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Chapter 1

Introduction

1.1 Quadratic Programming problems

We are concerned with the development of efficient first-order methods for the
solution of Quadratic Programming problems (QPs), i.e. problems of the form

1
min f(x) := =x! Hx —c’x,
’ (1.1)
st. Ax=b, :
I<x<u,
where H € R™*" is symmetric, c € R”, A = (a1, ...,a,)" € R™*" such that m < n

and rank(A) =m, b e R™ 1 {RU{—o00}}", u e {RU{+o00}}", and I; < u; for all
i. If, for all ¢, [; = 0 and u; = 400, the problem is said to be in standard form. It is
worth noting that, by a change of variables and by introducing slack variables, every
QP problem can be reduced to form (L.1)).

Since the feasible set of

Q:={xeR": Ax=b AN1<x<u}

is convex, if H is positive definite the problem is strictly convex and the unique local
minimizer x* is also a global minimizer and corresponds to the unique stationary
point. However, we do not assume that the problem is strictly convex. In this case
the problem can admit multiple local minimizers and f can also be unbounded from
below. If H is positive semi-definite the problem is still convex but multiple local
minimizers may exist, all corresponding to the same global minimum. In this case, if
the problem is bounded, a local optimization method is still able to find the global
minimum of (L.1)). Finally, if H has at least one negative eigenvalue the problem is
non-convex, different local minimizers may exist, and finding the global minimum
becomes an NP-complete problem; actually, even verifying the local optimality of a
given point is an NP-hard problem [I12].

Many problems in science can be formulated as QPs. A well-known application
is, e.g., portfolio optimization, which, according to the kind of model one wants
to solve, can lead to problems with bound constraints and either one [I14] or two
[30, [71] linear constraints. Problems with a single linear constraint arise also in
the dual formulation of support vector machine training [122], multicommodity
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network flow and logistics [95], statistics estimates from a target distribution [2] and
image reconstruction [92] (in this case the linear constraint expresses the so-called
flux-conservation property [9]). A variety of applications lead to problems with
bound constraints only, e.g., sparse signal reconstruction [68], contact and friction
problems in rigid body mechanics [103], elastic-plastic torsion problems [26], journal
bearing lubrication, flows through a porous medium [I0I]. As regards general QPs,
they arise, e.g., in asset and liability management problems [81] and in various
optimization problems on graphs [88], such as the quadratic assignment problem,
the edge separator problem, the maximum clique problem [115], and the maximum
independent set problem. Other applications and references can be found, e.g.,
in [I14} [72]. In Chapter |5 we will see how QPs arise from a dual formulation of
frictionless 3D contact mechanics problems and 2D contact mechanics problems
with friction [57, [63]. QPs arise also as computational kernel of methods for general
nonlinear optimization problems, e.g., in Sequential Quadratic Programming (SQP)
[19, I11], in augmented Lagrangian methods [32] 3, [36, 5], or in branch-and-bound
methods for mixed-integer quadratic programming problems, exploiting continuous
relaxation and duality [25].

Due to the wide application range of QPs, designing efficient methods for their
solution is still of great interest. In particular, first-order methods for QPs are
preferable in the solution of large-scale and huge-scale problems thanks to their low
iteration cost, low memory storage, and easiness of implementation. Furthermore,
they can also be extended to the minimization of more general nonlinear functions.

We are interested in gradient projection methods, which are the generalization to
the case of constrained optimization of the gradient descent methods for the solution
of unconstrained optimization problems. As suggested by their name, at each step,
gradient projection methods combine a descent along the gradient with a projection
onto the feasible set to preserve feasibility. In particular, we focus our analysis
on methods exploiting subspace acceleration, i.e. methods whose convergence is
accelerated thanks to the introduction of steps in which the restriction of the problem
onto a linear subspace is (approximately) solved. The methods under analysis belong
to the wider class of active-set methods, i.e. methods which aim at identifying the
constraints which are satisfied with equality (called active) at the solution. Under
standard conditions on the regularity of the solution, gradient projection methods
are indeed able to identify the active constraints in a finite number of iterations,
provided that some sufficient decrease conditions are satisfied. Whereas in classical
active-set methods the active set changes slowly, usually by a single index at each
iteration, gradient projection methods are able to add/remove multiple constraints
to/from the active set at each step, ensuring usually a faster identification.

Gradient projection methods are strictly related to the possibility of projecting
a point onto the feasible set 2. This makes them unpractical in the case of general
linear constraints, for the computation of the projection is almost as expensive as
the solution of the whole problem. There are, however, some exceptions. First of all,
two particular cases of problem for which gradient projection methods have
been extensively studied and applied, thanks to the low cost of the projections onto
the feasible set, are:

e the class of problems subject to bound constraints only, which we associate to
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the case m = 0, and usually indicated as BQPs (or BCQPs);

o the class of problems subject to a single linear constraint and bound constraints,
corresponding to the case m = 1, and usually indicated as SLBQPs (Single
Linearly and Bound constrained Quadratic Programs).

It is clear that in the case of bound constraints the projection can be computed in
O(n) operations; in Chapter [2| we will see that the projection onto the feasible set of
SLBQPs can be computed cheaply, and that there actually exist algorithms with a
theoretical complexity of O(n) operations. Recently, in [91], an efficient projection
algorithm has been proposed for the case of problems of the form in which the
matrix A is a sparse matrix. This has opened the possibility to extend to this case
theoretical results and numerical methods developed for BQPs and SLBQPs.

1.2 Contributions of this thesis

In this work we propose an active-set framework, called Proportionality-based Sub-
space Accelerated framework for Quadratic Programming (PSAQP), for the solution
of problems of the form based on gradient projection.

In Chapter 3] starting from a componentwise reformulation of the first-order
optimality conditions for problem , we provide a definition of binding set at a
point x, generalizing the one used for BQPs, and we obtain a way of computing
Lagrange multiplier estimates which, under standard regularity assumptions on the
solution, are proved to converge to the optimal multipliers. This allows us to define
suitable generalizations of the free gradient ¢ and the chopped gradient B at a point
x, introduced in [74, [75] 53] for the case of BQP problems. We prove that the defined
quantities satisfy the following properties:

o vector ¢(x) provides a measure of optimality within the space defined by the
active constraints at x;

o vector B(x) provides a measure of bindingness of the active set at x;

e the two vectors are orthogonal and their sum is the projected gradient at x,
thus a point x is optimal if and only if both ¢(x) = B(x) = 0.

This enables us to extend to problem the concept of proportional iterate,
henceforth also refereed to as proportionality, introduced in [14, 53] for BQPs. The
PSAQP framework is based on the two-phase framework introduced by Calamai
and Moré [27] and uses the gradient projection to identify the active set at the
solution. Like in the GPCG method developed by Moré and Toraldo (for strictly
convex BQPs)[109], in PSAQP we alternate gradient projection steps (identification
phase) with minimization steps onto the reduced subspace defined by the current
active set (minimization phase). The availability of the concept of proportional
iterates for general QPs translates into the possibility of switching between the
two phases by comparing a measure of optimality within the reduced space with a
measure of the quality of the current active set. Furthermore, we are able to prove
finite convergence of any method fitting into the proposed framework for strictly
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convex quadratic problems even in case of degeneracy at the solution, provided that
a method with finite termination properties is used in the minimization phase.

In Chapter 4| (based on [5I]) we introduce a two-phase gradient projection
method, called Proportionality-based 2-phase Gradient Projection (P2GP), for the
solution of both SLBQP and BQP problems, which can be considered a specialization
of the PSAQP framework. Besides targeting problems more general than strictly
convex BQPs, the new method differs from GPCG because it exploits the concept of
proportional iterate to decide when to terminate optimization in the reduced space.
This change makes a significant difference in the effectiveness of the algorithm as
our numerical experiments show. Moreover, according to the properties of PSAQP,
the application of proportionality allows us to state finite convergence for strictly
convex problems also for dual-degenerate solutions, whereas GPCG exhibits finite
termination only in the case of non-degenerate solutions. The implementation
of P2GP can also deal with non-convexr problems. In this case, if the objective
function is bounded, the algorithm converges to a stationary point as a result
of a suitable application of the gradient projection method in the identification
phase; otherwise, it is able to detect unboundedness and stop the computation. By
exploiting a Householder transformation, we are able to reformulate the equality
constrained subproblem of the minimization phase into an unconstrained quadratic
problem whose conditioning is not worse that the one of the original problem. This
reformulation allows one to exploit, for the solution of the subproblem, not only
the conjugate gradient method, which guarantees finite termination, but also other
methods for unconstrained QPs. In particular, we propose the use of spectral
gradient methods, such as SDC [45] and SDA [47], which have proved to be efficient
also in the solution of some ill-posed problems [406, [35]. In our opinion, P2GP can
provide a way to exploit these methods and their regularizing properties when solving
linear ill-posed problems with bounds and a single linear constraint. Furthermore,
in Section we introduce a novel procedure for the creation of SLBQPs with
different sizes, spectral properties and levels of degeneracy, which can be used as a
benchmark to test optimization algorithms for this class of problems.

Motivated by the good numerical performance of P2GP in the solution of BQPs,
in Chapter [5| (based on [66]) we test the algorithm against the MPRGP algorithm
developed by Dostal and Schéberl [54) [65] as a solver for the bound constrained
subproblems arising in the solution of problems of the form with an augmented
Lagrangian algorithm called SMALBE [56]. First, we perform some tests on elliptic
model problems representing the equilibrium of a 2D membrane. Then, we show
how the discretization of contact mechanics problems leads to problem of the form
and compare the two algorithms in the solution of some 2D contact problems
and 3D frictionless contact problems. The results show that P2GP is competitive
with MPRGP and, thanks to the identification properties of the gradient projection,
it can outperform MPRGP when the number of active constraints at the solution is
high.
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1.3 Notations and first definitions

Scalars are denoted by lightface Roman fonts (both Latin and Greek scripts), e.g.,
a,a € R, vectors by boldface Roman fonts (both Latin and Greek scripts), e.g.,
v, A € R", and matrices by italicized lightface capital fonts, e.g., M € R™*™. The
vectors of the standard basis of R™ are denoted by eq,...,e,, and the identity matrix
of size n is denoted by I,,, where the subscript can be omitted if the size of the
matrix is clear from the context.

For any finite set 8, |8| denotes its cardinality.

Given v € R” and € C {1,...,n}, we set

ve = (vi)ice € R,
where v; is the ith entry of v. In a similar manner, given a matrix M € R™*"™ and
the subsets of indices § C {1,...,m} and € C {1,...,n}, we set

8|x|€
Mge = (mij)ie&jee € RIS ‘7

where m;; the (7, 7)th entry of M. We make use of the symbol “x” when the given
subset coincides with the whole set of indices, e.g., M,e and Ms,. We use the
notation M, in place of [MSQ]T. For any vector v, {V}L is the space orthogonal to
v, and, for any matrix M, {M}l is the space orthogonal to the rows of M, i.e. the
null space of M, indicated as N(M). For any symmetric matrix M, we use k(M ),
Cmin(M) and (pmaz(M) to indicate the condition number, and the minimum and
maximum eigenvalue of M, respectively. Norms || - || are £2, unless otherwise stated;
moreover, we use (-, -) to indicate the inner product of R™.

We use superscripts to denote the elements of a sequence, e.g. {xk}.

Given a point x € 2, and supposing to associate a unique index to each of
the m 4 2n constraints, the active set at x is usually defined as the set of indices
corresponding to the constraints which are active at x. This means that the active
set includes the m indices corresponding to the linear equality constraints and the
indices of the bound constraints which are active at x. Since we are interested in
feasible algorithms, the linear equality constraints will always be satisfied, therefore,
our definition of active set will only involve the bound constraints. Furthermore,
since we assumed [; < u; for all 7, the constraints x; > [; and x; < wu; cannot be active
at the same time; we can therefore define the active set as a subset of {1,...,n}
containing the indices corresponding to the variables which are either on their lower
or on their upper bound.

Definition 1.3.1. We define the following index sets:

Ay(x) :={i : m =1;}, Au(x) :={i : & = u;},
Ax) == Ai(x) UAL(x), F(x):={1,...,n}\ A(x).

A(x) and F(x) are called respectively the active set and the free set at x.
Given x,y € Q, by writing A(x) C A(y) we mean that
Al(x) S Aiy),  Au(x) € Auly)
both hold.
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Definition 1.3.2. For any x € ), we define the following sets:

Qx) = {veR": Av=Db A v, =x; Vi Ax)}, (1.2)
Qo(x) = {(veR": Av=0 A v;=0Vic Ax)}. (1.3)

We note that Q(x) corresponds to the affine closure of the face determined by the
active set at x and Qo(x) is its support.

To ease the notations, given x, x*, X, and x*, we use

fF=reh), 7

Il
S
% @
9 =
(1Tl
A=

Finally, we recall the definition of orthogonal projection onto a non-empty closed

convex set.

Definition 1.3.3. Given a non-empty closed convex set © C R™ and a point y € R™,
the orthogonal projection of y onto © is defined as

Pg(y) = argmin ||z — y|| .
z€O



Chapter 2

Background and state of the art

Here we recall definitions, results and methods for the solutions of QPs which will
be useful for the development of the following chapters of this work. We start by
discussing spectral gradient methods for the solution of unconstrained QPs. Then, we
recall optimality conditions for problems of the form , and present the gradient
projection methods. We describe some two-phase gradient projection methods for
the solution of BQPs and present the concept of free gradient, chopped gradient
and proportional iterate for the case of BQPs. Finally, we describe methods for the
projection of a point onto a polyhedron.

2.1 Gradient methods for unconstrained QPs

Consider the unconstrained quadratic programming problem

1
min f(z) := ixTHX —c’'x, (2.1)
where ¢ € R" and H € R™*" is a symmetric positive definite matrix with eigenvalues
G >C>...,¢n—1> Gy > 0. The gradient descent method for the solution of (2.1)

builds up a sequence of points {x*} where, at each step,

xFHL = xb _ okgh

with o® a suitable step length. The most common choice for o is the Cauchy
step length [29] which gives rise to the well-known steepest descent (SD) method.
At each step, the step length O/§D is chosen as the unconstrained minimizer of the
1-dimensional problem
ok = argmin f(x* — ag”)
(0%

which leads to Tk

akp = (e")'g .

(g")" Hg"

It can be proved (see [I]) that the sequence {x*} generated by the SD method
converges Q-linearly to the solution x* to , with rate of convergence

_Cl_Cn_/i(H>_1
G+ G KH) 4T

p
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By following [47] and [50], we will now show how it is possible to improve the
behavior of the standard method by step-length selection strategies which exploit
informations on the spectrum of the Hessian. The derived methods are usually
referred to as spectral gradient methods. Let di,do,...,d, be an orthonormal basis
of eigenvectors of H, with d; associated with the eigenvalue (;. At the starting point

x°? we have that "
g’ =) ud;,
i=1

where, w.l.o.g., we can assume g and pQ to be different from zero. We will refer to
the scalars ,uf as the eigencomponents of the gradient at the step k. Since

k
gt =gt —ofHgt = [ -o/H)g", (2.2)
=0
we have
k
Z,ukHdl, where pft! = H (1—adG) = pk(1 = a¥¢). (2.3)

This relation suggests that, if at the k—th iteration p¥ = 0 for some i, then for h > k
it will be ul = 0; moreover, ukH =0 if oF C Furthermore, the SD method has
finite termmatlon if and only if at some iteration the gradient is an eigenvector of
H. Relation ({2.3)) provides also other useful information on the effect of each step
on the eigencomponents of the gradient. Indeed, if the step length satisfies o ~ é,

for some 7, then

< |,
IMZ“I < |pkl, if§ >,
|15 +1\>\u]] if j <iand ¢ > 2¢.

This suggests that small values of o* can reduce the eigencomponents associated
with large eigenvalues while increasing those associated with small eigenvalues. The
vice-versa happens when o is large.

As shown in [I10], the SD method tends to reduce the gradient eigencomponents
corresponding to the largest and smallest eigenvalues more slowly than the other
components. This eventually leads to a scenario in which the eigencomponents
associated with ds,...,d,,—1 become negligible and the method turns into a min-
imization in to the 2-dimensional space spanned by d; and d,,. In particular, we

have that
2k 2k+1

R = Pl lim g2k — P2

hovoo g2 hooo g

with p1,p2 € span{d;,d,}, i.e. the method assumes the well-known zigzagging
behavior which generally yields to slow convergence.

2.1.1 The Barzilai-Borwein methods

The first work to analyze the possibility of introducing second-order information
in the step-length selection was the seminal paper by Barzilai and Borwein [6]. By
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setting s*~1 = x¥ —x*~1 and y = gl — g#~1 the authors introduced two step

lengths satisfying a secant condition similar to the one used in the quasi-Newton
methods, namely

k—1
o/fBBl = argmin Hoflsk*1 — ykilH
«

and

o/ngz = arg;nin Hsk_l - ayk_lu .

These conditions lead respectively to the step lengths

ok "~ _ (g"H)Tgh! . (2.4)
BB1 (sh—1)Tyk=1 = (gh—1)THgk—1 — "D~ :
ak _ (Slc—l)Tyk—l _ (gk—l)THgk—l (2 5)
BB2 512 (gF-D)TH2gh—1" :
satisfying the relation
1 k & 1
— S appy < app < —.
1 Cn

We will refer to af; 5, as the BBI step length, to o/ g, as the BB2 step length and
to both of them as the BB step lengths. The two gradient methods derived from the
application of a]ngl and o/ngQ will be referred to respectively as the BB1 method
and the BB2 method, and, together, as the BB methods. Even if it has been proved
[40] that the BB methods have only an R-linear convergence rate, it is known that
they are much faster than the standard SD method. This is possibly due to the
fact that in BB methods the quantity ﬁ swipes the whole spectrum of H [69], thus
avoiding the method to cycle in the “final” two-dimensional space.

2.1.2 Generalizations of BB methods

One powerful feature of BB step lengths is that they depend only on the difference
between successive gradients (y*~1) and the difference between successive iterates
(s*=1), thus they are well defined for a generic nonlinear smooth function. This
led Raydan to analyze in [I18] their extension to general nonlinear unconstrained
minimization problems. Since it can be shown that both the BB1 and the BB2
step lengths may generate non-monotone iterates, Raydan included in his methods
the well-known non-monotone line search from Grippo, Lampariello and Lucidi [84],
usually indicated as GLL. Given an integer M, the GLL line search requires, at each
step, that the function value at x*+1 satisfies

PO < fr 4 nlgh)T (M = x5,
where p € (0,1) and
This strategy, which for M = 0 corresponds to the standard Armijo line search,

allows the objective function to increase at some iterations and still guarantees global
convergence.
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Various methods based on the alternation of the BB1 and the BB2 step lengths,
or their modifications, have been proposed in literature, as in [85] 87, 39]. Among
these, the one based on the ABB,y;, rule proposed in [73] proved to be very efficient
in practice. The ABBi, step length is defined at each step as

k

. ; . e’
k B mln{oﬂBm:j:max{l,k—s},...,k;}, 1f%<7‘, 9.6
YABBmin — BB1 (2.6)
o/féBl ) otherwise,

where s is a non-negative integer and 7 € (0, 1). The switch between the two steps
is based on the value

ak i
EBQ = cos?(0F71),
OBBI1

where 6%~ is the angle between g¥~! and H g#~!, and allows the algorithm to select

O/E;Bl when gF~! is a sufficiently good approximation of an eigenvector of H (see
[73, 50] for further details). A modification of can be found in [2I], where the
authors proposed a strategy in which the fix scalar 7 is replaced by an adaptive
scalar 73 which, starting from a given 7g, is updated at each step by the rule

ok
097y, if B2 <y,
Tk+1 = aBp1

1.1- 7, otherwise.

Inspired by the fact that
ahp1 = by’ (2.7)
Raydan and Svaiter proposed in [I19] a gradient method which computes, at each step
k, the Cauchy step length and then uses it twice. In detail, the method, called Cauchy-
Barzilai-Borwein (CBB), at each iteration computes the vector y* = x* — angk
and then sets x*+1 = y* — algDV f(y*¥). It can be shown that this is equivalent to set

2

The authors proved that the sequence {x*} generated by CBB converges to the
solution x* of (2.1)); moreover, recalling that the norm induced by the symmetric
positive definite matrix H~! is defined as

[Vllg-1 = VvTH !y,

the authors proved that the sequence

{Ilct = %"l }

converges Q-linearly to 0.

Relation , which allows one to refer to the BB1 method as a gradient method
with retard, was also at the basis of the work by Friedlander et al. [76]. The authors
investigated a generalization of the BB1 method in which at each step the steplength
o¥ is taken as the SD step at a previous iterate v, € {k, k — 1, ..., max{0,k — s}},
where s is a given positive integer. Observe that the method corresponds to the
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classical SD when s = 0 and to the BB1 method when s = 1. Consider the sequence
generated by the scheme
k+1 k

X =X —akgk,

k—1 k k

with o = ag’f), and let s = x¥ — x¥~1. The authors proved that, if the sequence

k—1 .
{szi_l”} converges to a normalized vector s € R™, then

lim —k:aEsTHs,
k—+oo

s is an eigenvector of H with eigenvalue o, and the sequence {x*} converges Q-
superlinearly to the solution x* of ([2.1]).

2.1.3 The RSD, SDC and SDA methods

Inspired by the work from Barzilai and Borwein [6], in 2002 Raydan and Svaiter
[119] analyzed the use of over and under relaxation of the Cauchy step length
to achieve better performances. Observe that, given x* and gF, the function
fe(a) = f(x* — agh), which is a quadratic convex function in o whose unique
minimum is obtained in 0/§D, is such that

fe(e) < f(xF), forae {0, 2a1§D} :

The authors proposed the Relaxed Steepest Descent (RSD) method which, at each
step, uses of = ¢.aly, where ¢ is randomly chosen in [0, 2]. It has been proved
that RSD converges to the optimal solution of if the sequence {¢} admits an
accumulation point < € (0, 2). Even if the Cauchy step length is the best possible
choice when the search direction is an eigenvector of the Hessian matrix, numerical
experiments show that in practice the RSD method largely outperforms the SD
method; however, it is still not able to outperform the BB methods. This led the
authors to develop, in the same work, the CBB method presented in Section [2.1.2]

Other very efficient gradient methods for the solution of problem are the
SDC and the SDA method proposed respectively in [45] and [47].

The SDC method, whose name comes from Steepest Descent with Constant
(Yuan) step lengths, is based on the following step length selection rule:

ol otherwise, with ¢ = max{i <k : mod (i, ms + m.) = ms},

(2.8)

ok {aéD if mod (k, ms + m.) < msg,
SpC =

where
-1

2
1 1 gt 1 1
al, =2 ( — ) +4( s+ —1+— (2.9)

t
OSp O ofp'lg=t)” @b @S0

is the Yuan step length [125]. In other words, the method performs mg consecutive
exact line searches and then, using the last two Cauchy step lengths o, and a’éﬁl,
computes the Yuan step length and uses it for m, consecutive iterations. The
interest for SDC is motivated by its spectral properties, which dramatically speed
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up the convergence [45], 50], while showing certain regularization properties useful
to deal with linear ill-posed problems [46]. It has been proved in [45] that

. ¢ 1
tlggo 4y = &
Therefore, when the SD starts minimizing in the 2-dimensional space spanned by
d; and d,, by , the use of the Yuan step length can lead to the solution of the
unconstrained problem in only two steps. The alternation between the SD steps
and the Yuan step aims at driving the minimization in the 2-dimensional space and,
at the same time, to approximate the inverse of (;. Observe that, if at some point
al, ~ C%’ the Yuan steps drives to zero the first eigencomponent. After that, the

Yuan step lengths tend to approximate %2 This means that, ideally, SDC eliminates,
one after another, the larger eigencomponents of gk (starting from u’f up to ufl ),
until all the eigencomponents are zero and the stationary point is reached.

Similar regularization properties hold for the Steepest Descent with Alignment

(SDA) method, in which the Yuan step length is replaced by the step length a'
defined as .
()
SD SD

.t 1
lim o = .
t—o00 Cl + CTL
In this case the alternation of the SD steps and the constant step aims at reaching
the phase of 2-dimensional minimization and, at the same time, to align the gradient
with d,,.

which satisfies the property

2.1.4 The Limited Memory Steepest Descent method

Here, by following [51], we briefly describe the Limited Memory Steepest Descent
(LMSD) introduced by Fletcher in [70]. The idea of the LMSD method is to divide
the iterations into groups of size s, referred to as sweeps; at each step Ritz values
of the Hessian [80], obtained by exploiting the gradients of the previous sweep, are
used as step lengths for the current sweep.

In detail, consider, at the iteration k > s, the matrices G € R™*% and J €
RG+HDXs defined respectively as

G — (gkfs7gkfs+17 o ,gkq) :

and
(ahaisp)
S | etaisn)
(baksp) |
—(O‘H}SD)

where ai msp is the step length associated with the direction g/. To ease the
description, we will only consider the case in which G is full rank. Since, for each j,
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we have that
1

j—1 j—1
arvspH g

g =g
which is equivalent to
. o - .
Heg' ™' = (o] 11p) 7" (&7~ 87),
we can write
HG = (G, gk) J.

Observe that, by applying s iterations of the Lanczos process to matrix H, starting
k—s
from the vector q! = ”gTs”, we obtain the tridiagonal matrix T' = QT H Q € R*5,
where Q = (q', ..., q*) has orthonormal columns spanning the vector subspace

8§ = Span{gk_s, Hgh=s H?gh=s ..., Hs_lgk_s} .

Since the columns of G are vectors in 8, we can write G = Q R, where R € R%*% is
upper triangular and non-singular. This leads to

T=QTHGR ' = (R, QTgk) JR.

The LMSD method uses the s eigenvalues 6; of T, which are known as Ritz values
and provide s estimates of the eigenvalues of H, to determine the step length for
the next s steps starting from k. In particular, the step lengths have the form
, 1
Ly i=1,.

« = —
LMSD )
0;

.., S.

Observe that the derived method, which generates a non-monotone sequence con-
verging to the solution of (2.1)), for s = 1 corresponds to the BB1 method.

2.2 Stationarity conditions for QPs

We start by introducing the first-order Karush-Kuhn-Tucker (KKT) conditions.

Definition 2.2.1. A point x is a first-order KKT point for problem (1.1)) if there
exist Lagrange multipliers vectors @ € R™ and X € R™ such that the triple (x,0, )
satisfies

Ax =D, 1<x<u, (2.10)

g = Z)\iei + Z Hjaj = Z )\iei + ATG, (2.11)
i=1 j=1 i=1

NS0 dficd, N<O0ificd,, (2.12)

A=0if i e, (2.13)

Vector x is usually referred to as the vector of primal variables, whereas @ and A
are referred to as the vectors of dual variables. Conditions and represent
respectively the primal feasibility and the dual feasibility; is referred to as the
stationarity condition; finally, is referred to as the complementarity condition.
Since we are dealing with linearly constrained problems, stationary for problem
can be expressed in terms of the KKT conditions.
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Definition 2.2.2. A point x* is a stationary point for problem (1.1)) if and only if
there exist Lagrange multipliers vectors 8* € R™ and A* € R™ such that the triple

(x*, 0%, X") satisfies the KKT conditions (2.10)-(2.13)).

The algorithms considered here for the solution of QPs all aim at finding a
stationary point x. We recall that in the case of strictly convex problems (H > 0)
problem (1.1) admits a unique stationary point, which coincides with the global
minimizer of f over (2.

Another way to express stationarity for problem is by using the projected
gradient. Given a point x € €, the projected gradient of f at x is defined as the
vector

Vaf(x) :=argmin {||[v+ Vf(x)| s.t.veTa(x)}, (2.14)

where the tangent cone to ) at x takes the form
Tox)={veR": Av=0Av,>0Vie A(x) N v; <0 VieA,(x)}.

We observe that x* € 2 is a stationary point for (1.1 if and only if Vo f(x*) =0,
which is equivalent to

—Vf(x") € Ta(x)°,

where
Ta(x)® = {W ceR": wiv<0OVve TQ(X)}

is the polar of the tangent cone at x, i.e. the normal cone to 2 at x. By Farkas’
Lemma, it can be shown that the normal cone has the form

Ta(x)° = {W eR": —w= Z Ne; + ATv A
1€A(x) (215)
N >O0VieAi(x) A N <O0VieAu(x) }

2.3 Gradient Projection methods
Consider the constrained optimization problem

min f(x),

s.t. x €O, (2.16)

where f is a continuously differentiable function and © C R” is a non-empty closed
convex set.

The gradient projection (GP) method, introduced independently in the 60s by
Goldstein [79] and by Levitin and Polyak [100], can be seen as a natural extension
of the gradient descent method for unconstrained minimization. It is based on the
simple iteration

xF = po(xF — afgh), k=0,1,..., (2.17)

k

where o is a suitably chosen step length.
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Projection arc

xr — oV f(zk)

Figure 2.1. Illustration of the projection arc [12].

Definition 2.3.1. Let x € O, we define the projection arc as the set of points of
the form
x(a) = Po(x —ag), a>0.

The projection arc starts at x and defines a curve continuously parametrized by

o € R (see Figure[2.1)).
It can be proved that x* is a stationary point for (2.16)) if and only if

x" = Po(x" —ag*), forsome « > 0.

Observe that this condition guarantees that the gradient projection method will
make no progress if x* is stationary point.
Under the assumption that the gradient of f is Lipschitz continuous, i.e.,

IVI(x)=ViWI<Llx-yl, vxye®,

where L > 0, Goldstein, Levitin and Polyak proved various convergence results in
the case where o satisfies for all k the condition
2(1 —
0<e< o < g
L
Some years later McCormick [105] proved the convergence of a gradient projection
method which did not require the Lipschitz continuity of the gradient of f. In
particular he proposed, at each step, to take the step length o as

of = argmin {wk(a) =f (P@(Xk - agk)>} , (2.18)
a>0
which, however, is not practical to compute for general constrained problems.

The first practical gradient projection method was proposed in 1976 by Bertsekas
[10] for the case of a general non-negativity constrained problems, i.e. with f twice
continuously differentiable and © = {z € R" : z > 0}. The method proposed by
Bertsekas consists in choosing o by means of an Armijo rule along the projection
arc. In detail, by setting

x*(a) = Po(x* — agh),
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A
Set of acceptable stepsizes
- =: :‘ g = 3323;:: /_Bsk %
0 " :
< ,
f ("Ek(a)) —f(zk) oV f(zk) (mk (Ol)—wk)

Figure 2.2. Illustration of the successive point tested by the Armijo rule along the projection
arc [12].

Bertsekas proposed to take of = 3%k ag, where 0 < 8 < 1, ag > 0, and s, is the
minimum integer such that o satisfies the condition

F(xH(@h) < £ + n(gh” (xH(a") - xF). (2.19)

with 0 < p < 1. The author proved that any limit point x* of the sequence {xk }
generated by this algorithm is stationary. Moreover, he proved that if a stationary
point x* is non-degenerate and the matrix V2 f(x*) is strictly positive definite, there
exists § > 0 such that, if for some % it holds ||x* — x¥|| < &, then the sequence
converges to x* and the active-set at x* is identified in a finite number of steps, i.e.
there exists k& > k such that A% = A* Vk > k.

One drawback of the selection rule proposed above is that it requires a projection
onto the feasible region for each step reduction. This can lead to numerical inefficiency,
especially in the case of more complicated constraints than the non-negativity
constraints considered in the original proposal. In these cases an alternative to the
Armijo rule along the projection arc is available. Given the positive scalar ag, one
can compute the feasible direction

pk = P@(Xk — aogk) —xFk

and then perform a line search along p¥, choosing x**! as
Xkl — xk | gskpk
where 0 < 8 < 1 and s, is the minimum integer such that
f (x5 + B7ph) < F(xb) — s (gh) T,

with 0 < p < 1. Performing this line search along the feasible direction p* is less
expensive, since it requires only one projection (the one performed to compute pk);
the convexity of © ensures, indeed, that all the points of the form x* 4+ yp¥, with
v € (0,1) are feasible. While the line search along the projection arc usually returns
points which lie on the boundary of ©, the line search along the feasible direction
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p” is likely to return points which lie in its interior, which translates in a slower
identification of the active constraints at the solution [13], 12].

The convergence results obtained by Bertsekas for his line-search based gradient
projection method were extended by Dunn [67] for the general case of a convex set
O and a differentiable function f.

In their seminal paper of 1987 [27], Calamai and Moré investigated the results
on the convergence of gradient projection algorithms obtained by Bertsekas [10), [11]
and Dunn [67], focusing on the case of linearly constrained nonlinear problems of
the form

min  f(x),

s.t. Cx>d, (2.20)

where f is continuously differentiable, C' = (cy,...,¢c,)T € R™*" and d € R™.
Observe that, in this case, the active set at a point x is defined as the set

Alx) = {z D elx = di}.

Consider a non-degenerate stationary point x* such that the set of the normals
to the active constraints, i.e. the set {c; : i € A*}, is linearly independent. The

authors showed that, given any sequence {x*} converging to x*, if {||VQ f (Xk)H}

converges to zero then there exists k such that A* = A* for each k > k.
Given the current iterate x*, they proposed a gradient projection algorithm
generating the successive iterate as

xk+l — PQ(X]C _ akzgk)’

where o satisfies the following sufficient decrease condition: given 1, v2,v3 > 0 and
M1, 12 S (07 1)7
fk-‘rl S fk + Ml (gk)T(Xk)+1 _ Xk), (221)

where

Kk

o S 1
. S (2.22)
a” >y or a’ > y3a >0,

with @ such that
FEE@) > 7+ pe (8N (xM@h) — xF), (2.23)

where x*(@") := Po(x* —a@gF). It can be showed that the limit points of a bounded
sequence {x*} generated by such an algorithm are stationary; moreover, the sequence
satisfies the condition
lim |[Vaf(x")| = 0. (2.24)
k—o0

The authors also proved that similar results hold for a more general family of
algorithms (see [27), Algorithm 5.3]) which exploit the gradient projection only for an
infinite subset K C N of the iterates while just requiring that all the other iterates
satisfy the condition

PR < fE o and Ak C AR
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2.3.1 Step-length selection

The convergence results proved by Calamai and Moré for the gradient projection
method with Armijo line search is independent from the choice of the initial guess «y.
However, in Section 2.1} we have seen how, starting from the seminal paper of Barzilai
and Borwein [0], efficient step length selection strategies exploiting second-order
informations have been devised for gradient methods for unconstrained optimization.
Some of these strategies have been successfully applied to the constrained case,
giving rise to efficient methods with low computational cost.

Starting from the methods proposed by Raydan in [I1§], Birgin, Martinez and
Raydan [16, 15], 17] developed for the case of constrained optimization the so-called
Spectral Projected Gradient (SPG) methods. The two proposed methods, named
SPG1 and SPG2, are based on the BB1 step length and exploit respectively the
line search along the projection arc and the one along the feasible direction. These
methods have been efficiently applied in a decomposition framework for the solution
of support vector machine training problems by Serafini, Zanghirati and Zanni
[120, 127] and in the solution of image segmentation problems [4]; moreover, they
have been further analyzed by Dai and Fletcher [37, B38], who managed to build
2-dimensional BQPs in which projected BB methods without line search may cycle.

2.3.2 The Scaled Gradient Projection method

The Scaled Gradient Projection (SGP) method [2I] is a variant of the classical
gradient projection method, based on a the scaling of the descent direction by a
positive definite matrix. In detail, at each step k, a search direction is computed as

pk = Pop, (Xk . aka—lgk> . xk’
where Dy, is a symmetric positive definite matrix whose eigenvalue lie in the interval

{uk, ;le}’ with p;, > 1, and the projection operator Pg p(z) is defined as

1
Po p(z) = argmin ||v — z|| , = argmin ~v' Dv — v Dz.
veo veo 2

It can be proved that, given a scalar a > 0, a symmetric positive definite matrix D,
and a point x* € O, then

p* — P@,D (X* _ anlg*) _ x*

is a feasible descent direction and x* is stationary if and only if p* = 0. Once p* is
computed, a line search along it is performed, and x**! is taken as the point

Xk — xk | gonph.
where 0 < 8 < 1 and s, is the minimum integer such that
f(x* 4 8pb) < FP) — 8% (M) TP,

with 0 < v < 1. Thanks to the availability of cheap projection algorithms (see
Section [2.5.1]) these methods have been efficiently applied in the solution of inverse
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problems in imaging science [7, [I17), [102] subject either to bound constraints or to
bound constraints and a single linear constraint. It has been proved in [20] that if
the matrix Dy reduces asymptotically to the identity matrix, i.e. {uy} satisfies

o0
,uz =1+¢;, with ¢ >0 and Zg;g < 00,
k=0
then the algorithm converges to a solution x* to ([2.16)); moreover, if the gradient of
f is Lipschitz continuous,

FOMT) = F(x7) = 0(7).

As for the standard gradient projection algorithm, the practical performances
of SGP methods are affected by the choice of the step length o* and the scaling
matrix Dy. In regards to the scaling, as suggested in [126], aiming at improving the
convergence rate of the algorithm without increasing its computational cost, one
could take at each step Dj as a diagonal matrix approximating the inverse of the
Hessian matrix V2 f(x*). By following [99], in [102] the authors propose, in the case
of problems subject to non-negativity constraints, to consider the following splitting
of the gradient

Vf(x) = V(x) ~ Ux),
with V(x) > 0 and U(x) > 0, and to take D, ' as the matrix

Dt = diag(d}, ..., d~),

zk 1
d¥ = max {min{ —4—, , — r.
i X{ {Vi(x"?) Hik r

In regards to the step-length selection, suitable generalization of the BB step
lengths have been defined in [21], for the case of SGP methods, as

_ _ _ —1. k—
a%Bls _ (Sk’ 1)TDkaSk 1 and alng2S _ (Sk I)TDk yk 1 ‘
(skfl)TDkykfl (yk_l)TDllelzlyk_l

with

This allows one to extend in this case the generalizations of the BB step lengths
cited in Section 2.1.11

2.4 Two-phase gradient projection methods for BQPs

Here we focus on two-phase gradient projection methods for the solution of BQP
problems, i.e. problems of the form

min  f(x) = ixT Hx —cTx,

st. I1<x<u. (2.25)

This, apart from their pervasive presence in many application fields, is also due to
the intrinsic ease in dealing with them both from the theoretical and practical point

of view. Indeed, consider the first order KKT conditions for problem (2.25)), i.e.

n
g =) MNei, AN >0ificAf, A\ <0ificA}, X =0ifiec7F,
=1
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they can be equivalently written as
g; >0ific A7, ¢/ <0ifieA;, g5 =0ifiecF", (2.26)

Projections onto the feasible set of problem (2.25)), i.e. the set

are very cheap to compute. Indeed, given a point x, the projection of x onto {2 can
be computed by the operator P defined componentwise as

Xi, if I, <ax; < Uj,
[PQ(X)]Z = li, if Ty S li,
g, if ZT; > s

In the particular case of problem ([2.25) we have that the tangent cone at a point
x €  has the form

To(x)={veR": vy;,>0Viec A(x) N v; <0 VieA,(x)},

therefore the projected gradient of f at x, defined in , can be written compo-
nentwise as
—0;, if 1 €9,
[Vaf(x)], ;= max{—g;,0}, if i€ A, (2.27)
min{—g;,0}, if i€ A,.

Given an active-set estimate A = A; U A, (and the respective estimate of the
free set F), active-set methods for BQP are based on the solution of the subproblem

min f(x)
s.t. x; =1, 1€ ZZ,
=, ic A, (2.28)

I <z <wuy, 1€,

Since each feasible point v for ([2.28)) satisfies v, = lﬁz and vz = ug , the problem
can be solved by a minimization over the subspace of free variables. One can indeed
focus on the unconstrained problem

: Lor T
min  —vz HzzVz — coVz,
v€RI7! 2 F7FF T TS (2.29)

and either stop as soon as one of the bound constraints

1§SV§§U§

is violated or find an approximate solution to the unconstrained subproblem and
then project the resulting point back onto the feasible set of (2.25)).
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2.4.1 The GPCG method by Moré and Toraldo

Starting from the results of Calamai and Moré [27], Moré and Toraldo investigated
the possibility of solving problems of the form by means of active-set methods
based on the identification properties of the gradient projection methods and their
capability of adding/removing multiple variables to/from the active-set in a single
iteration. In [I08] they developed and analyzed an algorithm based on the alternation
of two phases: the identification phase and the minimization phase. The identification
phase consists in successive gradient projection iterations, for which the authors set
an upper bound s, which eventually stopped if A(x7) = A(x/~!) for a certain index
je€{k+1,... k+s}. Supposing to start from a point x*, consider the function

dr(0) = f (Pa(x* — ag")).

Recalling the definition of binding set at a point x* (3.13)), which in the case of
BQPs is the set

BE= B ={i: (e Agf>0) V(e Ag<0)],

we can introduce the reduced gradient r* = g%k and the reduced Hessian Ay, = Hgrpk.
It can be shown that the function ¢ («) is piecewise quadratic in « and its break-
points, i.e. the points at which the function switches from one quadratic to the
other, are related to the indices i such that i ¢ B*, gf # 0, and either [; or u; are
finite. In particular supposing that the function has breakpoints

O=mno<m <...<mp <Mpp1 = +00,

each breakpoint 7; (1 < j < p) has the form

Ty — Ug

, if g; < 0 and u; < 400,

%

, ifg;>0andl; > —o0,
9i
for some i € {1,...,n}\ B*.

In the interval [0, 71], ¢r(c) coincides with the function fi,(—ar®), where fy is
the restriction of f to the subspace in which the variables in B* are fixed. Figure
illustrates the sufficient decrease condition for a function with 4 breakpoints. Note
that o satisfies the sufficient decrease condition if ¢r(a®) < 9r(a®) where
o1 (a®) is the piecewise linear function

Pr(a) = F(x¥) + pa(gh)” (PQ(Xk —agh) — Xk) )

The authors relate the choice of o to the behavior of ¢y, in [0, 71]. In particular, if
in that interval ¢y, is strictly convex, the authors suggest to take af as the minimizer
of the quadratic function representing ¢y in [0, 7;]. Since

¢ (0) = —[rF|%,  and  #}(0) = (") AgrF,
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Figure 2.3. Tllustration of the sufficient decrease condition for oy [108].

the starting value for o is
Ir* ]2

k _
0T (oR)T Ay ok

whenever (r*)T Apr* > 0. Given the current estimate for o, i.e. a?, the authors

proposed to replace the original rule oa;-“ 1= Baf with a more efficient safeguarded
quadratic interpolation scheme. In detail they proposed to take

) 1 1
aﬁl = max {nl,mld {10004;?,&?, 204?}} ,

where aé? is the minimizer of the quadratic interpolating ¢x(0), ¢}.(0) and ¢k(a§?).
In the cases in which (r*)T A, r* < 0, since the quadratic function representing ¢y
in [0, m] is strictly decreasing and unbounded below, the author decided to consider
as starting value for o* the largest finite breakpoint for ¢y, i.e. Mp-

The minimization phase consists in the computation of the solution w* to

problem

) 1
min fx(w) = in Hzzw + (gg)TW, (2.30)

relying on the Cholesky factorization of Hz7. By defining the vector d* € R™ such
that d%k =0 and d, = w¥ (with C* = {1,...,n} \ B¥), the authors proposed to
compute the point x*T1 as x¥t1 = x¥ + ~v*d* where

fyk:max{'y : lgxk—i—'ydkﬁu}-

It can be proved that, whenever the quadratic function f is bounded below on the
set €1, this algorithm is able to find a stationary point in a finite number of iterations.

The main weakness of the method proposed in [I08] is that the exact solution
of can be “uselessly expensive” if the active set at the solution is far from
being identified; on the other hand, due to the slow convergence of the gradient
projection method, it is unpractical to wait until the identification of a suitable
active-set. Inspired by the works by Dembo and Tulowitzki [48] and Wright [123], in
their seminal 1991 paper [109], Moré and Toraldo proposed the well known GPCG
(Gradient Projection Conjugate Gradient) algorithm. The idea of GPCG is to stop
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the gradient projection iteration if it fails in making a reasonable progress and then
proceed with the approximate solution of by means of the conjugate gradient.

In detail, starting from y? = x* the GP identification phase is stopped if either
of the two conditions

Ay?) = Ay, (2.31)
fy7) = fy7 ) <n fg;gj(f(yl) — fy"™h), (2.32)

is satisfied, with n > 0 a given constant. A criterion similar to (2.32]) is used to stop
the CG method in the solution of (2.30f); the CG is indeed stopped if it generates a
point w7 such that
fe(w?) — fr(wiT1) < ¢ max {fk(wl) - fk(wlﬂ)}, (2.33)
1<i<y

with € > 0 a given constant. The search direction d* derived from the solution of
(2-30)) is then used to compute the next iterate x**! as

L — <k 1 ok gk

where o is selected by means of the same projected line search with the safeguarded

quadratic interpolation described previously for the GP phase in [108]. If the iterate
x**1 generated in this way appears to be in the face which contains the solution, the
minimization phase continues. The decision, in particular, is based on the observation
that if x**! is on the face that contains the solution, then B(x**!) = A(xF+1),
i.e. the active set is also binding. However, the condition B(x**1) = A(x**1) does
not guarantee that x**1 is in the face which contains the solution. If the current
iterate does not lie on the face containing the solution, then the finite termination
properties of the conjugate gradient method guarantee that a point x such that
B(x) # A(x) will eventually be generated. The authors, which focused on the case
of strictly convex problems, proved that in case of a non-degenarate staionary point,
GPCG is able to find the solution in a finite number of steps thanks to the finite
identification properties of the GP phase and the finite termination properties of
the CG phase.

A critical issue about GPCG stands in the approximate minimization of .
The required precision should, indeed, depend on how much that space is worth
to be explored. In GPCG, instead, a purely heuristic criterion for the stopping
of the minimization phase is used, based on a maximum number of iterates and
a check on the bindingness of the active constraints. To overcome the numerical
inefficiencies associated with using a heuristic approach for the switch between the
identification phase and the minimization phase we will see in Chapter [4] how, by
exploiting some ad-hoc optimality measures, the performances of the algorithm can
be drastically improved. These measures are inspired to the works presented in the
following sections in which the authors aimed at developing algorithms with finite
termination properties in the case of a degenerate stationary point.

2.4.2 Gradient methods by Friedlander and Martinez

The active-set method for bound constrained problems proposed by Friedlander
and Martinez in [74] [75] includes a procedure for deciding to leave a face of the
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polyhedron which guarantees that return on the same face is not possible. Recalling
the KKT conditions ([2.26]), the authors introduced two new vectors, which we
indicate as ¢(x) and B(x), defined componentwise as

gi if i€ F(x), 0 if i e F(x),
pi(x) =< 0 if i e Ax), Bi(x) := ¢ min{0,¢;} if i € Aj(x), (2.34)
0 if 1 e Au(x), max{0,¢;} if i€ Au(x).

It is straightforward to check that a feasible point x* is stationary for problem ([2.25)),
i.e. it satisfies the KKT conditions ([2.26)), if and only if

moreover, recalling the definition of projected gradient (2.27)) for problem (2.25)), we
have that for every feasible point x

B(x) +¢(x) = =Vaf(x).

The idea behind the proposed method can be summarized as follows (the authors’
proposal is based on the problem of maximizing a concave function, we will refor-
mulate the content for the minimization of a convex one). Recalling the definition
already given for problem , given a feasible point x*, we can observe that vector
@(x") is the projection of the gradient onto Qo(x*), i.e. it can be used as a measure
of optimality within the current face. Moreover, considering the set

Bjq = Bs(x) nQ(x"),

by the first order Taylor expansion, we can estimate the difference between the value
of f at x* and its optimal value inside B(’{Q with the quantity

Af = o (x")].

Focusing on B(x*) (which the author called chopped gradient), it’s easy to see that
it is orthogonal to Qy(x*) and that the direction d* = —B(x*)/||8(x*)|| points
towards the interior of the feasible set, i.e. it is possible to leave the current face
(orthogonally) by a movement along d*. Doing this, the objective function can be
decreased by an amount of at least

5 =allso| - 5

where L > ||H|| is a Lipschitz constant for V f and

&—min{l 772 }
a L BEMI

with 'yﬁ = min{u; — l; : i € A*}, is the maximum feasible step length along the
normal direction to the current face. The authors proposed to compare at each step
the quantities Af’} and A’jlz
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o if A]jl < Algr then the current face is considered worth to be further explored;
a new point x**1 € Q(x¥), such that f(x**!) < f(x¥) is then obtained by
means of one conjugate gradient step (eventually shrunk to avoid infeasibility);

o if A’j{ > Ag then the face is abandoned and the next iterate can be taken as
xF+tl = xF + ad”, with the guarantee that the algorithm (being monotone)
will never return inside the ball Bgﬂ(xk).

If 6 > 6 > 0, Vk € N, it can be proved that such an algorithm is able to find the
solution to , in the case H > 0, in a finite number of steps also in the case of a
non-degenerate stationary point. In the follow-up paper [77], Friedlander, Martinez
and Raydan developed an algorithm based on the one in [75] in which the conjugate
gradient steps are replaced with a block of gradient descent steps with BB step
lengths. The work was further extended in the 1997 paper by Bielschowsky et al. [14],
in which the authors considered for the first time the case of non-convex problems
and proposed to use different algorithm for the minimization over the current face,
based on information regarding the size of the subproblem and the spectral properties
of the reduced Hessian matrix. In detail for faces of small dimension, they proposed
the use of Cholesky factorizations and, as the dimension increases, the use of sparse
Cholesky factorization, conjugate gradient method and, finally, gradient methods
with BB step lengths.

2.4.3 The MPRGP algorithm by Dostal

The works by Friedlander and Martinez inspired Dostél [53] to introduce the concept
of proportional iterate. Recalling the definitions of ¢(x) and B(x) given in
(which the author called respectively free gradient and unbalanced contact gradient),
an iterate x* is called proportional if, for a suitable constant ' > 0,

1B8GF) oo < Tllp (") (2.35)

It is interesting to note that a similar check was introduced independently in the same
year in [I4]. Inequality implies that the violation of the KKT conditions at the
active variables does not excessively exceed the part of the gradient corresponding to
the free variables. The author proved that, given a feasible point x and I' > x(H )1/ 2
then if holds, the minimizer of f over the face containing x, which we will
indicated as X, has to satisfy

B(x) # 0,

i.e. it is not the optimal solution of . The proposed algorithm, in the same
vein as in [75], at each step checks condition (2.35)). If it holds then the face is
considered worth to be explored and a CG step is taken to find a new feasible point
on the current face, eventually replaced by a maximum feasible step along the CG
direction in case of infeasibility; otherwise, an optimal step along —f3 (xk), called
proportioning step, is taken to leave the current face.

An enhancement for this scheme was introduced in [54] and it is known as
Modified Proportioning with Gradient Projection (MPGP). The improvement lies in
the behavior of the algorithm during the minimization on the face. If the CG step
is infeasible, instead of considering a maximum feasible step, a gradient projection
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step with constant step length @ € (0, 2| H||~!) is taken. This ensures an R-linear
convergence rate in terms of bounds on the spectrum of the Hessian matrix and
allows the algorithm to mantain finite termination properties in the case of a non-
degenerate stationary point. The scheme was further improved in the work by Dostéal
and Schoberl [65] with the introduction of the Modified Proportioning with Reduced
Gradient Projection (MPRGP) for problems with lower bound constraints only. The
modification is based on the observation that, since in this case

x—oB €N, Vo>0,
the GP step with fixed step length @ can be rewritten as
Po(x ~aVi(x)) = x — & (@(x) + B(x))
where the vector ¢(x) is called the reduced free gradient and is defined componentwise

as
min{mia_li, gi} if i e F(x),
0 if i e A(x).

pi(x) =

The authors proposed to replace the GP step with the so called expansion step (since
it is aimed at expanding the current active-set), defined as

xFH = Py (xF —@p(xh)) = xF —ap(xh),

and to replace (2.35) by introducing the concept of strictly proportional iterate,
defined as an iterate satisfying

|66 = 12 e Tl (236)

with I' > 0 a given constant. The scheme obtained is proved to have the R-linear
rate of convergence of the MPGP and recovers the finite termination property also
in the case of degenerate stationary points. The actual implementation of MPRGP,
which is outlined in Algorithm includes a maximum feasible step along the CG
direction before the expansion step.

The work by Dostal and Schéberl was further extended by Mohy-ud-Din and
Robinson [I07] to the case of general bound constrained problems with possibly
non-convex objective functions. Starting from the definition of ¢ and 8 in ,
given a scalar o > 0, the authors defined the reduced free gradient ¢, (x) and the
reduced chopped gradient Ba(x) componentwise as

51 (%) e min{’“’Tfli, goi(x)} if p;(x) >0,

[@a]l( ) . {max{xi;ui7 Wz(x)} lf SOZ(X> < 0’
(2.37)

] o = { i ) 0 20

i max { ¥ Bi(x)} if Bi(x) < 0.

The two vectors have similar roles to the original free and chopped gradient, indeed
it is straightforward to show that, for each o > 0,

Po(x = aVf(x) =x—a(g,(x) +Ba(x)),
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and the vector

v(x) =x— Po(x = V[(x)) = ¢1(x) + Bi(x)

is an appropriate measure of optimality for problem [34]. One advantage in
using @,,(x), B, (x) and v(x) in place of the original quantities is that they are
continuous w.r.t. x whereas the projected gradient Vg f(x) is only lower semicontin-
uous.

The definition of the reduced components of the gradient led to the definition of
a new switching criterion to replace and ; the authors proposed to base
the switch on the condition

Ba(x")"B(x") < T pa(x") e (x"), (2.38)

with @ € (0, 2|H|~!). The algorithm proposed in [I07] is very similar to MPRGP,
with the addition of suitable checks and steps to deal with the non-convexity of the
objective function. Moreover, the author proposed to introduce further checks to
guarantee that the algorithm stops at a stationary point satisfying some second-order
optimality conditions. Under reasonable assumption, the convergence analysis shows
that the proposed algorithm either terminates in a finite number of iterations to a
second-order stationary point, or it generates a sequence of iterates along which the
objective function converges to negative infinity.

It is worth mentioning that similar ideas, to the ones outlined in these sections,
have been also used in [89] for general nonlinear problems subject to bound constraints.
The authors proposed to alternate a gradient projection method, based on the Cyclic-
Barzilay-Borwein [39] step length and on the GLL [84] non-monotone line search,
and an unconstrained subspace minimization step based on the CG_DESCENT
algorithm proposed in [86]. The switch between the two phases is based on a
comparison between the optimality w.r.t. the full problem and the optimality w.r.t.
the subspace defined by the active constraints. A theoretical extension of this
framework to the case of nonlinear problems subject to polyhedral constraints has
been proposed in [90].

2.5 Projection onto polyhedra

In the previous sections we introduced the gradient projection methods observing
that for the class of BQP problems the projection operator can be computed very
easily in O(n) operations. Nevertheless, the nice convergence properties of the
method, analyzed in [27], hold for general optimization problems subject to linear
constraints. The computational bottleneck in their application is the cost of the
projection onto the polyhedron described by the constraint of the problem, which in
the case of a general linearly constrained problem can be very expensive and cost as
much as solving the whole problem.

2.5.1 The case of a single linear equality and bound constraints

One particular class of polyhedra which received much attention is the class of
polyhedra of the form

Q:{XER":aTx:b/\lgxgu}, (2.39)
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where a € R", 1 € {RU{—0}}", u € {RU{+0}}", and 1 < u. In the case of
a = 1 this set is known in literature as the double-sided simplex; with a little abuse
of notations we will refer to the general case in the same way. A lot of work has been
done on the analysis and development of efficient algorithms for the computation of
the projection onto €, especially in the case in which it corresponds to the probability
simplex, i.e.

Q:{XER” : Zaji:b/\ XZO}.

This is also due to the fact that the projection problem can be seen as an instance
of a more general class of QP problems of the form

1
min -x! Dx — c¢’x,
st. alx=b, (2.40)

I<x<u,

where D is a diagonal positive definite matrix with diag(D) = [d1,do, ..., d,], which
are usually referred to in literature as quadratic knapsack problems and arise in
many application areas, such as resource allocation, hierarchical production planning,
transportation problems, multicommodity network flows, etc. (see e.g., [96} 97, O8]
and references therein). It is easy to check that the problem of projecting a point z
onto €2 corresponds to the case in which D = I, and ¢ = z.

Recall that a stationary point x* for problem has to satisfy the first-order
KKT conditions

Dx —c= )a,
alx =,

I<x<u,

where A € R is the Lagrange multiplier associated with the single linear equality
constraint.

Here we will briefly describe solution strategies for problem showing
how it is possible to develop algorithms with the optimal computational cost O(n)
[24, 28, 113]. The main idea behind the algorithms developed for the solution of this
problem is to exploit a dual reformulation which, as we will see, allows one to turn
the optimization problem into the solution of a piecewise linear equation. We will
see, however, that from a practical point of view, algorithm with a larger theoretical
cost can perform better on large-scale problems, such as the one based on variable
fixing techniques [98], which has a theoretical O(n?) complexity, the secant method
proposed by Dai and Fletcher [38], and the semismooth Newton method proposed
by Cominetti et al. in [31].

2.5.1.1 Dual reformulation

Observe that the quadratic knapsack problem, as any convex quadratic problem,
agrees to strong duality. Thus we can recover the solution to the original problem by
solving a dual problem. Following [27], since the box constraints are easy to handle,
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we can consider the Lagrangian function associated with the linear constraint and

introduce the following dual problem for (2.40)

1
max inf {XTDX —cIx+Ab— aTx)} . (2.41)
AR I<x<u (2

Given a fixed A, the solution of the inner infimum problem can be written as
x(\) = mid {1, D~'(Aa + ¢),u}, (2.42)

or equivalently componentwise as

x;(A) = max {li, min{/\(ziiw, uz}}, i=1,...,n.

Thus the KKT conditions for (2.40) can be rewritten as
d(\) :=alx(\) —b=0, (2.43)

which is equivalent to primal-dual optimality, so that (2.40|) reduces to the finding
of the unique solution A\* to the equation

d(N) == En:ai mid {z Mdﬂ u} - f:@(A) — b (2.44)
=1 4 =1

Each component ¢; : R — R of the function ¢ is a piece-wise nondecreasing
linear function with two breakpoints (left side of Figure , namely 7} = {%jc’}

and 1!, = {dl“#:cl}, where we define as breakpoint each point of discontinuity of

the first derivative of a given function. Indeed, for A in (—oo, n}), ¢; assumes the
constant value a; l;; in [n;, ;] it is a monotone increasing linear function with slope

2 .
Z—i; finally, in (!, +00) it assumes the constant value a; u;.
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Figure 2.4. The i-th component of ¢(A) and its two breakpoints (left) and an example of
¢(N\) with six breakpoints (right) [31].

The resulting function ¢(A) is a nondecreasing piece-wise linear function, whose
set of breakpoints

3

€= {77@7775}
=1
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contains at most 2n distinct elements, and which assumes constant values in

(=00, Nmin) and in (Nmaz, +00), With 7y, = min{€} and Npe, = max{€}. An

example of such a function with 6 breakpoints is given in the right side of Figure
It follows that the problem has a solution if and only if

inf{o(A) : A€ R} = dmin < b < dpaz =sup{p(A) : A€ R"}

where (bmin - QZ) (nmzn) and ¢max - (rb (nmaz)‘
The two following theorems, regarding the relation between a solution x* to
(2.40) and a solution A* to (2.44)), have been proved in [2§].

Theorem 2.5.1. If x* solves problem (2.40)) then x} = x;(\*) where

Aai+¢ .
x;(A) = max {li, min{Tj, uz}} , i=1,...,n, (2.45)

and \* solves problem (2.44)).

Theorem 2.5.2. If \* solves the problem
min{|¢p(A) —b| : A € R},
then x(A*) solves (2.40) if p(N*) = b. Otherwise, x(\*) solves the problem

min{ja’x —b] : 1<x < ul.

2.5.1.2 Optimal O(n) algorithms

The structure of ¢(\) suggest to find the solution by looking at the set of breakpoints.
Indeed, supposing that one has found the breakpoints

ny =max{n €& : ¢(n) <b} and 7, =min{n €& : ¢(n) > b},

since no other breakpoint lies between them, the solution A* to can be found
by linear interpolation in the interval [}, n;] as the only value such that ¢(A*) = b.

The first proposed algorithm [93] [94] for the solution of are based on a
pre-ordering of the set & and then on bisection in order to find n; and n;. This
class of algorithms has a computational cost of order O (n logn), i.e. the cost of the
ordering dominates the cost of all the other operations.

The idea behind the optimal algorithms of order O(n) (e.g., [24] 28, 113, 97, 06])
is basically that to skip the expensive pre-ordering and performing the bisection on &
by progressively splitting it computing medians of its subsets; this results in cheaper
algorithm since the cost of the computation of the median of a set 8 is indeed O(|8]).
The bisection process either terminates if, for some A\, ¢#(Ay,,) = b or returns two
consecutive breakpoints A, and A, such that A* € [y, A\;;]. The solution can be
computed by linear interpolation starting from A\, and A, as

Am = Ap

A=A = (00m) =0 RN TS )
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2.5.1.3 Variable fixing algorithms

Even if O(n) is the optimal complexity for the solution of quadratic knapsack
problems, from the practical point of view optimal algorithms can be outperformed
by algorithm with an higher computational cost. A first example is given by variable
fixing algorithms derived from the work of Luss and Gupta [104] and further analyzed
by Michelot [106] and Shor [I21I] (in the case of the simplex) and by Kiwiel [98].
This class of algorithms has a worst-case performance of 9(n?), however they have
been showed to be competitive in practice with O(n) algorithms. The main idea
behind this class of algorithms is to solve the quadratic knapsack problem by directly
tackling its primal formulation (2.40). At each step the set {1,...,n} is partitioned
in three sets, i.e. L¥, U* and F*, representing respectively the variables assumed
to be on the lower bound, the variables assumed to be on the upper bound and the
variables assumed to be free. Starting from a given partition, the algorithm finds
the solution X* to the equality constrained subproblem

1
min §XT Dx —c'x,
st. alx=b,
zi=1, ielL"
r;=u;, t1€U k,
which can be obtained in closed form, and updates the partition of the indices
according to some measures of feasibility for X*. In what follows we will assume

that a > 0 without loss of generality, since all the other cases can be reduced to this
by a change of variables. In [97], Kiwiel proposed to compute the quantities

V= ai(li-a), where Ff ={ic F* . & <u},
i€k
Ak:Zai(fk—uz), WhereFJf:{iEsziqui}.

7
iEFk

If V), = Ay, it can be shown that the point x* obtained by setting a:f = [; for
ieLFuU Flk, :nf = u; for i € U¥ U F¥ and xf = a?f otherwise, is not only feasible,
but also optimal for . If the previous relation does not hold different update
strategies are used for the sets L*, U* and F*: if V;, > A}, then

Lk+1 _ Lk U F‘lk:’ Fk-i-l _ Fk \ Fvlk’, and Uk-‘rl _ Uk,
otherwise, if Vi < Ay,
M=k FFl = FF\FFand U =URU FFR

2.5.1.4 The Dai-Fletcher secant-based algorithm

An algorithm which have proved to be very efficient in the solution of problems
of the form is the secant-based method introduced by Dai and Fletcher in
[41]. The algorithm proposed for the solution of consists into two phases: a
bracketing phase in which an interval [\;, \,] containing the solution to is
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Algorithm 2.1 Bracketing Phase of the Dai-Fletcher algorithm
1: Let A € R, A\ > 0;
2: Compute x = x(A) by ; Y =alx —b;
3: if ¢ < 0 then
4: N=XY =9 A= A+ A\
: Compute x by ; W =alx — b

5:
6: while ¢ < 0 do
7 A=A wl:w;(s:max{qil—l,().l};

AN
8: AN= AN+ —; A=A+ A\
s
9: Compute x by (2.42); 1 = aTx — b;
10: end while
11: Au = A; Py = 15
12: else

13: A =N Uy =0 A=A — AN\

14: Compute x by (2.42); ¢ = aTx — b;
15: while ¢ > 0 do

16: Au=A; ¢u:¢;52max{q’f;—1,0.l};
17: A)\:A)\—FQ;)\:)\—A)\;
s
18: Compute x by (2.42); ¢ = aTx — b;
19: end while
20 N =N Y=
21: end if

found, and a secant phase in which this interval is progressively reduced until the
algorithm finds the two consecutive breakpoints between which the optimal value
of A lies. Since the algorithm will be used in the MATLAB implementation of the
P2GP method introduced in Chapter 4} we provide here (see Algorithm and
Algorithm the pseudocodes for the two phases of the algorithm.

In the bracketing phase, outlined in Algorithm [2.I] the user is asked to provide
an initial estimate for A and the length A\ of the interval with extreme A containing
the solution. To ease the description of the algorithm we have defined the function
P(A) = ¢(N) — b; clearly solving is equivalent to finding a root for ¢(\). If
() < 0 (respectively 1(\) > 0) the search for the interval takes place in the positive
(respectively the negative) A direction. Considering w.l.o.g. the case ¥(\) < 0, the
algorithm at each step starts with \; equal to the current estimate of A, it checks
the value of ¢» = (A + AN), if it is larger than 0, then it sets A\, = A + AX and
terminates, otherwise it updates the estimate for A\ depending on ¢; = 1(\;) and
1 and then sets A = A+ A\, If the problem is feasible, then the bracketing phase is
guaranteed to terminate with a bracket [A;, \,] containing a solution of the equation
Y(A) =0.

The algorithm terminates with the bracketing phase if for some A the value
of 1(\) is sufficiently close to zero, otherwise it proceeds with the secant phase,
reported in Algorithm
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Algorithm 2.2 Secant Phase of the Dai-Fletcher algorithm
1: Lets:l—zjjl; A)\:%; A=Ay — AN

u
2: Compute x by (2.42); v = alx — b;;
3: while not converged do
4: if ¢ > 0 then

5 if s <2 then
6 M= X pu=tss=1- 2
N, Py

7. A= Cl N2, — AN

8: else \ \

9: 32H1&X{%—1,0.1};A/\: vz

s

10: Anew = max {\ — AX, 0.75)\; + 0.25\};
A — A

11: Au—)‘albu_wa)\—)\newaS—)\ui)\a

12: end if

13: else

14: if s > 2 then

15: Azzx\;wzzw;szl—zl;

16: AA:A”_)\Z;)\:/\U—A)\,

17: else Y

18: s—max{ﬁl—l, O.l};A)\— — l;

s

19: Anew = min {\ + AN\, 0.75\, + 0.25\};
Au— A

20: /\l:/\;wl:w§)\:)\new§3:)\u_/\l§

21: end if

22: end if

23: Compute x by (2.42)); ¢ = aTx — b;
24: end while

At each step of the secant phase the algorithm starts with an interval [A\;, A],
with 1()\;) < 0 and ¥(A,) > 0, and with an estimate of the solution A. If, w.l.o.g.,
¥ (A) > 0 then the algorithm checks whether X lies in the left half of the interval
[A7, Ay] or in the right one. In the former case the new estimate for A is computed by
a secant step based on A\; and \; in the latter the algorithm compares a secant step
based on A and A\, and a step to the point %)\l + i)\, choosing whichever is smaller
to generate the new estimate of A. This choice ensures that the interval length is
reduced at each step at least by a factor of 25%. In both cases the new bracket
is originated by fixing A; and taking A\, equal to the previous estimate of A. The
secant phase terminates if preset tolerances on either 1(\) or AX are met.
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2.5.1.5 The Newton’s method by Cominetti et al.

Starting from the secant-based algorithm of Dai and Fletcher, Cominetti et al.
proposed in [3I] a new algorithm for the solution of the dual problem in
which they replaced the secant method with Newton’s method, which doesn’t need
a bracketing phase.

To ease the comprehension of the functioning of the algorithm we will follow the
example of the authors and consider first the special case of problem in which
each variable only bounded from below, i.e. u; = +oco for all i. In this case
reduces to

x(A\) = max(l, D! (aX + c)) (2.46)

and the functions ¢; have the form

a?X+aic; .
max{aili, 0, ifa; >0,
T

¢i(A) = (2.47)

af)\—&-aici

min {aili, r } , ifa; <O0.

In the first case (a; > 0) the breakpoint is said to be positive, because it increases
the derivative of ¢, while in the other case the breakpoint is said to be a negative.
To compute the derivative ¢/(\) of the objective function in (2.44), it is sufficient

to sum up the slopes %% corresponding to positive breakpoints to the left of A and
the slopes of negative l;reakpoints to the right of A. In the case in which A is itself
a breakpoint, the function is clearly non differentiable, however the right and left
derivatives are still well defined and can be computed by the formulas

=Y o} 3 a} 9.48
¢ (N = E‘F R (2.48)
T T
ai>0 a; <0
ne <A nh > A
/ )\ _ aZZ azz 4
d_(\) = g EJF E R (2.49)
T ¥
a; <0 a; >0
n}>A nzg)\

The method for the solution of the problem with single bounds (see [31, Al-
gorithm 1]) uses Newton’s steps based either on ¢/, (\) (in the case ¢(\) < b and
@' (A) > 0) or on ¢_(A) (in the case ¢(X) > b and ¢’_(A) > 0). The authors proved
that it converges globally without the need of a globalization strategy; moreover,
since ¢ has at most n breakpoints, the Newton’s iterates may generate at most n+1
distinct points. The authors proved that Newton’s algorithm for single bounds stops
in at most n + 1 iterations with an overall complexity of O(n?) arithmetic operations.

Consider now the general case of problem @ , and assume again, w.l.o.g., that
a > 0. In this case, as observed in Section m each term ¢;(\) is constant up
to its first breakpoint 17}2, where it becomes an increasing linear function with slope
a?/d; up to the next breakpoint 7, where it becomes constant again. As already
observed, the function ¢ in this case is a non-decrasing piecewise linear function,
and Newton’s method may cycle as shown in Figure [2.5 corresponding to the case

=3, D=1 a= (\/Q 1 1) 1= ( 1 0 Ild = 1 0
n —— —00 and u —, +00 .
) 9 ) bl ) \/57 ) ) \/§7 b
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Figure 2.5. An example in which Newton’s method cycles [31].

Starting from the point A = (Agx41,0), to which corresponds the point B =
(A2k+1, @(A2g+1)) on the function graph, the Newton’s step returns the point C' =
(A2k,0), to which corresponds the point D = (Agg, ¢(A2r)) on the function graph;
the Newton’s step in C' returns A, thus closing the cycle.

To ensure the convergence of the algorithm a globalization strategy is needed.
The authors proposed to keep track at each step of ay, defined as the largest iterate
such that ¢(a) < b computed by the algorithm up to the k-th iteration, and of
Bk, defined as the smallest iterate such that ¢(f;) > b computed up to the k-th
iteration. If the next Newton’s iterate falls outside the interval (g, 5x), a cycle can
occur and a secant step is performed. The proposed algorithm can be considered
as a variation of the secant method of Dai and Fletcher [3§], in which the initial
bracketing phase is replaced by Newton’s iterations and Newton’s method is used
in place of the secant method whenever possible. At the end of each step of the
algorithm a variable fixing strategy, inspired to the one described in Section
is used for helping to reduce the problem size as the method progresses. The authors
proved that the algorithm performs at most 2n + 1 Newton’s steps and at most 2n
secant steps, resulting in at most 4n 4 1 iterations with an overall complexity of
O(n?) arithmetic operations.

In [31] an interesting comparison between the algorithm described in this section
was reported. The results show how in practice, on large-scale problems, the Newton’s
method converges is faster than the algorithms based on median finding, variable
fixing, and secant techniques, even if it has an higher theoretical complexity.

2.5.2 The case of sparse linear constraints

As already mentioned, computing the projection of a point onto the feasible set of
a general problem of the form (1.1)) can be very expensive, for this reason the use
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gradient projection methods has been mainly restricted to the cases of problems
subject to bound constraints or bound constraint and a single linear constraint.
However, recently, an efficient algorithm, called PPROJ, has been proposed by
Hager and Zhang in [91] for the projection onto polyhedra defined by sparse linear
constraints.

The authors focused their analysis on problems of the form

. 1
min _ly - x?,

st. Cx=b, (2.50)
1<b <,
x >0,
where y € R" is the point to project, C' = (ci,...,c,) € R™*™ has nonzero columns,

and 1,u € R™, with [; < wu; for all 4.
Starting from the Lagrangian function associated with the linear equality con-
straints in (2.50]), which has the form

1
L(vaaA) = iHy - XH2 - (AX - b)T>‘7

a solution x* to (2.50|) can be found by solving the dual problem

L 2.51
max  L(A), (2.51)

where the dual function L(A) is defined as

L = i :1<b< >0}. 2.52

W)= oo ALxBA) 1 1<b<u, x>0} (2.52)

By observing that the values of x(A) and b(A) for which the minimum in (2.52) is
obtained are given respectively by

z;(A) = max{y; + c! A, 0}, i=1,...,n,

and
lj, if )\j > 0,
b]()\): [lj,uj], if )\jZO, jzl,...,m,
Uj, if )\j < 0,

it can be shown that the dual function L() is the sum of a differentiable piecewise
quadratic function and a piecewise linear function (hence, it is overall piecewise
quadratic).

The authors proposed to solve by a dual active set strategy (DASS) which
combines the SpaRSA algorithm by Wright, Nowak and Figueiredo [124] and the
Dual Active Set Strategy (DASA) [87, [43]. SpaRSA, which has been show to have
a Q-linear convergence rate to a solution A* of , is used to approximately
identify the set

Z(A*) ={i + 2;(A") =0}

of the primal variables x; which are zero at the solution and the sets

ELA) = {j ¢ B =1} and E_(X) ={j ¢ bi(A") = ui},
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corresponding to the sets of inequalities that are treated as at their lower and upper
bounds, respectively. By means of a suited switching criterion, the computation
passes from SpaRSA to DASA to accelerate the convergence. The switching criterion
is meant to guarantee that asymptotically only DASA is used.

At each step, starting from the current estimate A* and the corresponding sets
2k = Z(AF) and €5 = €4 (AF), DASA finds a maximizer y for the local dual function

Lk(A):inlf){L(x,b,)\) ca;=0,¥i €28 A by =15,V €&k A bj:uj,Vjee’i}

and uses it to compute A**! by means of a line search. Observe that, by setting
R= Ei Uék e={1,...,n}\ 2% and p; = 0 for i ¢ R, the maximizer of Lj can
be computed by solving the linear system

Age ARepq = by — Ageye,

where b is the vector given in the definition of Lj. In the implementation of DASS
provided by the authors this problem is solved by a preconditioned conjugate gradient
method. DASA stops returning the solution to , from which the solution x*
to can be derived by setting x* = x(A*).
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Chapter 3

A subspace accelerated gradient
projection framework for QPs

Here we propose an active-set framework for the solution of problem based on
gradient projection. The proposed framework is based on the two-phase framework
introduced by Calamai and Moré [27] and, as the GPCG method developed by Moré
and Toraldo [109] (for strictly convex BQPs), uses the gradient projection to identify
the active set at the solution, alternating it with unconstrained minimization steps
onto the reduced subspace defined by the current active set. By a reformulation of
the Karush—-Kuhn—Tucker conditions we are able to define suitable generalizations of
the free and the chopped gradient defined for BQPs and to introduce, for problem
, the idea of proportional iterate introduced in [14] 53]. This translates into
the possibility of switching between the identification and the minimization phase
by comparing a measure of optimality within the reduced space with a measure of
the “quality” of the current active set. We prove finite convergence of any method
fitting into the proposed framework for strictly convex quadratic problems even in
case of degeneracy at the solution, provided that a method with finite termination
properties is used in the solution of the equality constrained subproblems.

3.1 Reformulating stationarity results for QPs

We recall that a stationary point for problem ((1.1) can be characterized by the
Karush—Kuhn—Tucker conditions.

Definition 3.1.1. A feasible point x* is a stationary point for problem (1.1)) if and
only if there exist Lagrange multipliers vectors 8* € R™ and A* € R™ such that

g* :ZAfei—l—ZG;aj :Z)\fei+AT0*, (3.1)
i=1 j=1 i=1
NS0 ificAl, N <0ificAr, XN =0 ifiecd" (3.2)

The stationary point x* is said to be non-degenerate w.r.t. the bound constraints
if the inequalities in (3.2) are strict, i.e. A} > 0 if i € Af and \j < 0 if i € A}.
Otherwise the point is said to be degenerate.
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Since we are interested in building an estimate for the Lagrange multipliers, we
make the following assumption which guarantees their uniqueness.

Assumption 3.1.2 (Linear Independence Constraint Qualification - LICQ). Let
x* be a stationary point of (1.1)), then the active constraint normals

{aj : j=1,....m}U{e; : ic A"}
are linearly independent.

Since Ay = 0, the KKT conditions (3.1)) and (3.2)) can be equivalently written
as

g — [ATO7] =0, (3.3)
No= g [ATeT] >0, if ie (3.4)

7

No= g - [ATer] <o, if Qe Al (3.5)

i

Since Assumption holds, it has to be |[A*| < n —m, or equivalently, |F*| > m.
Moreover, the matrix A,g+ has full row-rank, hence

M - A*?*Az—‘g“* S Rm)(m

has full rank, i.e. is invertible.
Condition (3.3), which can be rewritten as

gr = |AT0"] = ALy 67,
by premultiplying by A,g+, leads to
0" =M A g (3.6)
It’s worth noting that, if |F*| = m, becomes
0" = A7 gi.

From (3.6)), (3.4) and (3.5)) we can compute A*.

Consider now any point x € Q and suppose, for now, that |F(x)| > 0 and
r = rank(A,y) # 0. Although rank(A) = m, removing columns from it to obtain
A,y can lead to r < m, even in the case in which |F| > m. Let J(x) be the subset
of the power set of {1,...,m} containing all the subsets J = {j1,...,J,} of indices
corresponding to a maximal set of independent rows of A,s. For any J € J(x), by
setting A = E(H) = Ay, and following a similar procedure as in , we define the
vector

£(x:9) = (AATY ' Ags e R". (3.7)

We can therefore define the vector 8(x;J) € R™ as

05(x;:d) = &(x:3),  0;(x;d) =0 Vj ¢4 (3.8)
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When r = m we have that J(x) = {{1,...,m}}. Since there is no more dependence
on the choice of g, (x) = £(x) is uniquely defined.

In the cases in which either F(x) = ) or rank(A,5) = 0 (corresponding to the
case in which the linear equality constraints depend on the normal of the active
bound constraints at x), we set

0(x) = 0. (3.9)
Starting from ({3.7))-(3.9) we can introduce the vector
h(x; ) := g(x) — AT0(x; J); (3.10)

from —, a sufficient and necessary condition for x being a stationary point
is that, for some J € J(x),
hi(x;9) =0, if 1€ F, hi(x;d) >0, if i € A;, hi(x;d) <0, if i € A,. (3.11)
Remark 3.1.3. We note that, because of the definition of 8(x;J) in —,
hy(x;9) = Ppa, .y (87) (3.12)

where F = F(x) and Py € RIFXIT1 s the orthogonal projection onto the subspace

of RIFl orthogonal to the rows of A,y (i.e. the nullspace of A.y). Even if, when
Ayg is rank deficient, the definition of 0(x;J) and h(x;d) depends on the particular
choice of the subset J € J(x), vector hy(x) is uniquely defined.

Based on (3.11)) we give the following definition of binding set.

Definition 3.1.4. Let x € Q. Given J € J(x), the binding set (associated with J)
at X is defined as

B(x;d)={i : ieA N hi(x;9)>0)Vv(ieA, N hi(x:9) <0)}. (3.13)
When rank(A,g) = m, the binding set is unique and will be denoted as B(x).

Observe that in the case of bound constrained problems, h(x) = g(x) and (3.13])
corresponds to the standard definition of binding set.
It is also possible to provide an estimate of the Lagrange multipliers based on

(3-8)-(3.10).
Theorem 3.1.5. Assume that {Xk} s a sequence in §) which converges to a non-

degenerate stationary point x*, and such that A(x®) = A(x*) for all k > k. Consider
for each k > k the vector 8F = (x*) and the vector h* = h(x*). We have

lim 6% = 67,

k>k, k—oco

lim A = )\ e A®xY),
k>k, k—o00

where AF = X(x*) € R" is defined as
\h ) R i e A,
T 0, difie F(xP).

Proof. For all k > k, F* = F*, the matrix A, is full rank and 6(x*) and h(x*) are
uniquely defined. Moreover, the matrix A in (3.7) coincides with A5+ in (3.6)). The
thesis follows then from the continuity of V f(x). O
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3.1.1 Least-Squares multipliers estimates

The Lagrange multipliers estimate previously introduced is indeed the Least-Squares
(LS) multipliers estimate, defined e.g.,in [34, Section 12.4.1] and [78, Theorem 2.3].
For problem (|1.1)), given a point x € © the LS estimate is defined as

g — AT0 — Z)\lel

argmin
0. = )
st. A >0 if i e A (3‘14)
N <0 if 1€ A,
A=0if i € 7.

By defining
y= (6", A%, Aﬁu)T, and B = (A", Ly, La,),

the nonzero components of the solution to (3.14) can be found by minimizing w.r.t.
y the function
h(y) =y"B"By —2g" By,

whose unconstrained minimizer can be found by solving the system
BBy — BTg =o. (3.15)

By making explicit the form of the system matrix BT B, (3.15]) can be written as

A AT A*Al A*.Au (7] A g
AL, T 0 A, | = 84, | =0 (3.16)
AfAu 0 I A4, 8A,

or equivalently as the linear system

AAT9+A*AZAAl+A*Au)\Au —Ag =0
AIAZ 0+ A-Al —g4, = 0. (3.17)
AZAU 0+ )\Au —8A, = 0

By premultiplying the second equation A, 4, and the third one by A,4,, and substi-
tuting in the first equation, we obtain

0 =AATO— A4 AL, 0 — Au, AL, 6+
—Ag+ Aun84, + Avn,Ba, = (3.18)
= Asg [ATG] 5~ A8,
where we exploited the fact that, for an index set 8§ C {1,...,n},
T p_ [ 4T
Al 0= A 9}5

and that ¥ = {1,...,n} \ (A4, UA,). The obtained relation coincides with the
relation (3.3), found for the Lagrange multipliers related to the solution of (1.1)),
given the nullspace of A, is trivial, i.e. N (A,5) = {0}.
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3.2 The projected gradient

We recall that in Chapter [2] we introduced the projected gradient as a measure of
stationarity.

It could be argued that the projected gradient is inappropriate to measure close-
ness to a stationary point, since it is only lower semicontinuous (see [27, Lemma 3.3]).
However, Calamai and Moré in [27] showed that the limit points of a sequence {x*}
generated by a gradient projection algorithm, with bounded step lengths satisfying
suitable sufficient decrease conditions, are stationary and

Jim [[Vof(x*)|| = 0. (3.19)

Similar results hold for a more general algorithmic framework (see [27, Algo-
rithm 5.3]), in which gradient projection steps are alternated with general descent
steps. Another important issue is that, for any sequence {xk} converging to a
non-degenerate stationary point x*, if holds then A*¥ = A* for all k sufficiently
large. However, for problem , condition has an important meaning
in terms of active constraints identification even in case of degeneracy, provided
Assumption holds.

The following proposition summarizes the convergence properties for a sequence
{x*} satisfying , both in terms of stationarity and active set identification.

Theorem 3.2.1. Assume that {xk} is a sequence in S that converges to a point x*
and limy,_,o0 |V f(x¥)|| = 0. Then

(i) x* is a stationary point for problem ([1.1);

(ii) if Assumption holds, then A%} C A for all k sufficiently large, where
Nv={t €A : X #£0} and \; is the Lagrange multiplier associated with the
i-th bound constraint.

Proof. Ttem (i) trivially follows from the lower semicontinuity of ||V f(x)]|.
Item (ii) extends |27, Theorem 4.1] and [51, Theorem 2.3] to degenerate stationary

points that satisfy Assumption |3.1.2 We first note that, since {xk} converges to
x*, we have F* C F* and hence A* C A* for all k sufficiently large. The proof is by
contradiction. Assume that there is an index 7 and an infinite set X' C N such that
1€ Ay \ AF for all k € K. Without loss of generality, we assume x7 = uz and thus
A¥ < 0. Let Py be the orthogonal projection onto

S={veR": Av=0 A (v;=0, Vie A"\ {1})}.

Assumption implies that Pp(e;) # 0. Since 7 ¢ A(x"), it is Pp(e;) € To(xY).
Then, by [27, Lemma 3.1],

()" Paler) > — [ Vas )| [IPaer)
and since {xk} converges to x* and {HVQ f (xk)H} converges to 0, we have

(g")" Po(es) 2 0.
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On the other hand, by (3.1]) and the definition of Py we get
(8")" Pa(er) = Y Ael Po(er) +(0%)" APs(e;) = Ae] Pole;) <0,
1EA*
where the last inequality derives from \* < 0 and (e;)” Py (e;) = || Po(e7)||> > 0. The

contradiction proves that the set K is finite, and hence 7 € A* for all k sufficiently
large. O

By Theorem if an algorithm is able to drive the projected gradient toward
zero, then it is able to identify the active variables that are non-degenerate at the
solution in a finite number of iterations. Because of this interesting property of GP
algorithms, in this thesis we will deal with the development of efficient active-set
algorithms for problems of the form . We will now provide the generalization of
the free gradient and the chopped gradient to the case of problem and prove
some useful properties.

3.3 The free and chopped gradients

We start by defining the free gradient ¢(x) at x €  for problem (1.1)).

Definition 3.3.1. For any x € Q, the free gradient ¢(x) € R™ is defined as

p5(x) = hy(x), pa(x)=0. (3.20)

Remark ensures that ¢(x) is uniquely defined also in the case in which
rank(A.gy) < m.

The following theorems state some properties of ¢(x), including its relationship
with the projected gradient.

Lemma 3.3.2. Let x € Q. Then ¢(x) =0 if and only if x is a stationary point for

min f(u),

st ue Qx). (3:21)

Proof. Since ¢(x) is invariant with respect to J € J(x), w.l.o.g. we can choose any
d € J(x). Because of (3.10), ¢(x) = 0 if and only if

gi — [ATo(x; 3)} =0, ViedF(x). (3.22)

i
On the other hand, x is a stationary point for problem (3.21) if and only if
g= > viei+Ap,
1€A(X)

with v; € R and u € R™, which implies

gi = [AT,LL, Vi€ F(x). (3.23)

By (3.22) and (3.23)), and writing F = F(x), we obtain that

ALy (0x:3) — 1) =0.
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Observe that if matrix A,g is rank deficient, from its definition, the nonzero compo-
nents of @(x) correspond to the indices in J. W.lo.g., since the linear combination
in is not unique, the vector g can be taken such that it has zero components
for the indices in {1,...,m} \ J. This allows us to prove that 8(x;J) = p, therefore
the thesis. O

Remark 3.3.3. Theorem shows that p(x) can be considered as a measure of
optimality within the reduced space determined by the active variables at X.

Lemma 3.3.4. For any x € , ¢(x) is the orthogonal projection of —Vqf(x) onto
Qo(x), where Qy(x) is given in (1.3). Furthermore,

le)I* = =(Vaf(x)) ¢ x). (3.24)
Proof. By the definition of projected gradient (see (2.14)),

A(Vaf(x)) =0, (3.25)
Vaof(x)=—-g+ATv+pu (3.26)

for some v € R™ and p € R", with
wi =0ifi € F(x), p; >0ifie Aj(x), w <0ifie Ay(x).

W.l.o.g. consider any J € J(x) and set & = 0(x;J) and h = h(x;J) as defined in
B7)-(310). Let

oc=v—0, 1,=p—h; ifieAx), 7 =0 ifieF(x).

Then (3.26)) can be written as

hi = —(Vaf)i(x)+ [ATUL +r ifi e F(x),
0 = —(Vaf)i(x)+ [ATUL +r o ifi e Ax),
or, equivalently,
p(x) = —Vaf(x)+Alo + T, (3.27)

with 7, = 0 if ¢ € F(x). This, with (3.25) and ¢; = 0 for i € A(x), proves that
p(x) = argmin {||v + Vo f(x)| s.t.v e Qo(x)},

which is the first part of the thesis. Equation (3.24) follows from (3.27)) and the
definition of ¢(x). O

Lemma 3.3.5. Let x € Q and let rank(Ayg) = m. Then B(x), is uniquely defined
and we have A(x) = B(x), if and only if

p(x) = —=Vaf(x). (3.28)
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Proof. We recall that in this case the vectors 8(x) and h(x) are unique.
Assume that A(x) = B(x). Condition (3.28)) can be written as

— (x) = argmin {||v + g|| s.t. veTa(x)}. (3.29)

Since, by Lemma —p(x) € Qy(x) C Ta(x), we need only to prove that
—p(x) =—g+ ATv+p,

for some v € R™ and p € R", with p; = 0ifi € F, u; > 0if ¢ € Aj(x), p; <0 if
i € Ay(x). Since A(x) = B(x), recalling the definition of binding set, the previous
equality holds trivially by setting v = 0(x), u; = h;(x) for i € A(x), and p; = 0
otherwise.

Suppose, now, that (3.28]) holds. From the definition of ¢ and (3.26)), it follows
that (3.28) can be written as

wi(x) =g; — [ATG(X)} =g; — [ATI/] Vi e F(x), (3.30)

0=gi— [ATV} i Vi Ax), (3.31)
with p; > 0 if i € Aj(x) and p; <0 if ¢ € Ay(x). From (3.30) we get
Aly (0(x)—v)=0

which, since rank(A,y) = m, implies 8(x) = v, and then, from (3.31) and the
definition of h(x),

hi(x) >0 if i € Ay(x), hi(x) <0 if i € Au(x);
thus A(x) = B(x). O

We observe that the hypotheses rank(A,y) = m is not too restrictive. Since
Assumption holds, it always satisfied if, for example, 5* C F, which is true in
a neighborhood of the solution.

If rank(A,5) < m, the binding set is no more unique and a weaker result can be
proved.

Lemma 3.3.6. Let x € Q. If there exists § € J(x) such that A(x) = B(x;d), then

p(x) = —Vaf(x). (3.32)
Proof. The proof is the same of the necessary condition in Lemma with 0(x; J)
and h(x;J) in place of 8(x) and h(x). O

Inspired by the two previous lemmas, we give the following definition.

Definition 3.3.7. For any x € ), the chopped gradient B(x) is defined as
B(x) = —Vaf(x) - p(x) (3.33)
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Remark 3.3.8. Because of Lemma B(x) # 0 implies that for all the choices
of § in J(x), A(x) # B(x;J). Moreover, in the hypotheses of Lemma[3.3.5, we have
that B(x) = 0 if and only if A(x) = B(x). Thus, B(x) can be regarded as a “measure
of bindingness” of the active variables at x.

Some properties of B(x) are given next.

Lemma 3.3.9. For any x € Q, B(x) has the following properties:

Bx) Le(x), Bx)e{A} (3.34)
—B(x) € Ta(x). (3.35)

Proof. Since

Bx)Tp(x) = (=Vaf(x) — ¢(x))" ¢(x) = (-Vaf () e(x) - o(x)"p(x),
the first orthogonality condition in follows from . The second one follows
from
AB(x) = A(=Vaf(x)) — Ap(x),

by observing that Vg f(x) and ¢(x) are in { A}*. Finally, (3.35) trivially follows from
the fact that ¢(x) € Qp(x) (see Lemma [3.3.4), and the definition of Vq f(x). O

Theorem 3.3.10. For any x € Q, ||B(x)|? = g’ B(x).

Proof. By [27, Lemma 3.1], we have —g/Vqf(x) = ||[Vaf(x)||?, which can be
written as

g’ (p(x) + B(x)) = lo)[* + IB8(x)] (3.36)

by exploiting (3.33]) and (3.34). We note that the scalar product g? ¢ (x) involves
only the entries corresponding to F(x). W.l.o.g. we can fix a J € J(x). Since

o5 = g7 — Al50,
where 8 = 0(x;J) is given in (3.8)-(3.9), we get

g'e = |gs|I> — 0" Argy,

2
lel” = lgsl® — 26" Ay + |A%6],

where for ease of notation we omitted the dependence from x. By subtracting the
two equations we get

glo —|lpl* = 0T Args — 0T A5 ATS0.

By recalling the definition of A= A(H) and & = £(x;J) in (3.7) and noting that
AE;B = AT¢, the previous equation yields

glo—|p|? =¢TAgy — ¢TAAT(AAT) ™ Agy = 0;

then the thesis follows from (3.36]). O
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3.3.1 Proportional iterates for QPs

So far we managed to decompose the projected gradient Vg f(x) into two parts:
—p(x), which provides a measure of stationarity within the reduced space determined
by the active variables at x, and —f3(x), which gives a measures of bindingness of
the active variables at x. With this decomposition we can extend to problem
the definition of proportional iterates introduced for the BQP case, as those
x¥ for which it holds

1BGF) oo < Tllp (M), (3.37)

with T' > 0 a given constant. In the strictly convex case, disproportionality of x*
again guarantees that the solution of does not belong to the face identified by
the active variables at x*. This result is a consequence of the next theorem, which
generalizes Theorem 3.2 in [53] and Theorem 3.8 in [51], and is the main result of
this chapter.

Theorem 3.3.11. Let H be the Hessian matriz in (L.1)) and let H = VITHV be
positive definite, where V &€ R™(=m) has orthonormal columns spanning {A}L. Let
x € Q be such that ||B(x)]|ee > K(H)? |l@(x)||2, and let X be the solution of

min f(u),
s.t. ueQx), (3.38)
where QU(x) is defined in (1.2). If X € €2, then B(X) # 0.
To prove Theorem |3.3.11], we need the lemma given next.
Lemma 3.3.12. Let us consider the minimization problem
: . 1. T _nT
min w(z) = 52" Kz—p’z, (3.39)

st. Rz=q,

where K € R p € RY, R € R**! with t > s and rank(R) = s, q € R®. Let
O={z€eR : Rz=q} and ©g = {z €R' : Rz =0}. Let Po, be the orthogonal
projection onto O, and U € R*=%) ¢ matriz with orthonormal columns spanning
Oq. Finally, let UK U be positive definite, and Z the solution of . Then

z—7Z= BPs,Vw(z), Vze0O, (3.40)
where B =U(UTKU)™'UT. Furthermore,
_ 1
w(z) —w(@) < 3 || B[ Pe, Vw(2)[* (3.41)

Proof. Let z € O; since q = Rz and range(U) is the space orthogonal to the rows
of R, we have

-1 -1
z:RT(RRT) Rz+Uy=RT (RRT) q+Uy=r+Uy,
for some y € R‘™*. Thus, ([3.39) can be reduced to

1
min w(y) := inUTK Uy — (p! —rTK)Uy.
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By writing Zz, the minimizer of , asz=r+ Uy, we have

z—z=U(y—-Y) (3.42)

and, by observing that Vw(y) = 0, we obtain
Vi(y) = Vi(y) - Va(y) = U KU(y —y) = U (Vw(z) - Vw(z)).  (3.43)
Since Vw(z) = R~ for some v € R, we get UUT Vw(Z) = Po,Vw(Z) = 0 and hence
UVa(y) = UUT (Vuw(z) — Vw(zZ)) = Po,Vw(z). (3.44)

From , and it follows that

z—z=U(y—y)=UU"KU) 'U"UV@(y) = B Po,Vw(z),

which is (3.40)).
Let ¢(z) = Po,Vw(z). By applying (3.40), we get
1 1
w(z) —w(z) = i(z ~-2)'K(z—7%) = §¢(Z)TBTKB o(z).

By observing that BTKB = U(UTKU) 'UTKU(UTKU)~'UT = B, we have

1 1
w(z) —w(z) = §¢(Z)TB ¢(z) < §IIBHH¢(Z)IIQ,
which completes the proof. ]

Now we are ready to prove Theorem [3.3.11

Proof of Theorem [3.5.11, Let y = x — |||~} B(x). By Lemma [3.3.10| and
observing that || - || > || - ||co and B(x) = VVTB(x), because B(x) € {A}~, we get

fy)—fx) = % 191172 B(x)" HB (x) — |5~ & B(x)

= % 171172 B()TV HVTB(x) — 3¢ 1B(x)1?

< I3 VTGN ~ 19 186 = — 1361 8GO
< S I RO eI = 5 137 (o)l (3.45)
The point X satisfies the KKT conditions of problem ,
g= Y mne+ AT, (3.46)
i€A(x)

AX=Db, T;,=ux; ViGA(X),

where 7; and ~ are the Lagrange multipliers, and hence

T
g'(x-x%) = (Z niei + AT’Y) (x—%) =0, (347)
1€A
g = AT, (3.48)
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where A = A(x) and F = F(x). It follows that

£~ F(R) = 5 (x— )T Hx~%) + 87 (x~%) = 5 (x— 9F Hoy (x—%)5. (3.49)

Recall that a feasible point v for problem (3.38)) satisfies v4 = x4 and Av =b. In
particular the second condition can be rewritten as

A*QrVgr =b - A*AXA. (350)

If F* C &, Assumption [3.1.2] ensures that the matrix A, has full rank. Otherwise it
is always possible to choose, as in , the matrix A = [A]g5 with full row-rank
and, by defining the vector b = by — [A]y4%4, replace with the equivalent
full-rank system Avs=h.

By applying Lemma with z = x5, K = Hgg, p = cy — Hyy x4, R = A,
a=Db, 0y ={A,s5}' = {4}, and w(z) defined as in (3-39), we obtain

w(xg) — w(Xy) < %HBII 1P, Vew(xs)||?, (3.51)

where B = W(WT HygW)~'W7T and W € RFIX(IF1=13) has orthonormal columns
spanning {A,5}*. By (3.12) and (3.20)), we have

Po,Vw(xg) = Py, 11 (87) = p5(x),

therefore, from ([3.49) and (3.51f), we get
_ 1
fx) = f(x) < 5 1IB] o ()% (3.52)

We note that

1
B|| < |((WTHesW)™Y| = WTHssW)™) = : (3.53
Bl < NV HgsW) 7 = Gnaw (W HssW) ™) = s (359)
furthermore,
Ty T T
s' W' HysW's . w' Hygw
WWTHssW) = A EA W Hygw
Gmin (W Hys W) N R o werin TN Tw
s#£0 w e {Ag}t
. vIHv . vIHv
= min 7 > min 7 (3.54)
veR" v#0 vV veR" v#0 V'V
Vg € {A*g}J‘7 vg=0 veAt
u'VTHVu
L TV Cmin (H)
u#o0

The last inequality, together with (3.52)) and (3.53)), yields

“glesCOl = S el (359

Cmin

fx) - f®) <

N | —
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Then, by (3.45) and (3.55)), we get

F¥) = ) = F(y) ~ F(0) + Fx) ~ (%) < 0. (3.56)
By using we get
0> fy) ~ @) =8 (v %) + 5y - DT H(y - %) > & (v - ).
Because of the definition of y and (3.47), we have
g y-9=8 (y-x+8 x-%) =8 (y-x) =-[%"g"Bx),

and thus
g’ B(x) > 0. (3.57)

For the remainder of the proof we assume that X € Q and we set F = F(X).

From (3.48) and F C J it follows that gz = [A” ]z, moreover, by Lemma we
have that

©(X) = 0. (3.58)

By contradiction, suppose that B(X) = 0. Since X € Q, from (3.58) it follows that X
is the optimal solution of problem (1.1)), and thus —g € T (X)°. We consider two
cases.

(a) A(x) = A(X). In this case To(X)° = Tq(x)°, and, since —fB(x) € To(x) and
—g € To(x)°, it is —g! (—B(x)) = g/ B(x) < 0. This contradicts ([3.57).

(b) A(x) € A(X). In this case the optimality of X for problem (1.1)) yield

g= Nei + ATy, N >0 0f i e A4(R), N <0 if i€ AL (X). (3.59)

Since F(X) € F(x), by comparing (3.46) and (3.59) we find that
g7 = [AT’Y]§ = [ATV]§7
and hence
T _
Az(y—v)=0.

Since Assumption holds, matrix A 7 is such that rank(A z) = m, therefore
N(A%) = {0} and v = v. This implies that n; = \; for i € A(x), whereas
Ai =0 for i € A(X) \ A(x). Hence we can write

g= Y de+ATv, N >0 if i€ A(x), N <0 if i€ Ay(x),
1€EA(x)

i.e. by (2.15), —g € T(x)°, which leads to a contradiction as in case (a).
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3.4 A subspace accelerated gradient projection frame-
work for QPs

Let’s briefly recall the gradient projection method introduced by Calamai and Moré
n [27]. Given the current iterate x*, the next one is obtained as

Xk+1 — PQ(Xk _ Ckkgk),

where P is the orthogonal projection onto €2, and o satisfies the following sufficient
decrease condition: given v1,72,7v3 > 0 and pg, pu2 € (0, 1),

FEL < fR (@) T (M - xP), (3.60)
where o <o
o > vy or ak_z 73,6’“ > 0, (3:61)
with @* such that
FF@R) > 4 e (8h) (M (@) — %), (3.62)

where x* (@) = Pq(x* — afV f(x")).

In [27, Algorithm 5.3] a very general algorithmic framework is presented, where
the previous GP steps are used in selected iterations, alternated with simple decrease
steps aimed to speedup the convergence of the overall algorithm.

Algorithm 5.3 in Calamai-Moré [27]

Let 2o €  be given. For k > 0 choose z**1 by either (a) or (b):
(a) x"! = Po(xF — a*gk) where a” is such that the (3.60)-(3.62)) are satisfied.
(b) Choose x**1 € Q such that

FOH) < F(xF) and A(xF) C A,

The role of GP steps is to identify promising active sets, i.e. active variables
that are likely to be active at the solution too. Once a suitable active set has been
fixed at a certain iterate x*, a reduced problem is defined on the complementary set
of free variables

st x € QxF). (3:63)

Starting from this idea we propose a general framework for the solution of
QP problems in the form which we will call Proportionality-based Subspace
Accelerated framework for Quadratic Programming (PSAQP). The framework is
outlined in Algorithm For the sake of brevity, ¢(x*) and 8(x*) are denoted
by ¢ and B%, respectively. The idea is to alternate identification phases, where
GP steps are performed that satisfy —, and minimization phases, where
an approximate solution to (3.63)) is searched, with x* inherited from the last
identification phase. Unless a point satisfying

"+ BE < tol (3.64)
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is found, the identification phase proceeds either until a promising active set AF*1
is identified (i.e. an active set that remains fixed in two consecutive iterations) or
no reasonable progress is made in reducing the objective function, i.e.,

fr= < max (= £, (3.65)

where 7 is a suitable constant and m is the first iteration of the current identification
phase. This choice follows that in [I09]. In the minimization phase, an approximate
solution to the reduced problem obtained by fixing the variables with indices in the
current active set is searched for. The proportionality criterion is used to
decide when the minimization phase has to be terminated. Like the identification,
the minimization phase is abandoned if a suitable approximation to a stationary
point is computed.

Algorithm 3.1 PSAQP (Proportionality-based Subspace Accelerated framework
for Quadratic Programming)

1: o €5 tol >20; ne(0,1); T'>0;, k=0
2: conv = (Hgok + ﬂkH < tol); phasel = .true.; phase2 = .true.

3: while (- conv) do > MAIN LOOP
4: m = k;
5: while (phasel) do > IDENTIFICATION PHASE
6: xk+l = Po(x* — oFgF) with o such that (3.60)-(3.62)) hold;
7: conv = (H(,ok'*'1 + ﬂkHH < tol);
8: phasel = (AFL £ AR) A (fF — fEHL > H<1?Xk(fl — YY) A (= conw);
m<I<k
9: k=k+1,;

10: end while
11: if (conv) then

12: phase2 = . false.;

13: end if

14: while (phase2) do > MINIMIZATION PHASE
15: Compute an approx. solution d* to min{f(x*+d) s.t. Ad =0, d; = 0 if i € A*};
16: Xk = Por (x¥ + o#d¥) with oF such that f! < f* and QF = Q N Q(x*)

17: conv = (H(p’”l + ,BkHH < tol);

18: phase2 = (|8 |oo < Tl@*F|2) A (= conv);

19: k=k+1,

20: end while

21: phasel = .true.; phase2 = .true.;
22: end while

23: return x”*

We note that, thanks to the projection onto QF, the minimization phase can
add variables to the active set, but cannot remove them, and thus PSAQP fits
into the general framework of Algorithm 5.3 in [27]. Thus, we may exploit general
convergence results available for that algorithm. To this end, we introduce the
following definition.

Definition 3.4.1. Let {xk} be a sequence generated by the PSAQP method applied



54 3. A subspace accelerated gradient projection framework for QPs

to problem[1.1 The set
Kgp = {k e N : xM*1 s generated by step[g of Algorithm }

is called set of GP iterations.

The following convergence result holds, which follows from [27, Theorem 5.2].

Theorem 3.4.2. Let {xk} be a sequence generated by applying PSAQP to prob-
lem (1.1). Assume that the set of GP iterations, Kgp, is infinite. If some subsequence
{Xk}keK’ with K C Kqgp, is bounded, then

dim Vet <o (3.66)

Moreover, any limit point of {xk}keK is a stationary point for problem (|1.1)).
GP
The identification property of the GP steps is inherited by the whole sequence
generated by PSAQP, as shown by the following Lemma.
Lemma 3.4.3. Let us assume that problem (1.1)) is strictly convex with x* optimal
solution. If {xk} is a sequence in Q generated by PSAQP applied to (1.1), then for
all k sufficiently large
* k *
Ay CA*CA
where A% is defined in Theorem |5.2. 1,

Proof. Since f(x) is bounded from below and the sequence { f"’} is decreasing, the

sequence {Xk} is bounded, and, because of Theorem [3.4.2] there is a subsequence

{Xk}keK*’ with K* C Kgp, which converges to x*. Now we show that the whole
sequence {Xk} converges to x*. For any k£ € N we have

AU (3.67)
where kT = min{s € K* : s > k}. Moreover, for the stationarity of z* we have

(g7 (x* —x*) > 0, and then

FEept = (@) o x) ()T H (x—x)
1 k T Tk * k %112 (368)
> S (xF = x) VIV (= X) 2 G (34) [ = 72

where H and V' are defined in Theorem [3.3.11] and the equality
xP —x* = VVT(xF - x¥)

has been exploited. From (3.67) and (3.68]) it follows that {xk } converges to x*.

Then, for k sufficiently large, * C F* and hence A*¥ C A*. Furthermore, by

Theorem (3.2.1}, the convergence of {xk }keK to x*, together with (3.66), yields
GP

Al C A(xF) for all k € Kgp sufficiently large. Since minimization steps do not
remove variables from the active set, we have A% C A(x*) for all k sufficiently
large. O
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We note that in case of non-degeneracy (A} = A*) the active set eventually
settles down, i.e. the identification property holds. This implies that the the solution
of reduces to the solution of an unconstrained problem in a finite number of
iterations, which is the key ingredient to prove finite convergence of methods that
fit into the framework of Algorithm 5.3 in [27], such as the proposed PSAQP. In
case of degeneracy we can just say that the non-degenerate active constraints at the
solution will be identified in a finite number of steps. However, in the strictly convex
case, finite convergence can be achieved in this case too, provided a suitable value of
I is taken, as stated by the following theorem which extends Theorem 4.4 in [51].

Theorem 3.4.4. Let us assume that problem (1.1)) is strictly conver and X* is its
optimal solution. Let {xk} be a sequence in S generated by PSAQP applied to (1.1),

in which the minimization phase is performed by any algorithm that is exact for
strictly convex quadratic programming. If one of the following conditions holds:

(i) x* is non-degenerate,
(ii) x* is degenerate and T > k(H)Y2, where H is defined in Theorem |3.3.11
then x* = x* for k sufficiently large.

Proof. (i) By Lemma in case of non-degeneracy A*¥ = A* for k sufficiently
large, and the thesis trivially holds.

(i) Thanks to Lemma we have that P2GP is able to identify the active
non-degenerate variables and the free variables at the solution for k sufficiently large.
This means that there exists k such that for k > k the solution x* of is also
solution of

min £(),

st x € QxP). (3.69)

Now assume that I' > £(3)'/2 and suppose by contradiction that there exists k>k
such that

86t)

> FHcp(xk)

00 2

Then, by Theorem [3.3.11it is B(X) # 0, where X is the solution of (3.69) with k = k.

Since X = x*, this contradicts the optimality of x*. Therefore, x* is a proportional
iterate for k > k and PSAQP will use the algorithm of the minimization phase to
determine the next iterate. Two cases are possible:

(a) xFt1 = x*, therefore the thesis holds;

(b) x**! o x* is proportional and such that A(x*) C A(x¥T1), therefore x*+2 will
be computed using again the algorithm of the minimization phase. Since the
active sets are nested, either PSAQP is able to find A* in a finite number of
iterations or at a certain iteration it falls in case (a), and hence the thesis is
proved.

O
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3.4.1 Implementation issues

We have introduced an active-set framework for the solution of QPs of the form
, and proved its finite convergence in the solution of possibly degenerate strictly
convex problems. In all the other cases, provided the set Kgp is not finite and the
objective function is bounded, Theorem [3.4.2] ensures that the algorithm is still able
to converge to a stationary point of problem .

There are different aspects to care about in the implementation of PSAQP. First
of all we need to compute the projections onto 2 and those onto T (x) needed to
evaluate the projected gradient and its components. The efficiency of this operation
is crucial for the efficiency of the overall algorithm, even if the number of projections
can be lowered, e.g., by using, both in the identification and in the minimization
phase, a line search along the feasible direction instead of along the projection arc
(see Section . As we already mentioned in Section in the case of sparse
constraints an efficient algorithm has been recently proposed [91], which may be
exploited in an implementation of PSAQP.

Another issue is the solution of the unconstrained subproblems , which can
be written as .

min §XT Hx —c'x,

st. Ax=Db, (3.70)
r; =1;, 1€ A,
T, =u;, 1€ A,

Observe that a solution to (3.70) can be found by solving the problem
1
min  -v'Gv—qlv,

veRlT 2
s.t. Bv=d,

(3.71)

where

G = Hyy, q=cg—Hgyly,—Hsp,us,, B=Ayg, and d=b—-A, 414 —-A4,u4,.

A stationary point for problem (3.71)) is a solution of the system

-Gv+q+BT6 = o,
Bv = d,

i.e. a solution of the saddle point system

(FOE) e

which can be found, e.g., by preconditioned conjugate gradient methods [83] 8, 42].

Finally, since far from the solution the matrix A,s is likely to be row-rank
deficient, especially in the case of a large number of constraints, we will need to
address the problem of choosing the set J of independent rows of A,s for the
computation of &, as defined in .

A specialization of PSAQP, called P2GP, is available for the case of BQPs and
SLBQPs and will be described in the following chapter. The implementation of a
method for general QPs, fitting in the PSAQP framework, is currently under study.
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Chapter 4

The Proportionality-based
2-phase Gradient Projection
method

Here we are concerned with the solution of SLBQPs, i.e. QPs of the form

1
min f(x) := §XT Hx —c’x,
st. alx=0b, (4.1)
I<x<u

where H € R™ " is symmetric, c € R", a € R", b € R, 1 € {RU{—00}}", u €
{RU{+00}}", 1 <u. We propose a two-phase GP method, called Proportionality-
based 2-phase Gradient Projection (P2GP). P2GP, which is able to deal both with
SLBQPs and BQPs, can be considered as a specialization of the PSAQP framework
proposed in Chapter 3| and as a generalization of the GPCG method by Moré and
Toraldo [I09] to a wider class of problems. Besides targeting problems more general
than strictly convex BQPs, the new method differs from GPCG because it follows
a different approach in deciding when to terminate optimization in the reduced
space. Whereas GPCG uses a heuristic based on the bindingness of the active
variables, P2GP relies on the comparison between a measure of optimality within the
reduced space and a measure of bindingness of the variables that are on the bounds.
This approach exploits the concept of proportional iterate, discussed in the previous
chapters. To this end, we specialize the definition of free gradient, chopped gradient,
and proportional iterates to the case of problem . As in GPCG, and unlike
other algorithms for BQPs sharing a common ground (e.g.,[53, 64}, [65] 107]), the
task of adjusting the active set is left only to the GP steps; thus, for strictly convex
BQPs our algorithm differs from GPCG in the criterion used to stop minimization of
the reduced problem. This change makes a significant difference in the effectiveness
of the algorithm as our numerical experiments show. In addition, the application
of the proportionality concept allows to state finite convergence for strictly convex
problems also for dual-degenerate solutions. In the case of non-convex problems and
convex problems with semidefinite Hessian, if the objective function is bounded, the
algorithm converges to a stationary point as a result of suitable application of the
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GP method in the identification phase. Finally, if the problem is unbounded, the
method is able to detect the unboundedness and interrupt the computation.

4.1 Stationarity results for SLBQPs

A point x* € Q is a stationary point for problem (4.1) if and only if there exist
Lagrange multipliers p*, A} € R, with ¢ € A*, such that

g =) MNe+pa, AN >0if icAf, A\ <0 if icAj, (4.2)
1EA*

or, equivalently,

g5 — prags =0, (4:3)
A= gi—-p'a >0 if ieAf, (4.4)
A= gi—pe <0ifie Al (4.5)

If ag- # 0, by taking the scalar product of (4.3) with ag+, we obtain

T *
* Ag« B

ag;* ag*

(with a little abuse of notation we include F* = () in the case ag« = 0). Then, by
defining for all x € Q

0, if agy — 0,

plx) = | a5 gy otherwise (4.6)
ag; agj7 )
where ¥ = F(x), and
h(x) i= V(x) - p(x)a, (47)
conditions (4.3)-(4.5) can be expressed as
hi=0ified*, hI>0ificAf, h <0 ifieA. (4.8)

As for the case of general QPs, we can introduce the definition of binding set based
on h(x).

Definition 4.1.1. Let x € . The binding set at x is defined as
B(x):={i: (1€ Ai(x) A hi(x) >0) V (i € Ay(x) A hi(x) <0)}. (4.9)

We can also specialize the estimate of the Lagrange multipliers provided in

Theorem [B.1.51

Theorem 4.1.2. Assume that {xk} is a sequence in ) that converges to a non-

degenerate stationary point x*, and A(x®) = A(x*) for all k sufficiently large.
Then
lim p(x®) =p* and lim N\(x*) = \! Vie A%, (4.10)

k—o00 k—o0
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where \;(x) is defined as follows:

max{0, h;(x)} if i € Aj(x),
Ai(x) := < min{0, h;(x)} if i € Au(x),
0 if i€ F(x).

As in the previous chapter, we assume that the constraints satisfy the LICQ.

Assumption 4.1.3 (Linear Independence Constraint Qualification - LICQ). Let x*
be any stationary point of (4.1). The active constraint normals {a} U {e; : i € A*}
are linearly independent.

This assumption is always satisfied, for instance, when 2 is the standard simplex;
furthermore, it guarantees ag+ # 0.

4.1.1 Proportional iterates for SLBQPs

To measure the violation of the KKT conditions (4.3)-(4.5)) and to balance optimality
between free and active variables, we provide a specialization of the free and chopped
gradient already introduced in Chapter [3|for the general case of problem (|1.1]).

Definition 4.1.4. For any x € Q, the free gradient ¢(x) is defined as

p5(x) =hgz(x),  @a(x)=0,
where h(x) is given in (4.7). The chopped gradient 8(x) is defined as

B(x) = —Va (x) - p(x). (4.11)

We note that
‘P?(X) = ]D{arf}L (Vfﬂ"(x)) ) (4'12)

where ' = F(x) and P, 31 € RIFI¥171 is the orthogonal projection onto the subspace
of Rl orthogonal to ag,
T
— agay
Py =1- alay

The two vectors satisfy all the properties proved in Chapter [3| In summary, we
split the projected gradient Vg f(x) into two parts:

o —(x), which lies on the affine closure of the face determined by the active
variables at x and gives measure of optimality within the reduced space;

o —fB(x), is orthogonal to the same face, points towards the interior of the
feasible set €2, and gives a measure of optimality over the complementary
space.

An example of the splitting is reported in Figure for the case of an SLBQP
problem characterized by n=3,a=1,b=1,1=0and u=0.75-1.

It is worth noting that the computation of these quantities is not too expensive,
indeed the projected gradient can be computed with one of the projection algorithms
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—e projgrad
= -phi
=% -heta

Figure 4.1. Visualization of the splitting of the projected gradient Vg, f(x) (here indicated
as “projgrad”) in the two orthogonal components —p(x) and —B(x) in the case of a
3-dimensional SLBQP problem.

described in Section ¢ can be computed by O(n) operations, and 8 simply as
the difference between the two.

With this decomposition we can apply to problem the definition of propor-
tional iterates introduced in the previous chapters as an iterate satisfying

1B8GF) oo < Tllp ()] (4.13)

In the strictly convex case, disproportionality of x* again guarantees that the solution
of (4.1]) does not belong to the face identified by the active variables at x*. This result
is a consequence of the next theorem, which is a specialization of Theorem [3.3.11

Theorem 4.1.5. Let H be the Hessian matriz in (4.1) and let Hy = VITHYV be
positive definite, where V€ R (=Y has orthonormal columns spanning {a}L. Let
x € Q be such that ||B(x)||eo > k(Hy)? |p(x)||2, and let X be the solution of

min  f(u),

s.t. ueQx), (4.14)

where Q(x) is defined in (1.2)). If X € Q, then B(X) # 0.

4.2 The Proportionality-based 2-phase Gradient Pro-
jection method

We now introduce the Proportionality-based 2-phase Gradient Projection (P2GP)
method for problem . The method does not assume that is strictly convex.
However, if is not strictly convex, the method only computes an approximation
of a stationary point or finds that the problem is unbounded below. If strict convexity
holds, P2GP provides an approximation to the optimal solution. The method is
outlined in Algorithm and explained in detail in the next sections. For the sake
of brevity, ¢(x¥) and B(x") are denoted by ¢* and B*, respectively. Like PSAQP,
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proposed in Chapter [3], it alternates identification phases, consisting in GP steps
satisfying the sufficient decrease conditions —, and minimization phases,
where an approximate solution to is searched, with x* inherited from the last
identification phase. Unless a point satisfying

¥+ BH < tol (4.15)

is found, or the problem is discovered to be unbounded below, the identification
phase proceeds either until a promising active set A**! is identified (i.e. an active
set that remains fixed in two consecutive iterations) or no reasonable progress is
made in reducing the objective function, i.e.,

fk . fk+1 S n mné?'i{k(fl o fl+1), (416)

where 7 is a suitable constant and m is the first iteration of the current identification
phase. This choice follows that in [I09], described in Chapter [2} In the minimization
phase, an approximate solution to the reduced problem obtained by fixing the
variables with indices in the current active set is searched for. The proportionality
criterion is used to decide when the minimization phase has to be terminated;
this is a significant difference from the GPCG method, which exploits a condition
based on the bindingness of the active variables. Note that the accuracy required in
the solution of the reduced problem affects the efficiency of the method and a
loose stopping criterion must be used, since the control of the minimization phase is
actually left to the proportionality criterion (more details are given in Section .
Like the identification, the minimization phase is abandoned if a suitable approxima-
tion to a stationary point is computed or unboundedness is discovered. Nonpositive
curvature directions are exploited as explained in Sections [£.2.1] and [4.2.2]

We note that the minimization phase can add variables to the active set, but
cannot remove them, thus P2GP fits into the general framework of two phase
algorithm proposed by Calamai and Moré [27, Algorithm 5.3]. The convergence
results proved in Chapter [ are still valid for the case of P2GP applied to problem
. To ease the description of the algorithm we recall the main results: the first
one allows us to state the general convergence of the algorithm, the second one states
the finite convergence property in the case of strictly convex problems, also in the
case of degenerate stationary points.

Theorem 4.2.1. Let {xk} be a sequence generated by applying the P2GP method
to problem (4.1)). Assume that the set of GP iterations, Kgp, is infinite. If some
k
X

. c )
subsequence }keK’ with K C Kqgp, is bounded, then
lim | VoraHh| =o. 4.17
R Rsoo |V O ) .17
Moreover, any limit point of {xk} is a stationary point for problem (4.1)).
keKgp

Theorem 4.2.2. Let us assume that problem (4.1|) is strictly conver and x* is its
optimal solution. Let {Xk} be a sequence in ) generated by the P2GP method applied

to (4.1), in which the minimization phase is performed by any algorithm that is exact
for strictly convex quadratic programming. If one of the following conditions holds:
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Algorithm 4.1 P2GP (Proportionality-based 2-phase Gradient Projection)
1: zp €Q; tol >0; ne(0,1); T>0; k=0;
2: conv = (H(pk + ,BkH <tol); unbnd = .false.; phasel = .true.; phase2 = .true.

3: while (—conv A munbnd) do > MAIN LOOP
4: m=k;

5: while (phasel) do > IDENTIFICATION PHASE
6: if (Vof*)TH (Vo f*) <0 A max{a >0 st. x* +aVaf* € Q} = +o00) then
7 unbnd = true.;

8: else

9: xM1 = Po(xF — aFgh) with of such that (3.60)-(3-62) hold;

10: end if

11: if (—unbnd) then

12: conv = (||t + BFT|| < tol);

13: phasel = (AR £ AR)Y A (fF — A4 > max (fY — 7)) A (= conv);
m<i<k

14: k=k+1;

15: end if

16: end while

17: if (conv V unbnd) then

18: phase2 = . false.;

19: end if

20: while (phase2) do > MINIMIZATION PHASE

21: Compute an approximate solution d”* (see end of Section to problem

min{f(x*+d) s.t.a’d =0, d; = 0 if i € A¥};

22: if ((d*)TH d* <0) then

23: Compute o = max {a >0 s.t. x*¥ +adk e Q} ;
24: if (o« = +00) then

25: unbnd = .true.;

26: else

21 xFH = xF + okd¥;

28: conv = (Hgo’“‘l + ,BkHH < tol);

29: k=k+1;

30: end if

31: phase2 = . false.;

32: else

33: Xk = Por (x¥ + oFd¥) with of such that f*+1 < f¥ and QF = Q N Q(x¥)
34: conv = (H(,O’“Jrl + ﬂkHH < tol);

35: phase2 = (|8 oo < T[|@FTl2) A (= conv);
36: k=k+1;

37 end if

38: end while

39: phasel = .true.; phase2 = .true.;

40: end while

41: if (conv) then

42: return x”*

43: else

44: return “problem is unbounded”;
45: end if
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(i) x* is non-degenerate,
(i) x* is degenerate and T' > k(H,)'/?, where Hy, is defined in Theorem |3.3.11
then x* = x* for k sufficiently large.

We will now provide further details on the algorithm.

4.2.1 Identification phase

In the identification phase (Steps of Algorithm , every projected gradient
step needs the computation of a steplength o satisfying the sufficient decrease
condition -. As described in Chapter [2| for the GPCG algorithm, this
steplength can be obtained by generating a sequence {af } of positive trial values
such that

ag € [, m] (4.18)
af € [uaf 1, vsaf 4], >0, (4.19)

where 7 and 79 are given in and v4 < 75 < 1, and by setting o to the first
trial value that satisfies . Note that in practice 2 is a very small value and ~;
is a very large one; therefore, we assume for simplicity that holds for all the
choices of af described next.

Motivated by the results reported in [37] for BQPs, we compute af by using a
BB-like rule. Following recent studies on steplength selection in gradient methods [49]
50], we set af equal to the ABB,, steplength proposed in [73] and described in
Section 2111

If aé > 0, we build the trial step lengths by using the quadratic interpolation
strategy with the safeguard described in Section If 0/5 < 0, we check if
(Vaf")T H (Vo f*) <0, which implies that the problem

min f(xk’ + V)’
st. alv=0,
v;=0, icBF

is unbounded below along the direction Vo f*. In this case we compute the break-
points along V¥ as proposed in [108]. For any x € Q and any direction p € T(x),
the breakpoints w;, with i € {j : p; # 0}, are given by the following formulas:

l. —
if p; < 0, then w; = 400 if [; = —00, and w; = — ’ otherwise;
Di
. . U; — T .
if p; > 0, then w; = 400 if u; = +00, and w; = otherwise.
Di

If the minimum breakpoint wy,i,, which satisfies
Wmin = mMax {a >0 s.t. xF— aVka € Q} ,

is infinite, then problem (4.1)) is unbounded. Otherwise, we set af = @, where @
is the maximum finite breakpoint. If 0/0‘3 does not satisfy the sufficient decrease
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condition, we reduce it by backtracking until this condition holds. Finally, if 0/5 <0
and (Vo ff*)T H (Vo f*) > 0, we set

k_ (VafM'g"
0 (VafF)TH (Vafk)’

and proceed by safeguarded quadratic interpolation (see [108] and Section m
for further details). In order to simplify the description, in Algorithm we have
omitted the selection of af.

Unless an approximation x**1 to a point satisfying is found, or unbound-
edness of the problem is discovered, the identification phase is left when either the
active set does not change in two consecutive iterations or the GP method is not
making sufficient progress in reducing the objective function (as described at the
beginning of Section , where the progress is measured as in Step This choice
follows that in [109].

(01

4.2.2 Minimization phase

The minimization phase (Steps of Algorithm requires the approximate

solution of
min f(x* +d),

s.t. aTd — O7 dz =0 lf’L c .A(Xk), (420)

which is equivalent to

. 1
min g¢(y) := 3 yTH%ry + (gg)T

Y (4.21)
s.t. agy =0, yeR’

where 7 = F* and s = |F].
Problem (4.21)) can be formulated as an unconstrained quadratic minimization
problem by using a Householder transformation

P=1—-wwl ¢ R |w|=+V2, Pag=oe,

where o = £|ag|| (see, e.g.,[I8]). Letting y = Pz, M = PHysP and r = Pgk,
problem (4.21]) becomes

1
min p(z) := 3 z'Mz+r'z,

s.t. 21 =0,
which simplifies to
1
min p(z):=-z Mz+7 Z, (4.22)
z€Rs—1 2

where

T
_ mii1 Hi/ . () . 21
M‘(m M)’ r_<F>’ Z‘(z)’

We note that ag = o Peq, i.e. ag is a multiple of the first column of P, hence
the remaining columns of P span {ag}*. Furthermore, a simple computation



4.2 The Proportionality-based 2-phase Gradient Projection method 65

shows that M = f’Tngjvf’, where P is the matrix obtained by deleting the first
column of P. By reasoning as in the proof of Theorem [3.3.11] (see (3.54)), we
find that Cmin(M) > Cmin(Hy) and Cnae(M) < Cnaz(Hy), where Hy = VT HV and
V € R™*(=1 is any matrix with orthogonal columns spanning {a}*. Therefore, if
H, is positive definite, then

k(M) < k(H,).
For any other Z € R™*("~1) with orthogonal columns spanning {a}, we can write
VT = DZT with D € R(=Dx(=1) orthogonal; therefore, VIHV and ZTHZ are
similar and x(H,) does not depend on the choice of the orthonormal basis of {a}*.
Furthermore, if H is positive definite, by the Cauchy’s interlace theorem [116],
Theorem 10.1.1] it is k(H,) < x(H).

The finite convergence result for strictly convex problems (Theorem relies
on the exact solution of . In infinite precision, this can be achieved by means
of the CG algorithm, as in the GPCG method. Of course, in presence of roundoff
errors, finite convergence is generally neither obtained nor required.

We can solve by efficient gradient methods too. In this work, we investigate
the use of the SDC gradient method [45] (see Section as a solver for the
minimization phase in the strictly convex case. In our opinion the P2GP framework
can provide a way to exploit the regularizing properties exhibited by SDC (and
other spectral gradient methods) in the solution of linear ill-posed problems with
bounds and problems with bounds and a single linear constraint. Of course, the
CG solver is still the reference choice in general, especially because it is able to
deal with non-convexity through directions of negative curvature (as done, e.g.,in
[107]), whereas handling negative curvatures with spectral gradient methods may be
a non-trivial task (see, e.g.,[36] and references therein).

Once a descent direction d* is obtained by approximately solving , a full
step along this direction is performed starting from x*, and x**1 is set equal to
the resulting point if this is feasible. Otherwise x**1 = P (x¥ + o#d*) where o
satisfying the sufficient decrease conditions is computed by using the safeguarded
quadratic interpolation described in [I08] (see Section [2.4.1). It is worth to underline
that the projected line search involves the projection onto QF = Q N Q(x*), i.e.
the face o the polyhedron containing x*. This has a twofold importance: from the
theoretical point of view it ensures that A(x*) C A(x**1), while, from the practical
point of view, it allows one to avoid “strange behaviors” of the algorithm around
the solution if one chooses to project over € instead of QF.

To show this issue we considered a strictly convex 3-dimensional toy problem of
the form

1
min §XT Hx —c'x,
3
s.t. sz =1,
=1
0<z <0.75, Vie{l,2,3},

built up such that the solution lies in x* = [0.75, 0.25, 0]”. Supposing to start from
point x = [0.5, 0.5, O]T and applying only minimization phase steps, the algorithm
using the projection over 2 oscillates around x* passing continuously from one of the
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Figure 4.2. Visualization of the oscillating behavior of the algorithm in the case in which
the projection onto QF is replaced by the projection onto € in the line search following
the minimization phase.

two edges containing x* to the other, as can be seen in Figure This oscillating
behavior is clearly avoided if the proper projection onto QF is considered, as shown
in Figure It is interesting to note that the difference in the use of the two
projections is only noticeable in the case of SLBQPs and general QPs; in the case of
BQP, indeed, the orthogonality between the faces meeting in the same vertex makes
the projection operators Po(y) and Py (y) equivalent for all the points y € Q(x").
If the problem is not strictly convex, we choose the CG method for the min-
imization phase. If CG finds a direction d* such that (d*)THd* < 0 we set
xFtl = x* + o#d*, where oF is the largest feasible steplength, i.e. the minimum
breakpoint along d¥, unless the objective function results to be unbounded along d*.
As already observed, the stopping criterion in the solution of problem
must not be too stringent, since the decision of continuing the minimization on the
reduced space is left to the proportionality criterion. In order to stop the solver for
problem , we check the progress in the reduction of the objective function as
in the identification phase, i.e. we terminate the iterations if
51\ _ i+l ~oly sl
P#) — 5@ ) <& max {5(#) ~5E) (4.23)
where ¢ € (0,1) is not too small (the value used in the numerical experiments is
given in Section [4.3)). This choice follows [T09]. If the active set has not changed and
the current iterate is proportional, the minimization phase does not restart from
scratch, but the minimization method continues its iterations as it had not been
stopped.

4.2.3 Projections

Even if more efficient algorithms are available, since the size of the considered
problems is in the order of tens of thousands, we decided to perform the projections
by using the algorithm proposed by Dai and Fletcher in [38] (see Section [2.5.1.4] for
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Figure 4.3. Behavior of the algorithm in the case in which the projection onto QF is
considered in the line search following the minimization phase.

further details) for which a MATLAB implementation is available and which has
successfully used in gradient projection method for image-processing and machine
learning problems [120}, 127, 21]. Observe that, apart from the standard projections
onto 2 (Step@of Algorithm, P2GP requires also projections onto QF = Q N Q(x¥)
(Step [33| of Algorithm and onto Tq(x¥) (for the computation of Vg f(x) and
B(x*)). To perform these projections we can still make use of the same algorithm.
For the computation of Pk (y), it is sufficient to observe that the lower and upper
bound vectors for 2%, 1 and @, have components

I}

I =1, utf =y, ifie F(xP).

(2

Ceal =gk, ifie A,

k
¥ =

For the computation of the projected gradient, i.e. for the projection onto Tq(x*), we
can use the same algorithm, imposing the linear constraint a’y = 0 and observing

that the bounds 1 and u, have components

l; = —00, u; =+oc0, ifie€ EF(Xk),
U; = +oo, ifie Aj(xF),
l; = —00, u; =0, if i € Au(xk)

T~
S
Il
o

4.3 Numerical experiments

In order to analyze the behavior of P2GP using both CG and SDC in the minimization
phase, we performed numerical experiments on several problems, either generated
with the aim of building test cases with varying characteristics (see Section or
coming from SVM training (see Section [4.3.2).

On the first set of problems, referred to as random problems because of the way
they are built, we compared both versions of P2GP with the following methods:
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¢ GPCG-like, a modification of P2GP where the termination of the minimization
phase (performed by CG) is not driven by the proportionality criterion, but
by the bindingness of the active variables, like in the GPCG method;

o PABBnin, a Projected Alternate BB method executing the line search as in
P2GP and computing the first trial steplength with the ABBp, rule described

in Section [4.2.T}

The first method was selected to evaluate the effect of the proportionality-based
criterion in the minimization phase, the second one because of its effectiveness
among general GP methods. P2GP, GPCG-like, and PABB,;, were implemented in
Matlab.

To further assess the behavior of P2GP, we also compared it, on the random and
SVM problems, with the GP method implemented in BLG, a C code available from
http://users.clas.ufl.edu/hager/papers/Software/. BLG solves nonlinear
optimization problems with bounds and a single linear constraint, and can be
considered as a benchmark for software based on gradient methods. Its details are
described in [89, [82].

The following setting of the parameters was considered for P2GP: n = 0.1 in
and ¢ = 0.5 in (#.23); 1 = 10~* in (3.60); v1 = 10'2, 7o = 107'2, 43 = 1072, and
v4 = 0.5 in ; g=3and 7 =0.2 in . Furthermore, when SDC was
used in the minimization phase, k = 6 and [ = 4 were chosen in . A maximum
number of 50 consecutive GP and CG (or SDC) iterations was also considered. The
previous choices were also used for the GPCG-like method, except for the parameter
&, which was set to 0.25. The parameters of PABB,j, in common with P2GP were
given the same values too, except 7, which was computed by the adaptive procedure
described in [21], with 0.5 as starting value. Details on the stopping conditions used
by the methods are given in Sections and where the results obtained on
the test problems are discussed.

About the proportionality condition , a choice made according to Theo-
rem [4.1.5] requires a knowledge which is usually unknown about the spectrum of H.
A conservative approach would suggest to adopt a large value for I'. However, such
a choice is likely to be unsatisfactory in practice; in fact, a large I' would foster high
accuracy in the minimization phase, even at the initial steps of the algorithm, when
the active constraints at the solution are far from being identified. Thus, we used
the following adaptive strategy for updating I" after line [37) of Algorithm [.1}

if 8]0 > T ¥ then
I =max{1.1-T, 1};
else if A* #£ AF=1 then
' =max{0.9-T, 1};
end if

Based on our numerical experience, we set the starting value of I' equal to 1.

BLG was run using the gradient projection search direction (it also provides the
Frank-Wolfe and affine-scaling directions). However, the code could switch to the
Frank-Wolfe direction, according to inner automatic criteria. Note that BLG uses a
cyclic BB step length @" as trial steplength, together with an adaptive non-monotone
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line search along the feasible direction Po(x* —a@*V f*) —x* (see [89] for the details).
Of course, the BLG features exploiting the form of a quadratic objective function
were used. The stopping criteria applied with the random problems and the SVM
ones are specified in Sections [4.3.3] and [4.3.4] respectively. Further details on the
use of BLG are given there.

All the experiments were carried out using a 64-bit Intel Core i7-6500, with
maximum clock frequency of 3.10 GHz, 8 GB of RAM, and 4 MB of cache memory.
BLG (v. 1.4) and SVMsubspace (v. 1.0) were compiled by using gcc 5.4.0. P2GP,
GPCG-like, and PABB,,;, were run under MATLAB 7.14 (R2012a). The elapsed
times reported for the Matlab codes were measured by using the tic and toc
commands.

The MATLAB code implementing P2GP used in the experiments is available
from https://github.com/diserafi/P2GP. It includes the test problem generator
described in Section 4.3.1]

4.3.1 Random test problems

The implementations of all methods were run on random SLBQPs built by modifying
the procedure for generating BQPs proposed in [I08]. The new procedure first
computes a point x* and then builds a problem of type having x* as stationary
point. Obviously, if the problem is strictly convex, x* is its solution. The following
parameters are used to define the problem:

o n, number of variables (i.e. n);

o ncond, log;yk(H);

o zeroeig € [0,1), fraction of zero eigenvalues of H;

e negeig € [0,1), fraction of negative eigenvalues of H;

» naxsol € [0, 1), fraction of active variables at x*;

o degvar € [0, 1), fraction of active variables at x* that are degenerate;
e ndeg € {0,1,2,...}, amount of near-degeneracy;

e linear, 1 for SLBQPs, and 0 for BQPs;

» nax0 € [0,1), fraction of active variables at the starting point.

The components of x* are computed as random numbers from the uniform
distribution in (—1,1). All random numbers considered next are from uniform
distributions too. The Hessian matrix H is defined as

H=GDGT, (4.24)

where D is a diagonal matrix and G' = (I — 2p3p3 )(I — 2p2p3 )(I — 2p1pY), with
p; unit vectors. For j = 1,2, 3, the components of p; are obtained by generating
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P; = (Pji)i=1,...n, where the values p;; are random numbers in (-1, 1), and setting
p; = P;/|Ip;|l. The diagonal entries of D are defined as follows:

0 for approximately zeroeig * n values of i,

i—1
diy = { —107 1@ fo approximately negeig * n values of 4,

i—1
107 1@ £5) the remaing values of 4.

We note that zeroeig and negeig are not the actual fraction of zero and negative
eigenvalues. The actual fraction of zero eigenvalues is determined by generating a
random number &; € (0,1) for each i, and by setting d;; = 0 if §; < zeroeig; the
same strategy is used to determine the actual number of negative eigenvalues. We
also observe that k(H) = 10°°*_if H has no zero eigenvalues.

In order to define the active variables at x*, n random numbers y; € (0,1) are
computed, and the index 7 is put in A* if y; < naxsol; then A* is partitioned into the
sets Ay and A* \ A%, with |A* \ A} | approximately equal to |degvar *naxsol *n|.
More precisely, an index ¢ is put in A* \ A} if ¢; < degvar, where v; is a random
number in (0, 1), and is put in A}, otherwise. The vector A* of Lagrange multipliers
associated with the box constraints at x* is initially set as
P

)

107Hindee  if § € A%,
0 otherwise,

where y; is a random number in (0, 1). Note that the larger ndeg, the closer to 0 is the
value of A}, for i € A} (in this sense ndeg indicates the amount of near-degeneracy).
The set A* is split into A} and A}, as follows: for each ¢ € A*, a random number
v; € (0,1) is generated; 7 is put in Aj if v; < 0.5, and in A} otherwise. Then, if
1 € A}, the corresponding Lagrange multiplier is modified by setting A} = —\}. The
lower and upper bounds 1 and u are defined as follows:

lij=—1and u; =1 if i ¢ A*,
li=2; and u; =1 ifie Aj,
li=—1and u; =} if i € A}.
If 1linear = 0, the linear constraint is neglected. If linear = 1, the vector a
in is computed by randomly generating its components in (—1, 1), the scalar b
is set to a’x*, and the vector c is defined so that the KKT conditions at the solution
are satisfied:
c—{ Hx*— \* if linear = 0,
Hx*— X" —p*a if linear =1,

where p* is a random number in (—1,1) \ {0} representing the Lagrange multiplier
associated with the linear constraint.

By reasoning as with x*, approximately nax0 % n components of the starting
point x° are set as 2¥ = I; or 2 = u;. The remaining components are defined as
29 = (I; + u;)/2. Note that x” may not be feasible; in any case, it will be projected
onto €2 by the optimization methods considered here.

Finally, we note that although x* is a stationary point of the problem generated
by the procedure described so far, there is no guarantee that P2GP converges to x*
if the problem is not strictly convex.

The following sets of test problems, with size n = 20000, were generated:
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e 27 strictly convex SLBQPs with non-degenerate solutions, obtained by setting
ncond = 4,5, 6, zeroeig = (0, negeig = 0, naxsol = 0.1,0.5,0.9, degvar = 0,
ndeg =0, 1,3, and linear = 1;

e 18 strictly convex SLBQPs with degenerate solutions, obtained by setting
ncond = 4,5,6, zeroeig = 0, negeig = 0, naxsol = 0.1,0.5,0.9, degvar
=0.2,0.5, ndeg = 1, and linear = 1;

e 27 convex (but not stricltly convex) SLBQPs, obtained by setting ncond
=4,5,6, zeroeig = 0.1,0.2,0.5, negeig = 0, naxsol = 0.1,0.5,0.9, degvar
=0, ndeg = 1, and linear = 1;

e 27 non-convex SLBQPs, obtained by setting ncond = 4,5,6, zeroeig = 0,
negeig = 0.1,0.2,0.5, naxsol = 0.1,0.5,0.9, degvar = 0, ndeg = 1, and
linear = 1;

Since BQPs are special cases of SLBQPs, four sets of BQPs were also generated, by
setting linear = 0 and choosing all remaining parameters as specified above. All
the methods were applied to each problem with four starting points, corresponding
to nax0 = 0,0.1,0.5,0.9.

4.3.2 SVM test problems

SLBQP test problems corresponding to the dual formulation of two-class C-SVM clas-
sification problems were also used (see, e.g., [122]). Ten problems from the LIBSVM
data set, available from https://www.csie.ntu.edu.tw/~cjlin/libsvmtools/
datasets/, were considered, whose details (size of the problem, features and nonze-
ros in the data) are given in Table A linear kernel was used, leading to problems
with positive semidefinite Hessian matrices. The penalty parameter C was set to 10.
For most of the problems, the number of nonzeros is much smaller than the product
between size and features, showing that the data are relatively sparse. It is worth
noting that SVMsubspace has been designed to take advantage of this issue, while
the sparsity of the data has not been fully exploited when running P2GP.

problem size | features | nonzeros | density
aba 11220 122 155608 | 11.37%
a’a 16100 122 223304 | 11.37%
a8a 22696 123 314815 | 11.28%
ada 32561 123 451592 | 11.28%
ijennl 49990 22 649870 | 59.09%
phishing | 11055 68 331650 | 44.12%
real-sim | 72309 20958 | 3709083 | 0.24%
wba 17188 300 200470 | 3.89%
wT7a 24692 300 288148 | 3.89%
w8a 49749 300 579586 | 3.88%

Table 4.1. Details of the SVM test set.


https://www.csie.ntu.edu.tw/~cjlin/libsvmtools/datasets/
https://www.csie.ntu.edu.tw/~cjlin/libsvmtools/datasets/

72 4. The Proportionality-based 2-phase Gradient Projection method

Strictly convex SLBQPs (H>0) - Time

—————————— 1
4 A A T
v E T
0.9% v -
gl ' Voo
oot 0.8 v "
" w -
y -l
i 0.7 y =
" [ Yo
I 06 g_:
= w=
0.5 w=
= a
04F W=
W=
03} v&
. yus
we
H
—— P2GP (CG) 02f Vi ——P2GP (CG)
-v-P2GP (SDC) w ' a - v -P2GP (SDC)
= GPCG-like 0.1y .2 = GPCG-like
PABBmin Y o PABBmin
2 2.5 3 35 4 1 1.5 2 2.5 3 35 4
X X
Strictly convex SLBQPs (H>0), ncond = 5 — Time Strictly convex SLBQPs (H>0), ncond = 6 — Time
h? 33— 1 4 e S
EAR
0.9 - 0.9
0.8 V‘v‘} “““ = 0.8 ;;v
y ' w
| w A v
0.7 w 0. w
vo: il .ot
0.6 v}' ot 0.6 2 L “
= v = = .
Bos i Bos j H
0.4 v oaf IV H
y = - [ ]
¥ o
03 v 03FY
- T R
0.2 y = —— P2GP (CG) 0.2 —A— P2GP (CG)
v{ - v-P2GP (SDC) . - v -P2GP (SDC)
0.1f -y = GPCG-like 0.1} 2 = GPCG-like
wii- PABBmin ) g PABBmin
0 . . . . : , 0 . . . . : ,
1 15 2 25 3 35 4 1 15 2 25 3 35 4

X

Figure 4.4. Performance profiles of P2GP (with CG and SDC), PABB,in, and GPCG-like
on strictly-convex SLBQPs with non-degenerate solutions: execution times for all the
problems (top left), for k(H) = 10* (top right), for k(H) = 105 (bottom left), and for
k(H) = 105 (bottom right).

4.3.3 Results on random problems

We first discuss the results obtained by running the implementations of the P2GP,
PABBin and GPCG-like methods on the problems described in Section [4.3.1] In
the stopping condition (4.15)), tol = 107%||° + B°| was used; furthermore, at most
30000 matrix-vector products and 30000 projections were allowed, declaring failures
if these limits were achieved without satisfying condition . The methods were
compared by using the performance profiles proposed by Dolan and Moré [52]. We
note that the performance profiles in this section may show a number of failures
larger than the actual one, because the range on the horizontal axis has been limited
to enhance readability. However, all the failures will be explicitly reported in the

text.

Figure shows the performance profiles, 7(x), of the three methods on the
set of strictly convex SLBQPs with non-degenerate solutions, using the execution
time as performance metric. The profiles corresponding to all the problems and
to those with x(H) = 10%, x(H) = 10, and x(H) = 10° are reported. We see
that the version of P2GP using CG in the minimization phase has by far the best
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Figure 4.5. Performance profiles of P2GP (with CG and SDC), PABB,,,i», and GPCG-like
on strictly convex SLBQPs with non-degenerate solutions: number of matrix-vector
products (left) and projections (right).

Convex degenerate SLBQPs (H>0) — Time

1r N == - S
0.93' ;" ; ' I B
1 L
I
Jrd
o
f7
.
l’
"
——P2GP (CG)
- v-P2GP (SDC)
= GPCG-like
PABBmin
2 25 3 35 4
X
Nonconvex SLBQPs - Time
ir ¢ r—
0.9f
ga 8
L
0.8
1
0.7F
0.6
=
1% 0.5
0.4f
.3F 0.3f
0.2f 0.2 7
——P2GP (CG) i ——P2GP (CG)
0.1 ii' = GPCG-like 0.1 = GPCG-like
! PABBmin PABBmIin
0 L L L L : , 0 L L L L : ,
1 15 2 25 3 35 4 1 15 2 25 3 35 4
X X

Figure 4.6. Performance profiles (execution times) of P2GP (with CG and SDC), PABB iy,
and GPCG-like on strictly convex SLBQPs with degenerate solutions (top), convex
SLBQPs (bottom left), non-convex SLBQPs (bottom right).

performance. P2GP with SDC is faster than the PABB,j, and GPCG-like methods
too. GPCG-like appears very sensitive to the condition number of the Hessian
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matrix: its performance deteriorates as x(H ) increases and the method becomes less
effective than PABB i, when #(H) = 10°. This shows that the criterion used to
terminate the minimization phase is more effective than the criterion based on the
bindingness of the active variables, especially as k(H) increases. We also report that
the GPCG-like method has 6 failures over 36 runs for the problems with x(H) = 10°.

For the previous problems, the performance profiles concerning the number of
matrix-vector products and the number of projections are also shown, in Figure
We see that PABBin performs the smallest number of matrix-vector products,
followed by P2GP with GC, and then by GPCG-like and P2GP with SDC. On the
other hand, the number of projections computed by P2GP with CG and with SDC
is much smaller than for the other methods; as expected, the maximum number
of projections is computed by PABB,,. This shows that the performance of the
methods cannot be measured only in terms of matrix-vector products; the cost of
the projections must also be considered, especially when the structure of the Hessian
makes the computational cost of the matrix-vector products lower than O(n?). The
good behavior of P2GP results from the balance between matrix-vector products
and projections.

The performance profiles concerning the execution times on the strictly convex
SLBQPs with degenerate solutions, on the convex (but not strictly convex) SLBQPs,
and on the non-convex ones are reported in Figure [4.6] Of course, the version of
P2GP using the SDC solver was not applied to the last two sets of problems. In the
case of non-convex problems, only 85% of the runs were considered, corresponding
to the cases where the values of the objective function at the solutions computed by
the different methods differ by less than 1%. P2GP with CG is generally the best
method, followed by GPCG-like and then by PABB,,. Furthermore, on strictly
convex problems with degenerate solutions, P2GP with SDC performs better than
GPCG-like and PABBin. GPCG-like is less robust than the other methods, since
it has 4 failures on the degenerate stricltly convex problems and 8 failures on the
convex ones. This confirms the effectiveness of the proportionality-based criterion.

For completeness, we also run the experiments on the strictly convex problems
with non-degenerate solutions by replacing the line-search strategy in PABBp,
with a monotone line search along the feasible direction [I3| Section 2.3.1], which
requires only one projection per GP iteration. We note that this line search does not
guarantee in general that the sequence generated by the GP method identifies in a
finite number of steps the variables that are active at the solution (see, e.g.,[44]).
Nevertheless, we made experiments with the line search along the feasible direction,
to see if it may lead to any time gain in practice. The results obtained, not reported
here for the sake of space, show that the two line searches lead to comparable times
when the number of active variables at the solution is small, i.e. naxsol = 0.1. On
the other hand, the execution time with the original line search is slightly smaller
when the number of active variables at the solution is larger.

Finally, the performance profiles concerning the execution times taken by the
P2GP, PABB,in and GPCG-like methods on the strictly convex BQPs with non-
degenerate and degenerate solutions, on the convex (but not strictly convex) BQPs,
and on the non-convex ones are shown in Figure Only 97% of the runs on the
non-convex problems are selected, using the same criterion applied to non-convex
SLBQPs. P2GP with CG is again the most efficient method. The behavior of
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Figure 4.7. Performance profiles (execution times) of P2GP (with CG and SDC), PABB, iy,
and GPCG-like on strictly convex BQPs with non-degenerate solutions (top left), strictly
convex BQPs with degenerate solutions (top right), convex BQPs (bottom left), non-
convex BQPs (bottom right).

the methods is similar to that shown on SLBQPs. However, P2GP with SDC and
PABBLi, have closer behaviors, according to the smaller time required by projections
onto boxes, which leads to a reduction of the execution time of PABB,jn. GPCG-like
has again some failures: 6 on the strictly convex problems with non-degenerate
solutions, 5 on the ones with degenerate solutions, and 9 on the convex (but not
strictly convex) problems.

Now we compare P2GP (using CG) with BLG on the random problems. BLG
was run in its full-space mode (default mode), because the form of the Hessian
does not allow BLG to take advantage of the subspace mode. The stopping
condition (4.15) was implemented in BLG, and the code was run with the same
tolerance and the same maximum numbers of matrix-vector products and projections
used for P2GP. Default values were used for the remaining parameters of BLG.
Of course, a comparison of the two codes in terms of execution time would be
misleading, since BLG is written in C, while P2GP has been implemented in Matlab.
Therefore, we consider the matrix-vector products. We do not show a comparison
in terms of projections too, because BLG does a projection at each iteration, and
this generally results in many more projections than P2GP. Performance profiles are
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Figure 4.8. Performance profiles of P2GP (with CG) and BLG on convex (left) and
non-convex (right) SLBQPs: number of matrix-vector products.

provided in Figure [4.8] The results concerning all the types of convex problems are
shown together, since their profiles are similar. On these problems P2GP appears
more efficient than BLG; we also verified that the objective function values at the
solutions computed by the two codes agree on at least six significant digits and are
smaller for P2GP for 70% of the test cases. Furthermore, in four cases BLG does
not satisfy condition within the maximum number of matrix-vector products
and projections. The situation is different for the non-convex problems, where the
number of matrix-vector products performed by BLG is smaller. In this case, we
verified that BLG also used Frank-Wolfe directions, which were never chosen for the
convex problems. This not only reduced the number of matrix-vector products, but
often led to smaller objective function values. The values of the objective function
at the solutions computed by the two methods differ by less than 1% for only 47%
of the test cases, which are the ones considered in the performance profiles on the
right of Figure On the other hand, in three cases BLG performs the maximum
number of matrix-vector products without achieving the required accuracy.

4.3.4 Results on SVM problems

In order to read the SVM problems, available in the LIBSVM format, BLG was
run through the SVMsubspace code, available from http://users.clas.ufl.edu/
hager/papers/Software/. Since we were interested in comparing P2GP with the
GP implementation provided by BLG, SVMsubspace was modified to have the SVM
subspace equal to the entire space, i.e. to apply BLG to the full SVM problem. For
completeness we also run SVMsubspace in its subspace mode (see [82]), to see what
the performance gain is with this feature. In the following, we refer to the former
implementation as BLGfull, and to the latter as SVMsubspace.

Following [82], BLGfull and SVMsubspace were used with their original stopping
condition, with tolerance 1073. P2GP was terminated when the infinity norm of the
projected gradient was smaller then the same tolerance. With these stopping criteria,
the two codes returned objective function values agreeing on about six significant
digits, with smaller function values generally obtained by P2GP. At most 70000
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Figure 4.9. Performance profiles on SVM test problems: number of matrix-vector of P2GP
(with CG) and BLG (left), and execution times of BLGfull and SVMsubspace (right).

matrix-vector products and 70000 projections were allowed, but they were never
reached.

In Figure left, the performance profiles (in logarithmic scale) concerning the
matrix-vector products of P2GP (with CG) and BLGfull are shown. A comparison
in terms of projections and execution times is not carried out for the same reasons
explained for the random problems. BLGfull appears superior than P2GP; on the
other hand, we verified that the number of projections performed by BLG is by
far greater than that of P2GP for eight out of ten problems. However, it must be
noted that SVMsubspace is much faster than BLGfull, as shown by the performance
profiles concerning their execution times (see Figure right). This confirms the
great advantage of performing reduced-size matrix-vector products in solving the
subspace problems for this class of test cases.
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Chapter 5

Application to the solution of
contact mechanics problems

In the previous chapter we introduced P2GP, a novel method for the solution of
SLBQPs and BQPs. Even if the original idea was mainly to deal with SLBQPs, the
numerical results shown in Section suggest that the new method outperforms
standard gradient projection schemes and the well known GPCG algorithm [109]
in the solution of BQPs as well. To further asses the performance of P2GP in
the solution of BQPs, in this chapter we compare it with MPRGP by Dostél
[65] (described in Section [2.4.3)), in solving the bound constrained subproblems
arising in an Augmented Lagrangian method for problems of form modeling
contact mechanics applications. We start by introducing the Augmented Lagrangian
framework called SMALBE (Semi-Monotonic Augmented Lagrangian for Bound and
Equality constraints) [55] and by comparing the performance of P2GP and MPRGP
in the solution of elliptic model problems. Then, we show how the discretization
of contact mechanics problems by the TFETI (Total Finite Element Tearing and
Interconnecting) domain decomposition method [60] leads to problems of the form
. Finally, we compare the performance of P2GP and MPRGP in the solution
of one 2D contact problem with friction and two 3D frictionless contact problems,
showing the competitiveness of the proposed method.

5.1 Augmented Lagrangian methods

In the previous chapters we have explored the possibility of solving problems of
the form by gradient projection methods. In the final part of Chapter (3)
we observed how these approaches are of practical interest in the case of sparse
constraints, thanks to the availability of efficient projection methods.

In the case of dense constraints the use of Augmented Lagrangian methods can
typically lead to better performances. The idea behind this class of methods, which
we will briefly describe following [32] [34], is to ease the solution of the problem by
getting rid of the dense linear constraints forcing implicitly their satisfaction by
introducing a so called penalty function.

Starting from the Lagrangian function related to the equality constraints in ,
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i.e. the function

L(x,0) = ; xI'Hx —cl'x — (Ax - b)Te,

we define the Augmented Lagrangian function as

1
L4(x,0,p) = =xT Hx —c'x — (Ax —b)T0 + gHAx —b|?. (5.1)

2

Given a fixed vector 8 and a fixed scalar p, consider the problem

min LA(X,E,ﬁ),

st 1<x<u (5-2)

The solution X to this problem satisfies the first order optimality conditions
n —
— ATO + pAT (A% - Z Aie
XiZOifiG.Al(i), XiSOIfZE.Au(X), )\i:OifZ‘EEF(i),
where A = (Xi)izlw,,n is the vector of Lagrange multipliers associated with the bound

constraints. By comparing the first condition to (3.1)), one can clearly observe that
X concides with the solution x* to ([1.1)) if

0* =6 — p(AX —Db), (5.3)
or, equivalently, if
1 ~
AX—b = ;(0—0*) (5.4)

An Augmented Lagrangian method for problem (|1.1)), starting from a triple
(x9,8°, p°), builds up a sequence of triplets {(xk, 0", pk)} in the following way. At
each step k at first the estimate x**! is computed by solving the problem

min £ 4(x, Ok,pk), (5.5)
st 1<x<u,
then the Lagrange multipliers estimate 71 and the penalty parameter pF*! are
updated accordingly.
Starting from , a possible way to update the Lagrange multipliers vector 8%
is to set
9k+1 — ek _ pk(Axk+1 _ b), (56)

which is usually referred to as the first-order Lagrange multiplier estimate. It is
interesting to note that, since

VBLA(Xv 0, p) = _(AX - b)v

the update (5.6) can be seen as a gradient ascent step with step length p¥ aimed at
driving (x*, 8") towards the saddle point of £ 4. Even if more sophisticated estimates
could lead to better convergence rate for the method, the first order estimate is a
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very common choice thanks to its low computational cost and its good practical
performance.

As regards the update of p*, the idea is to increase p*, if needed, to foster the
feasibility of x**1. Observe that £ 4(x, 8%, p* ) is a quadratic function, whose Hessian
matrix is

V2LA(x,0% p%) = H+ pF AT A,
which tends to be ill-conditioned as p* increases. However, equation suggests
that to make x* approach x* there is no need to push p¥ towards infinity if one can
improve the quality of the Lagrange multipliers estimate 6*.

To ease the description of the Augmented Lagrangian framework introduced
in the next section, here we introduce the projected gradient of the Augmented
Lagrangian function, w.r.t. the bound constraints, as

VeLa(x6.p) if i€ F(x)
(VBLA(x,0,p)]; = ¢ max{0,-V,,La(x,0,p)} if iec Ai(x),
min{0, -V, La(x,0,p)} if i € Ay(x).

The projected gradient is a natural choice as optimality measure for the bound
constrained subproblem.

5.1.1 The SMALBE and SMALBE-M frameworks

The Semi-Monotonic Augmented Lagrangian for Bound and Equality constraints
(SMALBE) [56] is an Augmented Lagrangian framework based on the original method
proposed by Conn, Gould and Toint [32, [33]. The main difference between the two
is the use of an adaptive precision control for the BQP subproblem [59] based on
the feasibility of the current iterate, i.e.

HVBLA(XM, Gk,pk)H < min { M| Ax*! — b, 5}, (5.7)
with M > 0 and n > 0 given constants, in place of the original requirement of
"VBQA(Xk—&-l’Ok’pk)H < Wk,

where {w*} is a priori defined and converges to zero. Another difference between
SMALBE and the method in [32] lies in the adaptive strategy for the update of the
penalty parameter p introduced in [55]. At each step of SMALBE, starting from
the triple (x*, 0% p¥), an approximate solution x**! to the BQP subproblem
is computed, using any convergent algorithm, such that it satisfies the optimality
condition . Given x**1 the Lagrangian parameters are updated using the first
order estimate

gk+1 :Ok_pk (Axk+1 —b),

and a check on the sufficient decrease of the Augmented Lagrangian function is
performed to decide whether increase the penalty parameter or not.

To avoid the ill-conditioning due to the increase of the penalty parameter, a
modification of the SMALBE;, called SMALBE-M, was proposed in [58]. In SMALBE-
M the penalty parameter remains fixed and the constant M in is updated
instead. The SMALBE-M framework is depicted in Algorithm

The following result can be proved [63, Theorem 9.2].
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Algorithm 5.1 SMALBE-M (Semi-Monotonic Augmented Lagrangian for Bound
and Equality constraints with modification of M)

1: tol >0; n>0; ¥9€(0,1); p>0; My=M; €R; 0° e R™; x0 e R™; k=0;

2: while (|VzLa(x*,0% p)|| <tol A ||[AxF —Db|| < tol) do > MAIN LOOP
3: Find an approximate solution x**! to (5.5), such that > BQP SUBPROBLEM

HVBLA(X]C+1,0k,p)H < min {Mk_HHAx]Hl —b||, 77};

4 O =08 — p(AxM —b);

5. if (Myyy = My) A (LA(Xk+1,0k+1,p) < La(x*, 0%, p) + L||AxE+T — b||> then

6: Myyo = 9 Myi1; > TIGHTEN PRECISION CONTROL
7 else

8: Mpyo = M1

9: end if

10: k=k+1;
11: end while

Theorem 5.1.1. Let H be symmetric and positive definite. Let {x"}, {6*} and
{My} be generated by the SMALBE-M framework for the solution of problem (1.1)),
withn >0,0<9 <1, My >0, p>0, and 8° € R™. Then the following statements
hold.

(i) The sequence {x*} converges to the solution x* to (I.1)).

(ii) If Assumption holds, then the sequence {Ok} converges to a uniquely

determined vector 8% of Lagrange multipliers for the equality constraints in

)}

Moreover, it can be proved that the number of outer iterations needed by
SMALBE-M to satisfy a given tolerance has a uniform bound which is independent
on the conditioning of the constraint matrix A. In the case of strictly convex
problems, under Assumption it can be proved [58] that the framework is able
to identify free and binding variables in a finite number of iterations and that, after
the identification, it possesses an R-linear rate of convergence, provided that the
algorithm used for the solution of has R-linear rate of convergence.

5.2 Preliminary tests on elliptic model problems

We consider the problem of finding the solution v : R> — R to the following elliptic
differential problem in ¥ = [0, 2] x [0, 2]

v 9w
AUE@—F@:]P(IE,Q/), ('Iay)ez
v(z,y) =0, (z,y) € 0%,
Uz, y) <v(z,y) <ulz,y), (z,y) €L,

representing the equilibrium of a membrane, fixed at the boundary of the square X,
and pushed against the obstacles | (below) and u (above) by the force f : R? — R.
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By means of a finite differences discretization scheme, we can find a discretized
version v of v by solving the QP problem
min %VTHV — Ty
st. Cv=0,
I<v<u,

where H is the Laplace matrix, f, 1 and u are the discretized version of respectively
f, I and u, and the constraints C'v = 0 impose the condition v; = 0 for all the ¢
corresponding to points onto 9%. We selected two different instances of the problem
and tested the SMALBE-M framework equipped with P2GP [51] (Algorithm [4.1]),
and MPRGP [65] Algorithm

Algorithm 5.2 MPRGP (Modified Proportioning with Reduced Gradient Projec-
tion)

1:x%€Q; tol >0; ae (0,2|H|Y); T>0;
2 k=0, g=Vfx’)=Hx"~-c; p=¢x);

3: while (|[Vqf(x*)| > tol) do > MAIN LOOP
£ i (BN < T2 (xH)Tp(x*)) then
5: ac=7ng,y=X’“—och;
) pTHp g
6: ay = max{a| x¥ — ap € Q};
& if (aeg < ay) then
8: xMl=y g=g—a,Hg; > CG STEP
¢(y)"Hp
9: Y=g P=ely) P
oTHp ely) =7
10: else
11: x(k+3) = xk _ afp; g=g— arHp; > FEASIBLE HALFSTEP
12: xkHl = x(b+2) — g p(x(kta)); > EXPANSION STEP
13: g=Hx""' —b; p=p(x");
14: end if
15: else
k gTd P
16: d= P Qeg = ) > PROPORTIONING STEP
IB(X )1 Qcg dTHd
17: afeg = min{max{a| x* — ad € Q}, a.y};
18: xFl =xF —ap,d; g=g—ap Hd; p= @)
19: end if

20: k=k+1;
21: end while

For all the testes the discretization was based on a 640 x 640 2D grid, the
tolerance was set as le —4||f||, p =1, My =1, and ¥ = 0.5.

Test 1

The first test is characterized by the following definitions

f(z,y) = 5r?sin(7 x) sin (gy> ,
l(x,y) =0.1 sin (1671'3: — g) sin (167Ty — g) - 0.2,

u(z,y) = 0.1 cos <167rw — g) cos (167ry - g) +0.2.
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The 2D solution to the problem is shown in Figure together with its section
at y = 1. The performances of the two algorithms in the solution of the problem

0.3p

» [ R - .
' h ,"| .". dononf i\ | —— With constraints|t
0.2*‘|:'|"".'|,“|,"||'l|---Lowerbound
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R N R N R NI N NN
=025 vyt b TN R RO
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Figure 5.1. First 2-dimensional membrane equilibrium test (left). Section of the solution
and the lower and upper bounds at y = 1 (right).

are reported iteration-wise in Table [5.1] and Table Both algorithms were able

Table 5.1. Progress of SMALBE-M/MPRGP in the solution of first membrane test.

E || La(vE 0% p) | [VBLAVF, 0% p)|| | #HV | My | |F(VF)|/JAWH)]
0 0.0 1.93e-2 52 1.00 410881/0

1 || 2.688479e+1 7.44 183 | 1.00 | 391164/19717
2 | —1.081119 2.82¢-1 200 | 1.00 | 387807/23074
3 | —1.150512 1.45¢-1 194 | 5.00e-1 | 392628/18253
4 | -1.163713 4.18¢-3 159 | 5.00e-1 | 392955/17926
5 | —1.163988 4.12e-2 132 | 2.50e-1 | 393172/17709
6 | —1.165628 1.46 e-4 130 | 2.50e-1 | 393363/17518
7 || —1.165633 1.13e-4 127 | 1.25¢e-1 | 393356/17525
8 || —1.165635 3.20e-5 121 | 1.25¢e-1 | 393358/17523
9 || —1.165635 3.82¢-6 100 | 6.25¢-2 | 393359/17522
10 || —1.165635 1.91e-6 44 | 6.25e-2 | 393359/17522

Table 5.2. Progress of SMALBE-M/P2GP in the solution of first membrane test.

k LA(Vkﬁekvp) VBLA(Vk70k7p) #Hv M, |§(Vk)|/|‘A(Vk)|
0 0.0 1.93e-2 52 1.00 410881/0

1 —1.164921 2.57e-3 203 1.00 392957/17924
2 —1.165634 3.73e-4 211 1.00 393357/17524
3 —1.165635 1.45e-6 246 | 5.00e-1 | 393359/17522

to reach the solution, however the SMALBE-M equipped with MPRGP required
11 outer iterations against the 4 required by SMALBE-M/P2GP, with an overall

amount of 1442 Hessian-vector products against the 712 of the combination with
P2GP.
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Test 2

The second test is characterized by the following definitions

f(z,y) = =572 sin (g:c> sin (;ry> ,

l(x,y) = 0.01 sin (gx) sin (ry) — 0.1, z €[0,1)
l(x,y) = 0.1 sin (167‘(’56 - g) sin (167Ty - g) —-0.2, z€ll,2]
u(z,y) = 0.2.

The 2D solution to the problem is shown in Figure [5.1] together with its section at
y = 1. The performances of the two algorithms in the solution of the problem are

—— With constraints
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0 o1l - - - Upper bound
-0.05+- 0.05r
044
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-0.2¢ "",,"l.-u,".,"l.'"
1 1
-0.25 i n Y ‘l‘ l\" “\' vy ‘l“
o 0.5 1 15 2

Figure 5.2. Second 2-dimensional membrane equilibrium test (left). Section of the solution
and the lower and upper bounds at y = 1 (right).

reported iteration-wise in Table [5.3] and Table [5.4]

Again, both algorithms were able to reach the solution and the choice of P2GP
led to a lower computational cost. Indeed the SMALBE-M equipped with MPRGP
required 15 outer iterations and 2395 matrix-vector products against the respectively
5 and 811 required by SMALBE-M /P2GP.

In the solution of these two model problems P2GP clearly outperformed MPRGP
as a solver for the BQP subproblems in SMALBE-M, probably thanks to its ability to
grab or release multiple constraints during the identification phase. This conjecture
is enforced by the second problem which was built to have a large number of variables
at their lower bound at the solution (~ 146000 against the ~ 17500 of the first test).
In the following sections we will see how the two algorithms perform in the solution
of more complicated contact mechanic problems.

5.3 Discretization of contact mechanics problems

The aim of this section is to give an idea on how the discretization of contact
mechanic problems, in the case of 2D problems (possibly with friction) and in the
case of 3D problems, leads to the solution of problems of the form . Clearly a
detailed formulation of contact problems is out of the scope of this work, therefore
we refer the reader, e.g., to [63, Chapter 11] on which the content of this section
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Table 5.3. Progress of SMALBE-M/MPRGP in the solution of second membrane test.

k LA(Vk70kap) VBLA(Vkvekap) #Hv My, ‘?(Vk)|/|ﬂ(vk)|
0 0.0 1.93e-2 52 1.00 410881/0
1 || —9.682160 -1 1.85e-1 192 1.00 232720/178161
2 —1.057361 5.91e-3 183 1.00 249705/161176
3 —1.073283 2.57e-2 170 | 5.00e-1 | 260410/150471
4 —1.068916 1.04e-1 196 | 5.00e-1 | 262160/148721
) —1.074556 1.01e-3 197 | 5.00e-1 | 262690/148191
6 —1.074600 1.46 -2 198 | 2.50e-1 | 263193/147688
7 —1.074744 9.95e-3 198 | 2.50e-1 | 263631/147250
8 —1.074804 3.36e-4 191 | 1.25e-1 | 263873/147008
9 —1.074807 3.55e-5 180 | 1.25e-1 | 263900/146981
10 —1.074808 4.22e-5 161 | 6.25e-2 | 263922/146959
11 —1.074809 3.06 e-5 155 | 6.25e-2 | 263970/146911
12 —1.074809 2.46e-5 149 | 3.13e-2 | 263965/146916
13 —1.074809 1.40e-5 141 | 3.13e-2 | 263982/146899
14 —1.074809 1.84e-6 32 1.56e-2 | 264000/146881
Table 5.4. Progress of SMALBE-M/P2GP in the solution of second membrane test.
k| La(vF 0% p) | |VBLAKV®, 0% p)|| | #Hv | My | [F(VF)|/JAGY))
0 0.0 1.93e-2 52 1.00 410881/0
1 —1.069534 3.45e-3 204 1.00 273216/137665
2 —1.074795 3.25e-4 204 1.00 264030/146851
3 —1.074809 2.02e-5 204 | 5.00e-1 | 263987/146894
4 —1.074809 1.42e-6 147 | 5.00e-1 | 263996/146885

is based. To ease the description we will focus on the frictionless Hertz problem,
named after Heinrich Hertz who in 1882 solved the contact problem of two elastic
bodies with curved surfaces.

5.3.1 The frictionless Hertz problem

Consider two bodies Q' and Q? of different materials, disposed as in Figure
whose surface will be indicated respectively as ' and I'2. Each body has a part of
the boundary, namely FIC and F% which can enter in contact with the other body
(to ease the description we will here consider that the every point of Fé and F% can
get into contact with a point of the opposite surface). A pressure P is applied on
the upper surface of the second body, i.e. on the part of its boundary indicated as
['2. The lower surface of the first body is fixed on the ground, which will translate
into a Dirichlet boundary condition on FlU C 'L, After the deformation due to P,
each point x* € Q' UT" is transformed into the point

y'(x') = x' +u'(x),

where u’ = u(x?) is the displacement vector defining the deformation of Qf. A
non-penetration condition is enforced, i.e. given a point x* € I';; it has to be
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yi(x?) ¢ Q7 (j #i). It can be shown that the non-penetration condition can be
restated in a more computation-friendly version by considering a bijective continuous

map
X' : T = Tg

and imposing that
(' () = u? 0 X2 (x))

where n'(x) is an approximation of the outer unit normal to I'* after the deformation.
Condition (5.8)) is known as the (strong) linearized non-penetration condition.

"nl0 < (P - x) n'(x), xeTh  (58)

I; e
i 5
P
a Q
B S ..7./.4
! A :
I, C‘ i
.Ql
i = ip X
g

U xz‘
Figure 5.3. The 3D Hertz problem setting [61].
For simplicity, we assume that the bodies are made of an isotropic linear elastic

material so that the constitutive equation for the Cauchy stress tensor o is given in
terms of the fourth-order Hooke elasticity tensor C, defined as

E v o
Cijkl = m (1_2]/67,]6kl + 6zk6]l) 0D k7l = 17 273a

where E is the Young’s modulus, v is the Poisson ratio and 6,5 indicates the Kronecker
delta and the Cauchy’s small strain tensor £(v), defined componentwise as

( )_1 avj+6vi
va _2 (91‘1 a.%'j

>, i, =1,2,3.

The stress tensor o(v) is thus defined componentwise as
3
Uij(V) = (C€<V)> = Z Cijklgkl(v)a i,j = 1,2,3.
k=1

Given the volume forces f* : Q' — R3, the zero boundary displacements u}: : I't; — {0}
and the boundary traction f}. : F% — R3, the linearized elastic equilibrium condition
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and the Dirichlet and Neumann boundary conditions for the displacement u can be
written as
—dive(u) = f inQ,
ul 0 onTl}, (5.9)
o(u*)n? = f} onl%,

where n’ is the outer unit normal to I'. Having assumed that the contact is
frictionless, the surface traction T = —o(ul)n' on the contact interface I't, has a null

tangential component, i.e. 7= TN = (TTIll) n', and we can write the linearized
conditions of equilibrium as

7Tt > 0,

(TTnl) ((ul(x) —uZo X1’2(x))Tn1(x) — g(x)) =0, x€eTl¢, (5.10)

where g(x) = (x?(x) — X)T n!(x), with the second condition known as the comple-
mentarity condition. Since, according to Newton’s third law, the normal traction
acting on the two contacting surfaces is equal and opposite, we have that

-0 (u2 o Xl’Q(x)) n'=-)\ xeT¢{. (5.11)

The system of equation constituted by (5.9), (5.10) and (5.11)) constitutes the

classical formulation of two-body frictionless contact problems.

5.3.2 The TFETI domain decomposition method

Real-life contact mechanics problems usually involve a larger number of domains
with a much more complicated structure, this clearly makes the solution of the
discretized problem very expensive. One way to deal with large problems is to tear
the domains in smaller parts, allowing to separate the problem into the solution of a
set of smaller problems with the cost of introducing additional constraints to “glue”
the solution of the subproblems into the solution of the original one.

Focusing on the case of the Hertz problem represented in Figure [5.3], we can
decompose each body (together with its boundaries) into subdomains of size H,
as shown in Figure assign each subdomain a unique number i € {1,...,s}.
Similarly to what has been done for the case of contact surfaces, we will denote
with I'Z the part of the boundary of Q¢ which is “glued” to the boundary of €J;
clearly I‘Zg = I’{Ji , for all (i,j) and Fg = () if the subdomains Q' and €/ are not
adjacent components of the same original domain. We therefore introduce the gluing
conditions N

() — 137 i
u'(x) =1/ (x), xely, (5.12)

o(u)n’=—0 (u/)n’.

After introducing regular grids with discretization parameter h in the subdomains
2, so that they match across the interfaces between the subdomains, by indexing
contiguously the nodes and entries of corresponding vectors in the subdomains, and
using a Lagrangian finite element discretization, the solution of the Hertz problem
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Figure 5.4. The 3D Hertz problem tearing and interconnecting [61].

turns into the solution of the quadratic programming problem

1

min iuTKu —ulf

s.t. Bru < cj, (5'13)
Bgu = cg,

where
K = diag(Ky,...,K;) € R™*"

is a symmetric positive semidefinite block-diagonal matrix, where each diagonal
block corresponds to one of the s subdomains. The matrices By € R™*™ and
Br € R™EX" are both full-rank matrices and describe, together with ¢; € R™
and cp € R™E respectively the linearized non-penetration conditions and the zero
displacements on the part of the boundary with imposed Dirichlet’s condition and
the gluing conditions between the faces of the subdomains. It can be assumed,

T
w.l.o.g., that the rows of the matrix B = (Bg, B[T) are orthonormal; this can be

achieved provided that each node is involved in at most one inequality. Finally
f € R™ represents the force acting on each node of the discretization, arising either
from the volume forces or from some other imposed traction.

5.3.3 Dual formulation

The Lagrangian function associated with (5.13) is

1
L(u,07,0F) = iuTKu —fTu+ 6% (Bru—c;) + 0L (Bpu — cp),
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where we denoted with 8; and O the Lagrange multipliers associated respectively
with the inequality and the equality constraints.

By introducing the Moore-Penrose inverse of K, i.e. the matrix K such that
KK*™ K = K, by indicating as R the orthonormal matrix which spans the kernel of
K, and by defining

0 = [0?7 Bg]T> c= [C?7 Cg]Ta

we have that, given a fixed 8, the minimizer u of £(u,0) = £(u,0;,0F) satisfies
Ku—f+ BT =0,
which can be verified if and only if
f-B'0cIm(K), < R'(f-B"9)=0
Moreover, it can be shown that there exists a vector 8 such that
u=K"(f-BT0)+ Ro.
Therefore, the solution to can be found by solving the problem

min (XH)::%OTFH——rTH
s.t. 07 >0, (5.14)
GO =h,

where F = BKTBT, r = (BK™f —¢), G = R"BT and h = RT¥.

5.3.4 Formulation in presence of friction

We have seen how the discretization of frictionless problems leads to problems of
the form , however in the solution of real-life problems there is usually the
need to take friction into account. Since well-known Coulomb law of friction leads
to non-convex formulation, a different friction model due to Henri Tresca is often
considered. This model, which however violates the laws of physics, assumes that the
normal pressure is a priori known on the contact interface. Despite its theoretical
flaws, it is often taken into account, thanks to the fact that it leads to convex
well-posed problems and its solution can be used in the fixed-point iterations for the
solution of problems with Coulomb’s friction [63, Chapter 12].

From the point of view of the classical formulation, taking into account Tresca
friction introduces constraints involving the tangential component of the surface
traction 77 = 7 — 7, which will no more be null, and the tangential displacement
ur = u —uy. It can be shown (see, e.g., [62]) that this induces the presence in the
dual formulation of constraints of the form

1[0F]:]] < ¥;

where ¥; > 0 and each dual variable [@F]; is a scalar in the case of 2D problems and
a vector in R? in the case of 3D problems. In the former case this leads to imposing
lower and upper bounds on the dual variables, thus leading again to a problem of
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the form . In the 3D case, instead, it leads to separable circular constraints,
making the dual problem a Quadratically Constrained Quadratic Programming
problem (QCQP). The peculiar structure of the quadratic constraints makes it cheap
to compute a projection onto the feasible set; therefore, this class of problems can
be solved by means of specific generalization of the algorithms considered in this
chapter [23] 22]. Since the solution of QCQPs is out of the scope of this work, we
consider only frictionless 3D problems in our numerical experiments.

5.4 Numerical experiments

We considered three test problems, one stationary 2D contact problem with friction
and two 3D frictionless contact problems. As discussed in the previous section, in
all the cases the problem is reformulated as the solution of a problem of form ,
which can be solved by means of the SMALBE-M framework introduced in the
previous sections. We performed the test for this section (derived from [66]), using
MATLAB implementation of SMALBE-M, MPRGP and P2GP.

5.4.1 Results on the 2D beam with material insets problem

Our first benchmark is the 2D beam problem depicted in left part of Figure [5.5]
where inside the “soft” (E = 4.4e+5, v = 0.34) rectangular beam there are 8 stiff
(E =1.6e+7, v = 0.32) circular insets. The whole set of bodies is subject to a force
applied to the right side of the soft beam as shown in the figure. The discretization
of the problem leads to a problem with 2222 variables, 1024 of which are subject
either to lower bounds or to both lower and upper bounds, and 60 linear equality
constraints. The difficulty of this problem lies in the need for the iterative solver to
distribute the global information across several nonlinear interfaces.

We solved six different instances of the problem, characterized by different choices
for the boundary forces (Fy, F,). The results obtained by solving the problem
with the SMALBE-M framework equipped either with P2GP or with MPRGP are
summarized in Table [5.5] In particular, the number of variables which are on a
bound (]A|), number of outer iterations and Hessian multiplications are shown.

Figure 5.5. 2D beam with insets setting (left) and Huber-von Mises-Hencky stress (right).
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MPRGP
Fr  F, | 1A | [N6Lall [GO—h] #out_it #Fv
100 0 | 890 | 2.7¢14 5007 19 1667
75 15 | 879 | 5.3e-11 9.9e-7 16 877
75 15 | 878 | 5.9¢13  8.0¢7 19 1494
-100 O 618 | 4.1e-13 5.2e-8 14 1321
=75 15 | 667 | 1.1e-12 1.6e-7 14 1380
=75 -15 | 666 | 2.5e-12 3.9e-7 14 1332
P2GP
Fr  F, | 1A | [N6Lall GO —h] #out_it #Fv
100 0 | 890 1.5e9 7.0e-7 15 1298
75 15 | 879 7.7e-9 1.3e-6 18 1701
75 -15 | 878 4.0e-9 8.3e-7 16 1427
-100 0 | 618 3.8e-9 9.9e-7 14 1432
75 15 | 667 | 5809  1.1e7 16 1625
-75  -15 | 666 1.6e-9 6.7e-7 14 1396

Table 5.5. Test results for SMALBE-M equipped with MPGRP and P2GP on the 6
benchmarks of the 2D beam with insets.

5.4.2 Results on the frictionless Hertz 3D problem

The second benchmark is a 3D two-body contact problem depicted in Figure [5.6
(left). The stiff upper body (FE = 1.6e+6, v = 0.32, p = 5.08e-9) is pressed toward
the softer lower one (F = 4.4e+5, v = 0.34, p = 1.04e-9). The upper body has been
divided in 3 x 3 x 2 subdomains, while the lower one has been divided in 3 x 3 x 3
subdomains; each subdomain has been discretized with 10 x 10 x 10 nodes. The
straight edges of the two bodies have length L = 10. For our test we fixed the
radius of the lower body at r; = —50 which translates into a concave surface and we
chose two different radii for the upper body, namely ro = 30 and ro = 45. The first
problem is characterized by 34854 variables, 900 of them are subject to lower bounds,
while the second one is characterized by 34914 variables, 960 of them subject to
lower bounds; both problems are subject to 270 linear equality constraints. The
problem is not easy as on the solution comprises many dual degenerate components
on the boundary of the active contact interface. The performance of both algorithms
is summarized in Table (.6l

5.4.3 Results on the friction 3D ball bearing problem

As last benchmark we chose an example of a real-life application, i.e the 3D multi-
body contact problem describing the interaction between the various components of
a ball bearing; in particular only a segment of the ball bearing is considered (see
the right side of Figure . The problem has been solved by means of the same
variant of the FETI method used for the previous case. The discretization leads to
a QP problem characterized by 19976 variables and 120 linear equality constraints.
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symmetry

Figure 5.6. Frictionless Hertz 3D setting (left) and Huber-von Mises-Hencky stress (right).

MPRGP
ra ] P A[ | [V5lall |GO—h| #out_it #Fv
1 | 856/900 | 4.6e7  3.60-6 61 1687
30 10 822/900 8.2e-7 3.6e-6 28 1562
100 | 729/900 | 3566  3.306 16 1544
1000 | 556/900 1.3e-6 3.6e-6 12 2447
1 887/960 1.5e-7 5.1e-7 27 1617
45 |10 [821/960 | 467 607 I8 1713
100 | 659/960 1.6e-7 5.4e-7 13 2778
1000 | 324/960 | 9.4e7  85e7 11 2496
P2GP
ry | P A | IVslall |GO—h| #out_it #Fv
1 | 856/900 | 41e7  3.4e6 78 1054
4o |10 _[822/900 | 94eT _ 37c6 95 2103
100 | 729/900 | 3.3e6  3.2¢-6 17 2176
1000 | 556/900 | 1.4c6  2.2¢6 14 3461
1 887/960 1.5e-7 5.2e-7 34 1900
45 |10 [821/960 | 51e7 587 20 2306
100 | 659/960 | 3.3¢7  6.1e7 13 3301
1000 | 324/960 1.1e-6 9.7e-7 13 3622

Table 5.6. Test results for SMALBE-M equipped with MPGRP and P2GP on the 8
instances of the frictionless 3D Hertz problem.
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The active set at the optimal solution consists of 1199 variables among the 1212
subject to a lower bound. In this case the framework equipped with P2GP as inner
solver took 51 iterations for the solution of the problem, with a total amount of 849
Hessian multiplications, thus outperforming the framework equipped with MPRGP
which took 60 iterations and a total amount of 1188 Hessian products.

Figure 5.7. Ball bearing setting (left) and displacement stress (right).

The result of the performed tests show that in some cases P2GP appears to be
competitive with MPRGP, which is a standard choice for contact problems, and is
sometimes able to outperform it. These tests confirmed in some sense our conjecture
that the “aggressive” strategy of P2GP for the expansion of the active set performs
better in problems where the percentage of active constraints is higher (see for
example the case of the ball bearing and the case of the 2D beam). On the other
hand, the results in Table indicate that MPRGP is more efficient in treating
problems with many dual degenerate components of the solution. It is likely that a
suitable combination of both algorithms can result in still faster solver.
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Conclusions and future work

In this work we dealt with subspace accelerated gradient projection methods for the
solution of quadratic programming problems.

We proposed a reformulation of the stationarity conditions for problems of
the form , which allowed us to introduce a novel active-set framework, called
Proportionality-based Subspace Accelerated framework for Quadratic Programming
(PSAQP), for the solution of QPs. PSAQP alternates two phases: an identification
phased, based on gradient projection steps, and a minimization phase, based on
an unconstrained minimization onto the reduced subspace defined by the current
active set. We introduced a criterion to switch between the two phases based on a
comparison between a measure of optimality within the reduced space (called free
gradient) and a measure of the quality of the current active set (called chopped
gradient). From the theoretical point of view, a nice consequence of using this
criterion is that finite convergence for strictly convex problems can be proved even
in case of degeneracy at the solution.

A novel method for the solution of BQPs and SLBQPs, called Proportionality-
based 2-phase Gradient Projection (P2GP), is proposed as a specialization of PSAQP.
P2GP may be seen as a generalization of the GPCG method by Moré and Toraldo
[109] to a wider class of problems. The most distinguishing feature of P2GP with
respect to GPCG stands in the criterion used to stop the minimization phase. This is
a critical issue, since requiring high accuracy in this phase can be a useless and time-
consuming task when the face where a solution lies is far from being identified. Other
important novelties are the ability to deal with SLBQPs, the introduction of BB-like
step lengths in the identification phase and the possible use of spectral gradient
methods in the minimization phase. The numerical tests reported in Section show
a strong improvement of the computational performance when the proportionality
criterion is used to control the termination of the minimization phase. In particular,
the comparison of P2GP with a modification of GPCG (using the same BB-like step
lengths as P2GP in the identification phase) shows the clear superiority of P2GP
and its smaller sensitivity to the Hessian condition number. Thus, proportionality
allows one to handle the minimization phase in a more clever way than switching
criteria based on heuristics as the one involving the bindingness of the active set
used in GPCG. The numerical results also show that P2GP requires many fewer
projections than efficient GP methods like PABB,in and the one implemented in
BLG [89]. This leads to a significant time saving, especially when the Hessian matrix
is sparse or has a structure that allows the computation of the matrix-vector product
with a computational cost smaller than O(n?), where n is the size of the problem.
We also introduced a novel procedure for the creation of SLBQPs and BQPs with
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different sizes, spectral properties and levels of degeneracy, which can be used as
a benchmark to test optimization algorithms for these classes of problems. The
MATLAB code implementing P2GP and the test problem generator is available
from https://github.com/diserafi/P2GP.

The encouraging numerical results obtained for P2GP in the solution of both
SLBQPs and BQPs led us to test it as a computational kernel in Augmented
Lagrangian methods for the solution of some problems arising in contact mechanics.
The results, reported in Chapter [5|show that P2GP is competitive with MPRGP [65],
which is tailored for the solution of contact mechanics problems, and it is sometimes
able to outperform it. The test performed on randomly generated problems have
proved P2GP to be efficient when a good approximation to the solution is required.
This could suggest that P2GP could not be the ideal choice in the context of
Augmented Lagrangian methods, where a rough approximation to the subproblems’
solutions, especially in the initial steps, can still lead to a fast convergent scheme in
practice. However, the results on the elliptic model problems and the test performed
on the 3D ball bearing problem allow us to conjecture that, thanks to the use of
gradient projection steps, which are able to add/remove multiple constraints at a
time to/from the active set, P2GP could perform better in problems where the
percentage of active constraints at the solution is higher. From the physical point of
view, since active constraints in the dual formulation are related to inactive contact
points in the primal formulation, these scenarios are related to the cases in which
only small regions of the contact surfaces of the bodies are effectively in contact at
the solution.

An interesting feature of PSAQP is that it provides a general framework, allowing
different step length rules in the GP steps, and different methods in the minimization
phase. The encouraging theoretical and computational results suggest that this
framework deserves to be further investigated. An implementation for general QPs
is currently under study. As noted in Section [3.4.1] a crucial aspect for an efficient
implementation are the algorithm for the projection onto the polyhedron and its
tangent cone and the algorithm used to compute the estimate of the Lagrange
multipliers needed in the computation of the free and the chopped gradients. The
latter could also be useful for the introduction of the proposed Lagrange multiplier
estimate in Augmented Lagrangian frameworks for the solution of QPs. This,
together with possible extensions to more general optimization problems, will be the
object of future works.


https://github.com/diserafi/P2GP
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