchet differentiable at «.

We can also extend the chain rule to the vector-valued case. In particular, given
¢: RP — R™ and ¢g: R™ — RP, assume that f(z) = ¢(g(z)). Let x € R”, if g is
Fréchet differentiable at z and ¢ is Fréchet differentiable at g(x), then f is Fréchet
differentiable at z and

Jf(x) = Jp(g(z)) Jg(T).

Considering the Fréchet derivative as a function itself, it is also possible to
define higher order Fréchet derivatives. In particular, we report the definition of
the second-order Fréchet derivative for a multivariate real-valued function.

Definition 57. Given a function f: R™ — R and a point x € R™, we say that f is
twice Fréchet differentiable at x if f if Fréchet differentiable on an open neighborhood
of x and V f is Fréchet differentiable at x.

We can state the following result.

Theorem 32. Given a function f: R™ — R and a point x € R", if f is twice
Fréchet differentiable at z, then

o V2f(x) is symmetric,
e V2f(z) coincides with the second-order Fréchet derivative of f at x,

e fx+d) = f(z)+Vf(x)Td+ %dTVQf(m)d +w(||dll), for all d € R™, where
w(u)

> =0.

w: R = R is a function such that lim
u—0 U

While in the univariate case the differentiability of a function is guaranteed by
the existence of the derivate of the function, in the multivariate case a function may
not be Fréchet differentiable even if all its partial derivatives exist.

Moreover, even if the directional derivatives of a function f at a given point x
exist along every direction d, the function may not be Fréchet differentiable at x.

Anyway, if all partial derivatives of a function f exist and are continuous, then
it can be proved that f is Fréchet differentiable.

Before formalizing this result, we need to give the following definitions.

Definition 58. Given a function f: R"™ — R and a set S C R"™, if Vf(z) exists
and is continuous at every x € S, then f is said to be continuously differentiable on
S. We indicate that f is continuous differentiable on S with f € C*(S).

Definition 59. Given a function f: R™ — R™ and a set S CR", if VJ f(x) exists
and is continuous at every x € S, then f is said to be continuously differentiable on
S. We indicate that f is continuous differentiable on S with f € C*(S).
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Definition 60. Given a function f: R™ — R and a set S C R", if V2 f(z) exists and
is continuous at every x € S, then f is said to be twice continuously differentiable
on S. We indicate that f is twice continuous differentiable on S with f € C2%(S).

Now, we can report the following results.

Theorem 33. Given a function f: R"™ — R and a point x € R", if there exists
p >0 such that f € CY(B(x,p)), then f is Fréchet differentiable at x.

Theorem 34. Given a function f: R™ — R™ and a point x € R™, if there exists
p > 0 such that f € C*(B(z,p)), then f is Fréchet differentiable at x.

Theorem 35. Given a function f: R"™ — R and a point x € R"™, if there exists
p > 0 such that f € C*(B(x,p)), then f is twice Fréchet differentiable at x.

Moreover, continuous differentiability of a function on a compact set implies
Lipschitz-continuity of the function on that set, as formalized in the following the-
orem.

Theorem 36. Given a function f: R"™ — R™ and a compact set S C R™, if f is
continuously differentiable on S, then f is Lipschitz continuous on S.

It is also possible to extend the mean value theorems to multivariate and vector-
valued functions.

Theorem 37 (Mean value theorem for a multivariate real-valued function). Let
the function f: R™ — R be Fréchet differentiable at x. Then, for every d € R™, we
have

1
flz+d) = f(x) +/0 Vf(z+ sd)ld ds,

or equivalently,

flo+d) = f(2)+ VI()"d,
where z = x +&d, £ € (0,1).

Before reporting the mean value theorem for a function f: R™ — R™, we need
to suitably extend the Riemann integral to the vector-valued case.

Definition 61. Given a function f:R™ — R™ and a non-empty interval [a,b], if
every fi, i =1,...,m, is Riemann integrable in [a,b], then f is said to be Riemann
integrable in [a,b] and we define the Riemann integral of f in [a,b] as

/:f(S)dSZ[/abﬁ(S)ds /abfm(s)ds

It can also be shown that, if the function f: R” — R™ is Riemann integrable in

[ syas| < [ as.

Now, we can state the following result.

T

the interval [a, b], then
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Theorem 38 (Mean value theorem for a multivariate vector-valued function). Let
f: R™ = R™ be Fréchet differentiable at x. Then, for every d € R™, we have

1
flz+d) :f(as)+/0 Jf(x + sd)d ds.

Now, we report the second-order mean value theorem for a multivariate real-
valued function.

Theorem 39 (Second-order mean value theorem for a multivariate real-valued
function). Let f: R™ — R be twice Fréchet differentiable at x. Then, for every
d € R", we have

fa+d) = f@)+ Vi) Td+ /01(1 ~ ATV f(x + sd)d ds,
or equivalently,
flx+d) = f(z)+ Vfx)'d+ %dTVQ f(2)d,
where z = x + €d, € € (0, 1).

A.1.4 Convexity and concavity

We conclude this appendix by reporting the definitions and the fundamental prop-
erties of convexity and concavity.
First, we provide the definition of convex set.

Definition 62. A set S CR" is said to be convex if, for all x1,22 € S,
Az + (1=Nze €S, VAe[0,1].

Now, we can define the convex combination and the convexr hull of a set of
vectors in R™.

Definition 63. Given x1,...,x, C R", we say that z € R™ is a convex combination
of t1,...,xm C R™ if there exist ay,...,a, € R such that

m
T = Zaixi,
=1

m
Zai = 1,
=1

OéZZO

Definition 64. Given a set S C R"™, we call convex hull of S the set containing all
convex combinations of the elements of S.
Moreover, we indicate the convex hull of S with conv(S).

The following properties hold:

e the intersection of two convex sets is a convex set,
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e aset S C R"is convex if and only if every convex combination of the element
of S belong to S,

e the convex hull of a set S C R™ is a convex set containing S,

o the convex hull of a set S C R" is the intersection of all the convex sets
containing S.

Now, we provide the following definitions of convex and concave functions.
Definition 65. Let S C R" be a convex set. A function f: R™ — R is said to be

e convex on S if, for all x1,29 € S,

Oz + (1= XNxo) < Awp + (1 — N)zg, VA€ [0,1];

o strictly convex on S if, for all x1 # x93 € S,

fOAz1+ (1= Nz2) < Azp + (1 = N)zg, VA€ (0,1);
o p-strongly convex on S if there exists > 0 such that, for all x1,20 € S,
1
fAzi+(1=N)z) < Af($1)+(1—k)f($2)—§u)\(1—)\)llfv1—$2||2, VA €10, 1].

Definition 66. Let S CR" be a conver set. A function f: R™ — R is said to be

e concave on S if, for all x1,20 € S,

FAz1 + (1= Nz2) > Azp + (1 — Nz, VA €]0,1].

e strictly concave on S if, for all x1 # x5 € S,

fOz1+ (1= XNzx2) > Azy + (1 — N)zg, VA€ (0,1);
o pu-strongly concave on S if there exists > 0 such that, for all x1,x9 € S,

fAz1+(1-A)z2) > >\f(l’1)+(1—>\)f(x2)+%u>\(1—>\)||331—$2||27 VA € [0,1].

It is straightforward to verify that a function f is convex (respectively, concave)
if and only if g(z) = — f(z) is concave (respectively, convex).

Moreover, from the above definitions, it is easy to see that, if a function f is
strongly convex (respectively, strongly concave), then f is strictly convex (respec-
tively, strictly concave); and if f is strictly convex (respectively, strictly concave),
then f is convex (respectively, concave).

The following result holds.

Proposition 22. Given f: R™ — R and an open convex set S C R"™, let us assume
that f is convex or concave on S. We have that

e fEC(9),
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e if all partial derivatives of f on S exist, then f € C1(S).
Moreover, we can give the following characterizations of convexity and concavity.

Proposition 23. Given f: R" — R, let us assume that S C R" is an open
convezr set.

o If f is Fréchet differentiable on S, then
— [ is convex on S if and only if
flx2) 2 f(21) + Vf(e1) (22 —21), Vai,22 € 5;
— f s strictly convex on S if and only if
flaz) > fx1) + Vf(z) (w2 — 21), Va1 #32€S;
— [ is p-strongly convex on S if and only if there exists p > 0 such that
flxa) > f(z1) + V(@) (w2 — 21) + %MH@ — 2% Vai,as €S
— f is concave on S if and only if
flas) < f(z1) + Vf(z)) (w2 — 1), Vai,z0 € S;
— f s strictly concave on S if and only if
flz2) < f(z1) + V(1) (22 —21), Var #x9 € S;

— f is p-strongly concave on S if and only if there exists y > 0 such that

Fle2) < fler) + V) (@2 = ) = gulles = w1, Vi €8,
o If f is twice Fréchet differentiable on S, then
— f is convex on S if and only if
V2f(z) =0, Vzes;
— [ is strictly convex on S if
V2if(z) =0, VYzeSs;
— [ is p-strongly convex on S if and only if there exists p > 0 such that
V2if(z)—pul =0, VYzeS;
— [ is concave on S if and only if
V2f(x) <0, VzesS;
— [ is strictly concave on S if
V3if(z) <0, Vzes,;
— [ is p-strongly concave on S if and only if there exists p > 0 such that
V2f(x) +pl <0, Vzes.
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A.2 Basics of continuous optimization

In this section, we recall some fundamental concepts of continuous optimization. In
particular, in Subsection we provide basic definitions, in Subsection we
focus on the conditions that guarantee the existence of optimal solutions and on

stationarity and, finally, in Subsection we are concerned with the projection
operator onto a closed convex set.

A.2.1 Definitions

In continuous optimization, the variables space is R™. Namely, we are concerned

with the following optimization problem:
min f(z)
* (A.2)
r e F CR™

We provide the following definitions.
o fis called objective function.
o F is called feasible set (or feasible region).
e Every point x € F is called feasible solution.
e The problem is said to be unconstrained if
F=X.
Otherwise, the problem is said to be constrained.
e The problem is said to be feasible if
F #0.
Otherwise, the problem is said to be infeasible.

e The problem is said to be unbounded if, for every M > 0, there exists a point
x € F such that f(z) < —M.

e A point 2* € F such that
@) < fz), VoelF,

is said to be a global optimal solution and the value f(x*) is called optimum
value. Moreover, z* is said to be a strict global optimal solution if

f(z*) < f(z), VYxelF.

e A point z* € F is said to be a local optimal solution if there exists p > 0 such
that
f(a*) < f(z), Vo€ FABa*p).

Moreover, x* is said to be a strict local optimal solution if

f(z®) < f(x), Yaxe FnB(*,p).
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e Given a € R, every non-empty set defined as
Lla)={z e F: f(x) <a}
is called level set.

Usually, the feasible region F is defined by a set of inequality and equality
constraints. Namely,

F={zeR": gi(x)<0,i=1,...,m, hj(x)=0,j=1,...,p},

where g;: R" - R,i=1,...,m,and hj: R" = R, j=1,...,p.
Given a point x € R™, we say that a constraint g;, ¢ = 1,...,m, is active at x if

gi(x) = 0.

A.2.2 Existence of optimal solutions and their characterization

In this subsection, we first analyze some conditions that ensure the existence of
optimal solutions for problem and then we provide some characterizations of
optimality, introducing the concept of stationarity.

A first condition that guarantees the existence of optimal solutions of is
the Weierstrass theorem (see Theorem . By exploiting that result, it is possible
to obtain other conditions for the case where the feasible set is not compact. In
particular, we state the following propositions.

Proposition 24. Let us consider problem (A.2)) and assume that f is continuous
on F. If there exists a compact level set, then there exists ©* € F such that

f(z*) < f(x), VxelF.

Proposition 25. Let us consider problem (A.2)) and assume that f is continuous
on F. Then, every level set is compact if and only if both the following conditions
are satisfied:

(i) for every sequence {z*} C F such that klim |z*|| = 400, we have
— 00

lim f(z*) = +oo;

k—o0

(ii) for every sequence {x*} C F converging to & ¢ F, we have
lim f(2%) = +o0.
k—ro0

When F = R", the hypotheses of Proposition [25| boil down to require f to be
coercive. Formally, we give the following definition of coercivity.

Definition 67. Given f: R™ — R, we say that f is coercive if, for every sequence

{2*} CR" such that lim ||z¥|| = +o0, we have
k—o0

lim f(z") = +oc.

k—o0
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1
It is worth mentioning that a quadratic function f(z) = §xTQx + 'z, with
Q € R™" (@ symmetric and ¢ € R™, is coercive if and only if Q = 0.
Now, we need to provide the definitions of feasible directions, descent directions

and ascent directions.

Definition 68. Given F CR" and x € F, we say that d € R™ is a feasible direction
for F at x if there exists & > 0 such that

r+adeF, Vael0,al
Definition 69. Given a function f: R™ — R and a point x € R™, we say that

e d e R" is a descent direction for f at x if there exists & > 0 such that

flz+ad) < f(x), Yae (0,al;

e d €R"™ is an ascent direction for f at x if there exists a > 0 such that

flz+ad)> f(x), Yae(0,q].

Descent directions play a crucial role in defining both optimality conditions
and algorithms for minimization problems. We show how descent directions can be
recognized and employed to characterize optimal solutions (in the following, we only
focus on descent directions, since we are concerned with minimization problems, but
a characterization of ascent directions can be provided as well).

Proposition 26. Given a function f: R™ — R and a point x € R", let us assume
that f is continuously differentiable on a neighborhood of x. We have that

e d € R"™ is a descent direction for f at x if

Vi) 'd <o, (A.3)

e if f is convex on a neighborhood of x and d € R™ is a descent direction,

then (A.3]) holds.

Assuming that the objective function is twice continuously differentiable, we can
also define negative curvature directions and positive curvature directions as follows.

Definition 70. Given a function f: R™ — R and a point x € R", let us assume
that f is twice continuously differentiable on a neighborhood of x. We say that

e d € R"™ is a negative curvature direction for f at x if

dT'V2f(x)d <0,

e d € R"™ is a positive curvature direction for f at x if

d'V?f(z)d > 0.
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Moreover, the following result holds.

Proposition 27. Given a function f: R™ — R and a point x € R", let us assume
that f is twice continuously differentiable on a meighborhood of x. If d € R™ is such
that Vf(x)Td =0 and dT"V2f(x)d < 0, then d is a descent direction for f at x.

Now, we can give the following necessary optimality conditions, which state that
there do not exist feasible descent directions at a local optimal solution.

Proposition 28. Let us consider the following problem:
min f(z)
re FCR"

and assume that x* is a local optimal solution.
We have that

e if f is continuously differentiable on a neighborhood of x*, then

Vix)Td >0, for every feasible direction d at x*;

o if f is twice continuously differentiable on a mneighborhood of x*, then every
feasible direction d € R"™ at x* such that V f(x*)Td = 0 satisfies

dT2f(x*)d > 0.

Now, we provide other characterizations of local optimal solutions by considering
separately the unconstrained and the constrained case.

First, we focus on an unconstrained problem, that is,
min f(x)
r (A4)
r eR”,

where f: R" — R.
A well-known characterization of local optimal solutions of problem (A.4) is
reported in the following theorem.

Theorem 40. Let us consider problem (A.4]) and assume that * € R™ is a local
optimal solution. If f is continuously differentiable on a neighborhood of x*, then

Vf(z*)=0. (A.5)
We can also provide the following second-order necessary optimality conditions
for problem (|A.4)).

Theorem 41. Let us consider problem (A.4]) and assume that x* € R™ is a local
optimal solution. If f is twice continuously differentiable on a neighborhood of x*,
then

Vf(z*) =0, (A.6)
V2f(z*) = 0. (A7)
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Now, we are ready to give the definition of stationary point for an unconstrained
problem.

Definition 71. Let us consider problem (A.4). A point x* € R™ is said to be

e a (first-order) stationary point if it satisfies (A.5)),
e a second-order stationary point if it satisfies (A.6)—-(A.7)).

In the following theorem, we provide sufficient optimality conditions for an un-
constrained problem.

Theorem 42. Let us consider problem (A.4) and assume that f € C?(R™). If there
exist x* € R™ and p > 0 such that

V(") =0,
V() = 0, Vx€B(",p),

then x* is a local optimal solution.
Moreover, if V2f(z*) = 0, then x* is a strict local optimal solution.

For what concerns constrained optimization, let us consider a problem of the
following form:

min f(x)
gl(x) S 07 1= 17 , M, (A8)
h](.’II) 07 jzlv"'apv

where f: R" - R, g;: R" =R, i=1,...,m,and h;: R" - R, j=1,...,p
We can introduce the Lagrangian function £: R™ x R™ x R? — R for prob-
lem (A.8)), defined as

p
Lia, A p) +szgz + > i ()

Moreover, we use the following notation to indicate the set of inequality constraints
that are active at a feasible point x:

r)={ie{l,...,m}: gi(x) = 0}.

Now, we report some necessary optimality conditions for problem , known
as Karush-Kuhn-Tucker (KKT) conditions. They require that a constraint quali-
fication is satisfied, as shown in the next theorem (where only some of the most
popular constraint qualifications are considered).

Theorem 43. Let us consider problem (A.8)) and assume that x* € R™ is a local
optimal solution. If f, g;, i = 1,...,m, and h;, j = 1,...,p, are continuously
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differentiable on a neighborhood of x*, then there exist AY,..., Ap,, i, ..., py € R
(called KK'T multipliers) such that

Vo L(z*, N, 1*) = Vf(z*) + Z N Vgi(x*) + Z 115V hj(z*) =0, (A.9)
i=1

Aigi(z") =0, i=1...,m, (A.10)

AF >0, i=1,...,m, (A.11)

if one of the following constraint qualifications holds:

e hj, j=1,...,p, are affine functions and g;, 1 = 1,...,m, are concave func-
tions;

e there do not exist oy > 0, i € I(z*), B, j =1,...,p, that are not all zero and
such that

Vi) + > aiVg(a* +ZBJVh *) = 0;

el (xz*) Jj=1

e the vectors Vg;(x*), i € I(x*), Vhj(x*), j =1,...,p, are linearly independent
(in this case, \],..., Ay, 41, - -, fiy are unique);

e hj, 5 =1,...,p, are affine functions, g;, 1 = 1,...,m, are convex functions
and there exists a feasible point T such that

9:(2) <0, Vie I

We can also provide the following second-order necessary optimality conditions,
which require linear independence of the gradients of the active constraints.

Theorem 44. Let us consider problem (A.8]) and assume that * € R™ is a local

optimal solution. If f, g;, + = 1,...,m, and hj, j = 1,...,p, are twice contin-
uously differentiable on a neighborhood of x* and the vectors Vg;(xz*), i € I(x*),
Vhj(z*), j=1,...,p, are linearly independent, then there exist and are unique

Tree s Amy HTs -+ oy € R such that

Vo L(x* N, 1) = Vf(z*) + ZA*VgZ )+ ZMJWL *) =0, (A.12)
=1 7=1
Al gi(z™) =0, i=1,...,m, (A.13)
AF >0, i=1,...,m, (A.14)
dTV2 L(x*, N\, u*)d >0, Vd e T(z* \*), (A.15)
where

T(x*,\*) ={d e R™: dTVgi(JJ*) = 0,i¢eI(z") and X\ > 0,
d"Vgi(x*) <0, i € I(z*) and X} =0,
dTth(x*) =0,j=1,...,p}
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Now, we are ready to give the definition of stationary point for a constrained
problem.

Definition 72. Let us consider problem (A.8). A feasible point x* is said to be
e a (first-order) stationary point if it satisfies (A.9)—(A.11)),
e a second-order stationary point if it satisfies (A.12)—(A.15).

In the following theorem, we provide sufficient optimality conditions for prob-
lem (A.8) (which do not require any constraint qualification).

Theorem 45. Let us consider problem and assume that f, g;, i =1,...,m,
hj, 3 =1,...,p, are twice continuously differentiable on an open set containing the
feasible set. If there exist a feasible point x* € R™ and A\},..., A\, pu7,. ., € R
such that

Vo L(z*, N, p1*) = Vi(z +ZA Vgi(x +Zu*Vh =0
=1

MNgi(z) =0, i=1,...,m,
A >0, i=1,...,m,
T2 L(a% N i) d > 0, Vd € T(a",\%),d # 0,
where
T(a*,X) = {d € R": d"Vgi(a") = 0, i € I(z") and X} >0,
d"Vgi(z*) <0, i € I(z*) and A} =0,
d'Vhy(s*) =0, =1,...,p},
then x* is a strict local optimal solution.

We also provide the following definition of strict complementarity for a stationary
point of a constrained problem.

Definition 73. Let us consider problem (A.8)). Let x* be a stationary point and let
A* e R™, u* € RP be the corresponding KKT multiplier vectors. We say that strict
complementarity holds at x* if

AP >0, Vie{l,...,m}:g(z")=0.

Now, we recall some useful properties of convex and concave problems. We first
need to give the following definitions.

Definition 74. A minimization problem
re FCR"

is said to be convex if F is a convex set and f is a convex function on F.
A mazimization problem

mgxf(a:)
re FCR"Y

is said to be convex if F is a convex set and f is a concave function on F.
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Definition 75. A minimization problem
min f(x)
re FCR"

is said to be concave if F is a convex set and f is a concave function on F.
A mazimization problem

max f(x)
X
re FCR"?
is said to be concave if F is a convex set and f is a convex function on F.

A fundamental property of convex problems is that every local optimal solution
is also a global optimal solution. Moreover, stationarity conditions are necessary
and sufficient for global optimality. These results are summarized in the following
proposition.

Proposition 29. Let us consider the following problem:
xeFCR",

where F is a convex set and f is convex function on F.

We have that
o cvery local optimal solution is a global optimal solution;

o if f is strictly convex, then the problem attains at most one global optimal
solution;

o cvery stationary point is a global optimal solution.

For what concerns concave problems, the following result ensures that there do
exist local optimal solutions in the interior of the feasible set F if the objective
function is not constant on F.

Proposition 30. Let us consider the following problem:

min fx)

xeFCR",

where F is a conver set and f is a concave function on F.
If f is not constant on F, then every local optimal solution is on the boundary

of F.

Now, we provide further optimality conditions for problems with a convex fea-
sible set, extending those reported in Proposition 28 First, we state the following
result.
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Proposition 31. Let F C R"” be a convex set and let x € F. If F # {x}, then the
direction x — x, with x € F, © # T, is a feasible direction for F at x. In particular,
we have

r+a(lr—z)eF, VYael0,1].
We can provide the following necessary optimality conditions.

Proposition 32. Let us consider the following problem.:

min f(x)

xeFCR",

where F is a convex set. Let us assume that x* is a local optimal solution.
We have that

e if f is continuously differentiable on a neighborhood of x*, then

Vi) (z—2%)>0, VeelF,

o if f is twice continuously differentiable on a neighborhood of x*, then

(x —2)IV2f(a*)(z —2*) >0, VzeF: V") (z—-2*)=0.

When the objective function is convex, we can state necessary and sufficient
conditions for global optimality.

Proposition 33. Let us consider the following problem.:

min f(x)

xeFCR",

where F is a conver set and f is a convex and continuously differentiable function
on an open set containing F. Then, x* is a global optimal solution if and only if

Vi) (x—2*)>0, VzelF.

Finally, we give the following sufficient conditions to ensure that the feasible
region of a constrained problem is a closed convex set.

Proposition 34. Let F C R™ be defined as
F={zeR": gi(x)<0,i=1,...,m, hj(z)=0,j=1,...,p},
where g;: R — R, i =1,...,m, are convex functions and h;: R" — R, j =1,...,p,

are affine functions.
Then, F is a closed conver set.
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A.2.3 Projection operator onto a closed convex set

In this subsection, we first define the projection operator onto a closed convex set
and then we recall some useful properties.

Definition 76. Let F C R"™ be a non-empty closed convex set. Given x € R", we
call projection of x onto F the optimal solution p(z) of the following problem:

min ||z -y
Y
y e F.

Exploiting the results provided above for coercive and strictly convex functions,
it follows that projecting a vector onto a non-empty closed convex set consists in
solving a convex optimization problem which attains one and only one optimal
solution.

The projection operator can be employed to provide a further characterization
of optimal solutions for problems with a closed convex feasible set, as stated in the
next proposition.

Proposition 35. Let us consider the following problem:
xeFCR",

where F is a closed convex set. Let T € F be such that f is continuously differen-
tiable on a neighborhood of T. Then

T—p(@—aVf(z)=0 ifandonlyif Vf(@)T(x—-z)>0, VrelF,
where p(-) is the projection operator onto F and « is any positive real number.
Hence, recalling Proposition [32] and we can state the following results.
Proposition 36. Let us consider the following problem:
z e FCR"Y

where F is a closed convex set. Let us assume that x* is a local optimal solution.
If f is continuously differentiable on a neighborhood of x*, then

¥ —p(z* —aVf(z*)) =0,
where p(-) is the projection operator onto F and « is any positive real number.
Proposition 37. Let us consider the following problem:
reFCR",

where F is a non-empty closed conver set and f is a conver and continuously
differentiable function on an open set containing F. Then, x* is a global optimal
solution if and only if

a" —p(a* —aVf(z")) =0,

where p(-) is the projection operator onto F and « is any positive real number.
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Finally, it is worth to consider the case where F C R" is a set of the following
form:
F={zeR": [ <x;<w,i=1,...,n},
with {; <wu;, i =1,...,n. In this case, it is easy to verify that the projection p(z)
of a point x € R™ onto F has components p;(x), i = 1,...,n, defined as

l;, if ; < I,
pi(z) = qay,  ifl; <ay <,
wi, if x; > g,

or equivalently,
pi(z) = max{l;, min{x;, u; } }.
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Appendix B

Numerical results of ASA-BCP

In this appendix, we report the details of the numerical experience described in
Section [3.41

In particular, in Section we report the numerical results related to the
comparison between ASA-BCP and NMBC, and in Section [B.2] we report the numerical
results related to the comparison among ASA-BCP, ALGENCAN and LANCELOT B.

B.1 Comparison with NMBC

In Table we report the numerical results obtained by ASA-BCP and NMBC on 140
problems from the CUTESst collection.

In Table we report the 43 problems that have been considered in the per-
formance profiles between ASA-BCP and NMBC (Figure . In particular, these
problems have been solved in more than 1 second by at least one algorithm and
both algorithms have found the same stationary point (with a tolerance of 1073).
To be more specific, let fa and fy be the objective function values of the station-
ary points found, respectively, by ASA-BCP and NMBC when applied to a particular
problem. Let fiin, = min{fa, fx}. We consider that ASA-BCP and NMBC have found
the same stationary point if

|fA_fmin‘ -3 ’fN_fmin|
— <10 d ——M—
max{1, fimin} < an max{1, fmin}

In Table we report the problems that have been solved in more than 1
second by ASA-BCP or NMBC and such that both algorithms have found different
stationary points (with a tolerance of 1073).

All the tables include the following data: the name (Problem) and the dimen-
sion (n) of the problems considered, the objective function value of the stationary
point found (obj), the number of function evaluations (f-eval), the total number of
conjugate gradient iterations (cg-it), the computational time in seconds (time).

<1073,
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B.2 Comparison with ALGENCAN and LANCELOT B

In Table [B.4] we report the numerical results obtained by ASA-BCP, ALGENCAN and
LANCELOT B on 140 problems from the CUTEst collection.

In Table we report the 62 problems that have been considered in the per-
formance profiles between ASA-BCP, ALGENCAN and LANCELOT B (Figure . In
particular, these problems have been solved in more than 1 second by at least one
algorithm and all the algorithms have found the same stationary point (with a
tolerance of 1073). To be more specific, let fag, far, and fig be the objective func-
tion values of the stationary points found, respectively, by ASA-BCP, ALGENCAN and
LANCELOT B when applied to a particular problem. Let fu,i = min{ fas, far, fus}-
We consider that ASA-BCP, ALGENCAN and LANCELOT B find the same stationary
point if

|fAS_fmin| ’fAL_fmin’ -3 |fLB_fmin‘
_ —_— < 10 d —
max{1, fmin} max{1, fmin} < an max{1, fmin}

In Table we report the problems that have been solved in more than 1
second by at least one algorithm among ASA-BCP, ALGENCAN and LANCELOT B and
such that all the algorithms have found different stationary points (with a tolerance
of 1073).

All the tables include the following data: the name (Problem) and the dimen-
sion (n) of the problems considered, the objective function value of the stationary
point found (obj), the number of function evaluations (f-eval), the total number of
conjugate gradient iterations (cg-it), the computational time in seconds (time).

<1073, <1073
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