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Chapter 1

Introduction

In this thesis we address the numerical solution of two types of problems which are closely
related: bound-constrained nonlinear least-squares problems and nonlinear feasibility
problems.

This chapter is devoted to an introduction to the problems of interest and to the vari-
ous questions that arise in the computation of their solutions. We present the problems
under study and discuss characterizations of nonlinear feasibility problems via nonlinear
constrained or unconstrained optimization problems. Also, we give an overview of the
methods proposed in literature in recent years. We close the chapter summarizing the
contents of the thesis.

1.1 Problem overview

We shall be concerned with two classes of problems with smooth functions. The first
problem of interest is the bound-constrained nonlinear least-squares problem given by

. 1 9
= - BCL
min 6(z) = 50()[3, (BOLS)
where #: R" — R, © : R” — R is a given continuously differentiable mapping and 2
is the n-dimensional box

Q={zxeR" |l <z<u}, (1.1)

with I € (RU —00)", u € (IRUo0)”, | < u. The constraints (1.1) are called box
constraints, simple bounds or bounds.

Provided that problem (BCLS) has a solution at which © is null, then such solution
solves the nonlinear system of equations ©(z) = 0, z € . Vice versa, the bound-
constrained and possibly nonsquare system of nonlinear equations

F(z)=0, 2€Q, (NE)

with F': R" — IR™, can be transformed into problem (BCLS) letting © = F.
The second problem considered is the nonlinear feasibility problem stated as a system
of nonlinear equalities and inequalities of the form
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CE(U) = 07
Cr(v) <0, (FP)
U S v S Uy,

where the vector functions Cr : R? — IR™Z and C; : R? — IR are continuously
differentiable, v; € (RU —00)?, v, € (R U oco)P. If my = 0, the problem (FP) reduces to
a bound-constrained system of nonlinear equations.

These problems appear frequently in practice. They occur in many contexts such
as model formulation design, parameter identification problems, statement of Karush-
Kuhn-Tucker conditions and detection of approximately feasible points in nonlinear pro-
gramming in which the constraints are a mixture of general and box constraints, see
e.g. [5, 16, 24, 25, 33, 41]. Problem (FP) may also occur as a subproblem in the
“restoration” phase arising in filter methods for nonlinear programming problems, see
e.g. [21, 34, 65, 67].

Taking into account the variety of applications yielding the problems considered, we
allow any relationship between the dimensions m and n in (BCLS) and (NE) and the
dimensions mg, my and p in (FP).

We assume the presence of simple bounds in (BCLS), (NE) and (FP) as it is fairly
common to have restrictions on the expected size of each variable, [24, 29]. In some
situations, the presence of box constraints can specify either the domain of the mappings
or prevent the computation of solutions which have no physical meaning. As an example,
chemical equilibrium problems are modelled as problems (NE) and the concentrations of
chemical species must be nonnegative, [64]. Furthermore, it is often helpful to introduce
unnecessary but reasonable bounds on the variables when there is a good guess of the
area where solutions are expected.

Solving problem (FP) consists in finding a vector v € IRP which satisfies its equalities
and inequalities. If such a point cannot be found, the goal is to minimize the sum of
the constraint violations in (FP). Therefore, the solution of problem (FP) is typically
attempted formulating it as a nonlinear least-squares problem.

The formulations proposed vary in the properties of the objective functions and
in the possible presence of bounds on the variables. Specifically, one approach is to
include all the equalities and inequalities in (FP) into the objective function and form
the unconstrained least-squares problem

1
g, §H<1>(v)\|§, (1.2)

where ® : RP — R™ET™ " and r, 0 < r < 2p is a scalar that depends on the number
of finite simple bounds, [16, 29, 34].

Alternatively, the original problem can be transformed into the bound-constrained
nonlinear least-squares problem (BCLS) including the general inequalities Cr(v) < 0
into the objective function and leaving the bounds in (1.1) unchanged; in this case the
dimension n in (BCLS) is such that n > p while m = mpg + my. Unlike problem
(1.2), problem (BCLS) can be solved by means of bound-constrained algorithms where
it is relatively straightforward to ensure that the objective function is computed at
feasible iterates only. This may be considered a good feature of the reformulation as may
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serve as a check on the problem formulation and prevent evaluations at unreasonable or
nonsensical points during the iterations.

1.2 Numerical methods

In this section we review the existing methods for solving bound-constrained nonlinear
least-squares problems (BCLS), bound-constrained nonlinear systems (NE) and nonlin-
ear feasibility problems (FP).

1.2.1 Bound-constrained least-squares problems and nonlinear systems

The major algorithms for solving bound-constrained nonlinear systems (NE) aim to solve
them in a least-squares sense. Due to the close relation between these problems, numer-
ical methods for (BCLS) have been proposed in the context of solving nonlinear and
nonsquare systems (NE). In this section we describe procedures for problems (BCLS)
and (NE) and pay particular attention to those that allow any relationship between the
dimensions m and n of the mapping © and F'.

The solution of an unconstrained square system of nonlinear equations, i.e. = R"
and m = n in (NE), is a classical problem in mathematics for which many well-known
solution techniques are available, see e.g. [17, 59]. On the other hand, the solution of
constrained square systems of equations has not been the subject of intense research
and we are currently aware of few papers that deal with such problems. Most of these
papers appeared during the last few years; in particular the methods in [1, 2, 3, 4, 43,
44, 46, 50, 63, 71] handle box constraints while the methods given in [26, 55, 69] handle
convex feasible sets. Note that papers [26, 46, 63, 71| consider nonsmooth, typically
semismooth, equations.

In the remaining of the section, we focus on the papers for constrained nonsquare
problems (NE) which are, as far as to our knowledge, [25, 47, 48, 73]. A common feature
of these methods is that they attempt to solve (NE) by solving the optimization problem
(BCLS). It follows the main characteristics of these methods.

Francisco et al. [25] designed a trust-region interior point method which adapts
the method [1] for square systems to underdetermined nonlinear systems. The core of
the method is the normal flow method for unconstrained underdetermined systems [70]
which uses a Gauss-Newton model and the minimum norm step to generate a trial point.
Such method is embedded into a trust-region strategy and the bounds are handled by
using the Coleman-Li affine scaling matrix and a proper stepsize chopping rule [11].
Under full rank assumptions on the Jacobian matrix of F', local quadratic convergence
is proved to interior points, i.e. points £* such that | < x* < u.

Kanzow et al. [48], Kanzow and Petra [47] and Zhu [73] proposed global Levenberg-
Marquardt methods. In particular, the numerical solution of general nonsquare systems
of nonlinear equations was addressed in [48, 73] while the paper [47] is focused on overde-
termined nonsmooth systems of equations arising from a suitable reformulation of mixed
complementarity problems. In [48] two Levenberg-Marquardt-type algorithms for non-
linear systems with convex constraints are presented. They differ in the way to compute
the search directions: the first method solves a strictly convex minimization problem
at each iteration, whereas the second one solves only one system of linear equations in
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each step. Both methods are shown to converge locally quadratically under an error
bound assumption that is much weaker than the standard nonsingularity condition of
the Jacobian matrix. A simple globalization strategy based on the projected gradient
is employed. In [47] the Levenberg-Marquardt method is globalized by an affine trust-
region procedure. The search direction is computed solving a trust-region subproblem
where the constraint set is the box resulting from the intersection of the simple bounds
and the current trust-region defined using the co-norm. Therefore, at each iteration
a bound-constrained quadratic program is solved and the feasibility of the iterate is
preserved. A variant of the Coleman-Li scaling matrix proposed in [71] is used in the
globalization strategy. Moreover, a multidimensional filter technique is incorporated into
the trust-region strategy to accept a full step more frequently. Global convergence is
shown and local convergence is proved under an error bound assumption.

Finally, in [73] the Levenberg-Marquardt method is employed in association with
the Coleman-Li scaling matrix [11] and a nonmonotone interior backtracking line search
technique. A global convergence result is proved assuming that the function F' in (NE)
is semismooth and, under a local error bound condition, local fast convergence to non-
degenerate solutions is achieved.

1.2.2 Nonlinear feasibility problems

The solution of systems of nonlinear equalities and inequalities (FP) was explicitly ad-
dressed in the papers [9, 13, 16, 21, 27, 34, 52, 53, 58]. In this section we discuss the
methods proposed and give an insight into those based on trust-region strategies.

A Newton-type method for systems of mixed equalities and inequalities was given in
[13], while global quadratic algorithms based on backtracking line search, were proposed
in [9, 27]. The most recent methods are trust-region approaches [16, 21, 34, 52, 53, 58].
They are based on suitable transformations of the problem (FP) and vary widely from
a computational point of view.

Fletcher and Leyffer [21] suggest to state the problem (FP) as a system of all inequal-
ities by expressing the equalities Cg(v) = 0 as two separate inequalities Cg(v) < 0 and
—Cpg(v) <0. Then they transformed the resulting problem into a bi-objective nonlinear
programming problem. In particular, the inequalities are divided into two sets: the first
set J& represents the inequalities which are close to being satisfied or for which the
linearized inequality provides a good local model, the second set J is the complement
of J*. The nonlinear feasibility problem consists in the minimization of the constraint
violations in the set J subject to the constraints in the set J+. The problem obtained
is solved by a filter trust-region SQP algorithm and the definition of the bi-objective
problems is changed adaptively as the algorithm proceeds. The algorithm uses second
order information and this fact yields fast local convergence and an efficient solution of
locally infeasible problems. A proof of global convergence is provided.

Alternatively, all the inequalities in (FP) can be replaced by equalities and the prob-
lem takes the form of the least-squares problem (1.2) where the Euclidean norm of the
constraint violations is minimized. In practice, the function ® : RP — IR™METMI+2P g
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given by

Cr(v)
max{Cr(v),0}
max{v; —v,0}
max{v — vy, 0}

d(v) =

where the maximum is taken componentwise; actually, note that some components of
max{v;—v,0} and max{v—v,,0} can be eliminated if v; = —o0 or v,, = co. The mapping
® is continuous but not continuously differentiable. This formulation of problem (FP)
was adopted by Dennis et al. [16] and Gould and Toint [34].

In particular Dennis et al. [16] proposed two new trust-region algorithms: the first is
a single model method, while the second is a multimodel algorithm where the Cauchy-
point computation is a model selection procedure. A key ingredient of the methods
is the use of an indicator matrix such that the problem can be transformed into one
that possesses sufficient smoothness. This allows to develop algorithms that require
differentiability. In practice the use of the indicator matrix gives rise to active-set type
methods that try to identify the inequalities likely to be violated at a solution of (1.2).
Global convergence for the two algorithms is proved.

Gould and Toint [34] considered the formulation (1.2) and proposed a filter trust-
region method for finding a local minimizer of the problem. The procedure proposed
is based on the algorithm given in [31] for nonlinear least-squares problems; such algo-
rithm combines the efficiency of filter techniques and the robustness of the trust-region
methods. In the trust-region strategy presented in [34] an adaptive model choice is used
so that both the Gauss-Newton and the Full-Newton model are considered. Then the
solution of the trust-region problem is computed approximately by using the General-
ized Lanczos Trust-Region (GLTR) method [32] and results to be efficient independently
of the dimension of the problem. The combination of the trust-region strategy and the
filter strategy produces significant gains in reliability and efficiency compared to the stan-
dard trust-region approach. A Fortran 95 implementation of the proposed procedure is
developed in the FILTRANE package.

Summarizing the properties of the methods given in [16, 21, 34], we point out that
the methods in [16, 21] are globally convergent under appropriate assumptions while the
technique used in [34] to handle the inequality constraints is heuristic and no theoretical
guarantee of convergence can be provided for problems involving inequality constraints.
None of these methods are supported by local convergence analysis.

Our contributions in solving problems (BCLS) and (FP) presented in this thesis are
partly published in the papers [52, 53, 58].

1.3 Contents of the thesis

In this thesis we adopt problem (BCLS) as a unifying formulation for the problems
under study. Therefore we develop and analyze trust-region methods with quadratic
local convergence properties for solving the bound-constrained least-squares problem
(BCLS). One of the algorithms proposed is implemented in a Matlab solver called
TRESNEI that is robust and easy to use.
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We adopt formulations of (FP) alternative to those proposed in the papers [16, 21, 34]
discussed in Section 1.2.2. To transform the problem into a bound-constrained least-
squares problem, we distinguish between the general inequalities C7(v) < 0 and the
simple bounds and replace the general inequalities by equalities. The resulting problem
takes the form (BCLS) with a continuously differentiable function ©.

The two new trust-region methods proposed offer global convergence properties com-
bined with potentially fast local convergence. The procedures employ the Coleman-Li
scaling matrix and differ in the quadratic model used during the iterations; one method
employs a Gauss-Newton model while the other employs a regularized Gauss-Newton
model. The implementations of the trust-region strategy involve a linear algebra phase;
we discuss the use of matrix factorizations and CG-like methods for such phase.

From a computational point of view, the Gauss-Newton trust-region method resulted
the most promising procedure. For this reason, it is coded into the Matlab implementa-
tion TRESNEI. The structure of TRESNEI handles the general statement of the nonlinear
feasibility problem (FP) adopted in the CUTEr collection [33] and offers flexibility in
the reformulation of problem (FP) as a bound-constrained least-squares problem.

The thesis is organized as follows. In Chapter 2 we give an overview on nonlinear
least-squares problems. In Chapter 3 we present our statement of (FP) and introduce
the new trust-region methods. Assuming that direct methods are used in the linear alge-
bra phase, the trust-region methods are analyzed from both a theoretical and practical
perspective; global and fast local convergence theory are provided and numerical perfor-
mance is assessed. In Chapter 4 we provide a careful description of the solver TRESNEI
and the results of the benchmarking process with functions from the Matlab Optimiza-
tion Toolbox. In Chapter 5 an inexact paradigm for the Gauss-Newton trust-region
method is proposed and its theoretical analysis is conducted. Finally, an Appendix is
given where prerequisites to our study are summarized.
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Notation

Throughout the thesis we use the following notation.

For a vector z € IR" we denote by (x); or z; its i-th component and for any set of indices
I, [x]; will denote the subvector of x with components z;, i € I. Similarly, the (7, j)-th
element of a matrix A € R™*" will be written as (A);;.

Given two vectors x,y € R" the inequalities x < y and equalities x = y are meant
componentwise. Analogously, the vector max{z,y} is simply that whose i-th component
is max{z;,y;}.

Unless explicitly stated, || - || denotes the 2-norm and B,(y) = {x : || — y|| < p} denotes
the open Euclidean ball of radius p around point y € R".

The symbols I, represents the identity matrix of dimension p. A" denotes the Moore-
Penrose pseudoinverse of the matrix A.

Given a sequence of vectors {xy}, for any function f we let fi = f(zy).

Given Q@ = {z € R" |l < z < u} we let Po(x) be the projection of = onto €2, i.e.
(Pa(x)); = max{l;, min{x;, u;}},1=1,..., n.

We make frequent use of the Landau symbol O(-) which is defined as follows: given two
sequences {ay} and {f} converging to zero as k tends to oo, we write o, = O(fy) if

limsupy, _, o /B < 0.






Chapter 2

Nonlinear least-squares problems

In this chapter we review the main properties of nonlinear least-squares problems and
discuss their numerical solution. The properties and algorithms presented will be the
basis of the strategies proposed in this thesis for solving problems (BCLS) and (FP).

2.1 The unconstrained problem

Nonlinear least-squares problems belong to a special class of minimization problems
where the function is a sum of squares of nonlinear functions

1
min 0(z) = =||0(z)|?, LS
min, 0(a) = 30()] (LS)
with 0 : IR" — IR and © : R" — R™. We will refer to 0 as the objective function and to
O as the residual function. The vector function © is defined by

O(z) = (01(z), O2(x),. .. ,@m(m))T,

where the component functions ©;,7 = 1, ..., m, are nonlinear real valued functions from
R"™ to IR. If m > n we say the problem is overdetermined. If m = n we have a square
problem; if m < n the problem is underdetermined.

We say that problem (LS) is unconstrained because no conditions are imposed on
the variable x.

Let each ©;,i = 1,...,m, be a smooth function. The Jacobian J(z) € R™*" of the
residual function ©(x) is given by

00;(x) . .
(J(@));; = 83:() i=1,....m,j=1,...,n,
J

and the Hessian V20;(z) € R™*" of ©; is given by

0%0;(x)
20 _ i g
(V @Z(x))jl 9z;0m " jl=1,... n.
Then, the gradient and the Hessian of # can be written as
Vo(z) = J()Te(z), (2.1)
V() = J@)J(z)+S5@), S)=> 6i(x)V?6;(x). (2.2)
i=1
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Solving problem (LS) means to find a local minimizer of 6, that is, a point x* such
that there exists a neighborhood A of 2* where 6(z*) < 6(z) for all z € N/. Moreover, a
point z* is a strict local minimizer of 0 if there exists a neighborhood A of z* such that
0(z*) < O(x) for all x € N with = # z*. In general local minimizers differ from global
mianimizers of 0, that is points where the function 6 attains its least value over IR"™.

A local minimizer z* for problem (LS) such that 6(z*) = 0 is a global minimizer of 0
since 6(z) > 0 for all x € R™. It is denoted as a zero-residual solution and the problem
(LS) is called a zero-residual problem. In this case, solving problem (LS) is equivalent
to finding a solution of the nonlinear system ©(x) = 0. If §(2*) is small, the problem is
called a small-residual problem. Otherwise one has a large-residual problem.

The following optimality conditions are the tools to recognize local minima.

Theorem 2.1 (First-Order Necessary Conditions) (/59]) If z* is a local minimizer
of 0 and 6 is continuously differentiable in an open meighborhood of x*, then

Vl(z*) = J(z*)T0(z*) = 0. (2.3)

We call 2* a stationary point for problem (LS) if it satisfies the equation (2.3). From
Theorem 2.1, we have that a local minimizer must be a stationary point; vice versa, the
converse is not true in general. To obtain further conditions for a local minimizer, we
need stronger assumptions on the function 6.

Theorem 2.2 (Second-Order Necessary Conditions) ([59]) If z* is a local mini-
mizer of 6 and V20 is continuous in an open neighborhood of x*, then =* satisfies the
equation (2.3) and V*0(x*) is positive semidefinite.

It follows the sufficient conditions which guarantee that z* is a local minimizer of 6.

Theorem 2.3 (Second-Order Sufficient Conditions) (/59/) Suppose that V26 is con-
tinuous in an open neighborhood of x*, x* satisfies the equation (2.3) and V20(x*) is
positive definite. Then x* is a strict local minimizer of 0.

The optimality conditions suggest to find a local minimizer by finding a zero of
equation (2.3).

2.2 Solving the problem

Numerical methods for solving nonlinear least-squares problems are iterative, i.e. they
seek to find a sequence of iterates {x;} whose limit is a solution to (LS). By a local
convergence method we mean one that requires that the initial iterate x( is close to
a local minimizer z*. On the contrary, by a global convergence method we mean a
method with the property that for any initial iterate xzq, it converges to a solution or
fails to do so in one of a small number of ways. In this section, first we will review the
main features of locally convergent methods for (LS); second, we will concentrate on
trust-region methods.
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2.2.1 Local convergence methods

The Gauss-Newton method, the Full-Newton method and the Levenberg-Marquardt
method are locally convergent procedures that form the basis of many important and
successful methods for solving nonlinear least-squares problems (LS).

The basic idea of these methods is to use the Taylor’s Theorem A.1 (see Appendix)
to approximate the objective function 6 around zj; by a quadratic model of the form

1 1
mi(p) = 5”91%“2 +p IO + 5PTBM9, (2.4)
where By, is a symmetric approximation of the Hessian V26, and use the minimizer py,
of my, to modify zy, i.e.

Tyl = Tk + Dk, pr, = argmin my(p).
pelR"

If By is the Hessian matrix V26 in (2.2), the model (2.4) is called Full-Newton
model and the resulting method is called Full-Newton method. In fact, it is the Newton’s
method applied to the nonlinear system (2.3) and the step pj satisfies

(JE T + Sk) pr. = —JL Oy

Due to well-known local convergence properties of the Newton method [17, 59], this
procedure is quadratically convergent to a solution z* of (LS) as long as V26(z) is
Lipschitz continuous around z* and V26(z*) is positive definite, see e.g. [17, §10.3]. On
the other hand, a disadvantage of this method is that Sy is rarely available analytically
at reasonable cost and it is very expensive to approximate by finite differences.

An alternative approach is the so-called Gauss-Newton method that consists in letting
B, = JkTJk in (2.4). This way the quadratic model (2.4) has the following special
structure

1
mg™ (p) = 5| Jp + Ok, (2.5)

and it is named Gauss-Newton model. In fact, the Gauss-Newton model is a linearization
for the residual function. The step p;. satisfies

Jgjkpk = —Jg@k, (2.6)
and the Gauss-Newton iteration
Tht1 = Tg — (Jng)flJ]?@k, (2.7)

is well-defined if J; has full column rank. This is the case when m > n and Jj is full
rank. Observe that if m = n, trivially the step pi is the Newton step at x; for the
problem O(x) = 0.

If J,Ff J, is singular, equation (2.6) has an infinite number of solutions and therefore an
additional constraint must be imposed so that a unique step can be computed, [28]. One
can choose the solution of (2.6) with minimum Euclidean norm, i.e. the step (—J; ™ O)
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where J;,* denotes the pseudoinverse of .J;,, see Appendix A.4. Such a step will be called
the minimum norm step and the iteration takes the form

Tyl = Tk — J,:'@k. (2.8)

If problem (LS) states an underdetermined system of equations, the resulting method is
known as the normal flow method [70].

Regarding the local convergence properties of the Gauss-Newton approach, there
are many situations in which the term .J(z*)”.J(z*) is much more significant than the
term S(z*) in (2.2) and the Gauss-Newton method performs as well as the Full-Newton
method. This happens, for instance, when x* is a zero or small-residual solution. Let us
consider assumptions on © which are standard in the analysis of the Newton method.
Let assume that J(z*) is full column rank. Theorem A.3 states that the Gauss-Newton
method is g-quadratically convergent if S(z*) = 0, and that it is locally g-linearly
convergent if S(x*) is small relative to J(z*)TJ(z*). If S(x*) is too large, the Gauss-
Newton method may not converge. On the other side, in underdetermined problems
J(x*)T J(x*) is not full rank but Theorem A.4 establishes that the normal flow method
locally converges g-quadratically to zero-residual solutions. To sum up, provided a good
initial guess, the Gauss-Newton and the normal flow methods are especially suitable for
zero and small-residual problems.

Finally, the Levenberg-Marquardt method is a further alternative approach for solving
problem (LS). Given a positive parameter py, the quadratic model considered is the sum
of squares

1 1
mip™ (p) = 51Tk p + Okl” + S oI,

and it corresponds to (2.4) letting By, = Jng + pl,. The minimizer p; of mﬁM solves
the linear system
(Ji Tk + peln) pe = —J{ O (2.9)

Since puy is strictly positive, Jg Jp + prl, is a positive definite matrix and the system
(2.9) has a unique solution. Therefore, the Levenberg-Marquardt method is well-defined
even when Jj, is not full column rank.

The local convergence properties of the Levenberg-Marquardt method are similar to
those of the Gauss-Newton method if J(x*) is full column rank and py is updated by an
appropriate rule, see Theorem A.5. On the other hand, recently Levenberg-Marquardt
methods that enjoy strong convergence properties to zero-residual solutions z* with a
weaker condition than the full column rank assumption of J(x*) have been proposed
[14, 20, 48, 51, 52, 72, 73]. Such methods retain the fast local convergence properties
in case J(x*)TJ(z*) is singular, assuming that ||©(z)|| provides a local error bound for
problem (LS) near x* and the parameter py is chosen as ux = O(||O%), § € [1,2].
We will give details on such methods in Chapter 3 where we will develop a Levenberg-
Marquardt method with strong local convergence properties for bound-constrained least-
squares problems.

2.2.2 Trust-region methods

The locally convergent algorithms discussed in the previous section can and do fail
when the initial iterate is not near to a solution. Globalization techniques improve the
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likelihood of convergence from initial approximations that may not be near to a solution.
In this section we present the main features of a class of globalization algorithms known
as trust-region methods. An exhaustive description and analysis of trust-region methods
can be found in the book [12] by Conn, Gould and Toint.

The basic idea of a trust-region method is, at iteration k, defining around the current
iterate xj, a quadratic model for # and a region within which the model is trusted to
be an adequate representation of 6. The trial step is then computed, nearly exactly
or approximately, minimizing this quadratic model inside the trust-region. Throughout
the section, trust-region methods for problem (LS) will be discussed considering the
Gauss-Newton model m¢™ in (2.5).

At each iteration k, we let A > 0 be the radius of the ball centered at x;

{zr e R" : @ = +p, [Ipll < Ax}, (2.10)

in which the quadratic model m is trusted to accurately represent the objective
function € in (LS). The scalar Ay is called the trust-region radius and the set (2.10)
is called the trust-region. Then to obtain the trial step, we seek a solution py. of the
trust-region problem

GN
k

. 1
min {mf™ (p) = 5|k p+ Okl + [lpll < Ax}. (2.11)
A solution of (2.11) is fully characterized by the following theorem.

Theorem 2.4 ([56]) The problem (2.11) is solved by py. = p(A\) where
P(N) = =(JE e+ M) 7' V6y, (2.12)

for some X\ > 0, such that X (|[p(\)|| — Ag) = 0. In case Ji is not full column rank, p(0)
is defined by the limiting process

0) = li A = —J 0.
p(0) = lim p(}) O

Therefore, there are two possibilities: either A = 0 and ||p(0)|] < Ay, in which case
pir = —J; Oy, is the solution for which |[p;|| is least, or A > 0 and [[p(\)|| = Ag, and
then p(A) is the unique solution py,. to problem (2.11).

Having solved problem (2.11), one must decide whether to accept the trial step or
to change the trust-region radius. Usually, the trust-region radius and the new point
T + py are tested simultaneously and this test is centered on how well the quadratic
model approximates the objective function inside the trust-region. We measure this
using the ratio pg of the actual to the predicted reduction defined as

B 0(xg) — 0(zk + pir)
po(per) = m&N (0) — m&N (pg,)

(2.13)

Note that since the step py- is obtained by minimizing the model mkGN over a region

that includes the step p = 0, the predicted reduction (m{™ (0) — m$™ (p,)) will always
be nonnegative.
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In practice, if pg(py-) is close to 1, there is good agreement between the model mkGN
and the function 6 over this step, so x + py- is accepted as the new iterate and it is
safe to expand the trust region for the next iteration. If pg(py,.) is positive but not close
to 1, xp41 = x + py- but the trust region is not altered. If py(py-) is close to zero or
negative, the step ps. is rejected and the trust region is shrunk. Algorithm 2.1 describes
the process.

Algorithm 2.1 TRUST-REGION : k-TH ITERATION

Input: 0 < Ap, 0<m <m<land 0<y <1< 9.

1. Compute py,. by solving (2.11);

2. Evaluate pg(py-) from (2.13);

3. If pg(per) > m, then set xp 1 = T + pir;
Else set Ap = v1Ag; go to Step 1.

4. If pg(per) > m2, then set Apy1 = 1240y;
Else set Agi1 = Ay

Now we focus on Step 1 of Algorithm 2.1, i.e. on solving the trust-region problem (2.11).
Two different approaches may be considered. The former is based on the characteriza-
tion in Theorem 2.4 and attempts to find a mearly exact solution of the trust-region
problem; the latter seeks an approximate solution.

The method proposed by Moré and Sorensen in [57] follows the former approach.
Suppose Ji, is full column rank. If ||(JJ,)"'VOg|| < Ay, then the solution taken is
pir = (JFJ,) "1V 0y, otherwise py, = p(\) where p()) is given in (2.12) and the value
A > 0 is sought so that

(M = A (2.14)

Problem (2.14) is a one-dimensional root-finding problem in the variable A and can
be solved by an efficient implementation of the Newton’s method where the Cholesky
factorization of Jg Ji -+ A, is performed at each iteration.

On the other side, if Ji is not full column rank the special structure of problem (LS)
implies that the gradient V0j is orthogonal to the eigenspace S,.» associated to the
smallest eigenvalue A;, = 0 of JkTJk. In fact, letting Sn = {2z € R™ JkTsz =
0, z # 0}, then for all 2z € Sy, we have || Jgz||? = 2T JL Jyz = 0 and then

Volz=0]12=0.

This case is known as the hard case. In the hard case, the Moré and Sorensen pro-
cedure computes a step py- associated with A\ = 0 and such that |py.|| = Ag. From
a computational point of view, the algorithm finds an accurate approximation to the

vector
pir = —J; Op + 72, (2.15)
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where 2z € Spin and 7 is chosen so that || — J,F Oy 4+ 72, | = Ay, without the actual
computation of the components indicated in (2.15), [57, §3]. It is important to point
out that this approach steps to the boundary even if ||.J," O] < Ay, i.e. the minimum
norm solution of problem (2.11) is in the interior of the trust-region. Global convergence
properties for the resulting trust-region algorithm are proved in [57].

In this thesis we will use methods that solve the trust-region problem approximately.
For global convergence purpose, it is enough to find an approximate solution py,- that lies
within the trust-region and gives a sufficient reduction in the model mkGN . The sufficient
reduction can be quantified in term of the Cauchy point which is the minimizer of the
model mkGN along the steepest descent direction (—V#6j) within the trust-region, i.e.

p§ = argmin {m${N (p) : p= -7V, 7> 0, |]p|| < A} (2.16)

It is easy to see that the Cauchy point has a closed-form that is inexpensive to calculate
[59, §4.1].

The Cauchy point is of crucial importance in deciding if an approximate solution of
the trust-region subproblem is acceptable; specifically, a trust-region method is globally
convergent if, at each iteration, the step py- taken attains a reduction in the model mkGN
that is at least some fixed multiple of the decrease attained by the Cauchy step [59, The-
orem 4.5-4.7]. The idea of the following methods is to generate approximate solutions to
the trust-region problem (2.11) starting by computing the Cauchy point and then trying

to improve on it. This way, global convergence is guaranteed.

The so-called dogleg method belongs to a special class of algorithms that approximate
the solution of the trust region problem by minimizing mkGN along a piecewise linear
path called dogleg because of its shape. Let us consider the case where Jng is positive
definite. One may think of the dogleg path as a piecewise linear approximation to the

path with parametric representation
{ (T T + ML) 71 V6L Yaso. (2.17)

From Theorem 2.4, this is the path on which the exact solution of the trust-region
problem lies. The classical dogleg path replaces the curved trajectory (2.17) with a
path consisting of two line segments. The first line segment runs from the origin to the
unconstrained minimizer along the steepest descent direction (—V6y) given by

v V6P
=MV
L AN R

while the second line segment runs from pg to the unique unconstrained minimizer p]kv
of mkGN . Formally, we denote this trajectory by p(7), for 7 € [0, 2], where

B ™Y, T € [0,1],
p(r) = { (DY —pl). TelLa] (2.18)

The dogleg method chooses py- to minimize the model mkGN along this path, subject to
the trust-region bound. In fact, it is not even necessary to carry out a search, because it
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can be proved that ||p(7)|| is an increasing function of 7 and m$™ (p(7)) is a decreasing
function of 7, see [59, Lemma 4.1]. This implies that as long as ||pY|| > Ay, the dogleg
path (2.18) intersects the trust-region boundary at most once and this point is the
approximate py, sought. In practice, we have

o if |lpi|l < A,
Ap U . U
— Pk if |lpy || > Ag,
per =<4 IPYl

pV + (Y — pl), with 7 € [0,1) s.t.
Hpg + T(p{gv - pg)IIQ = Az otherwise,

and by the properties stated above, the value of the model at p;,. is guaranteed to be at
least as good as the value at the Cauchy point pf.

The dogleg strategy can be adapted to handle the case where JkTJk is positive semidef-
inite by choosing the minimum norm minimizer pév = — Ij O between the unconstrained
minimizers of mkGN .

Clearly, the main cost of the dogleg strategy is the computation of pév that involves
the solution of the system (2.6), i.e. the factorization of J;. When problem (LS) is large
and Jy is dense, this operation may be quite costly. In order to avoid the high overhead
of computing series of factorizations while approximating a solution of (2.11) along the
iterations, there have been proposed techniques based on iterative methods for solving
linear systems.

The Conjugate Gradient (CG) method is an iterative algorithm for solving linear
systems with symmetric positive definite coefficient matrices [7, 39] and it is the core
of most strategies for finding an approximate solution of (2.11) via iterative methods
[10, 32, 66, 68].

For the moment we assume that JkTJk is positive definite. The idea is applying the
CG method to the linear system (2.6), generating a sequence of approximations {pl(g )} 7>0
of the unconstrained minimizer p]kv of mkGN and then exploiting the special properties of
the CG iterations to handle the trust-region constraint.

Let p](€0)
over the j-th Krylov subspace

= 0. Each p,(g ) with j > 11is generated by the CG method minimizing mkGN

K = span ({(IT ) ITORH ) (2.19)

i.e. each pg ) solves the following subspace minimization problem

min {m{N(p) : p € K;}.

The subspaces {KC;} satisfy the expansion property K; C IC;j 41 for j > 1 and this implies
that CG computes the exact solution of the system (2.6) in at most [ iterations, where
I < n is the number of distinct eigenvalues of JIJ, [38]. The CG method remains
valid when Jg Jy, is positive semidefinite and in this event the algorithm terminates
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computing the minimum norm step (—J,;r ©Of) in at most [ iterations, where [ is the
number of distinct nonzero singular values of Jy, [7, 38].

A crucial property of the sequence {p,(gj )} is that the norm of the iterates is monoton-
ically increasing, i.e. Hp,(g)H < Hp,(gﬂ)H for all j > 0. This allows to extend CG to cope
with the trust-region constraint. In fact, it is acceptable to stop iterating as soon as the
trust-region boundary is encountered because no further iterates giving a lower value of
mkGN will be inside the trust-region. Summarizing, either CG finds the unconstrained

minimizer of mkGN in the interior of the trust-region or exits the trust-region, i.e. finds

I~V < Ax < 1P (2.20)

for some j > 1. In the last case, a solution of the problem (2.11) must lie on the boundary
and different techniques have been proposed to approximate it. The Truncated Conjugate
Gradient method proposed independently by Steihaug [66] and Toint [68], computes the
so-called Steihaug-Toint point pr that is

pST =pUD 4 () — pli=Y) + € (0,1] such that [pf7| = Ag. (2.21)

The Steihaug-Toint point has the favorable property that the optimal decrease of
m$™ at the exact solution of the trust-region problem (2.11), i.e. (m&™N(0)—m$ (pyr)),
is no more than twice that achieved at pr [12, Theorem 7.5.9]. On the other hand, the
computation of the Steihaug-Toint point does not allow the accuracy of the constrained
solution to be specified.

Regarding the global convergence of the trust-region method based on CG, it is
important to remark that since pl(€0) = 0, the step pg) coincides with the Cauchy point
pf in (2.16). This implies that the value of the model at each subsequent iterate will be
lower than the value attained at the Cauchy point which ensures global convergence.

The algorithm described can be applied substituting CG method with CGLS method
[39] or LSQR method [60, 61]. In fact, the methods CGLS and LSQR are mathematically
equivalent to CG applied to the system (2.6) and generate exactly the same sequence of
iterates. As a consequence, all the properties of CG iterates are retained. Nevertheless
their implementations improve the numerical performance of CG if the system (2.6)
is ill-conditioned. In particular, CGLS method is a slight modification of CG method
derived by algebraic rearrangements that prevent the computation of the matrix JkTJk
and allow the only use of matrix-vector products of the form Jiv and J,?v. The LSQR
procedure is based on the iterative bi-diagonalization algorithm due to Golub and Kahan
[30] applied to Ji for generating an orthonormal basis for the Krylov subspace (2.19); in
[60] it is shown that the numerical properties of LSQR are better than those of CGLS
and more accurately reflect the conditioning of the problem.

Methods that allow a solution on the trust-region boundary to be calculated to any
prescribed accuracy have been proposed in [10, 32]. The approach presented in these
papers consists in finding an iterate for which (2.20) occurs and then solving a sequence
of equality constrained subspace problems of the form

until a prescribe accuracy is reached. The iterative methods used are the CG method
in [32] and the LSQR method in [10].
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2.3 The bound-constrained problem

Consider the bound-constrained least-squares problem

. 1 2
min 0(x) = 1 0(2)|, (BCLS)
where 6 : R" — R, © : R"” — IR™ and  is the n-dimensional box Q@ = {z ¢ R" | | <
z<u},le (RU—-00)",ue (RU)", I <u.

The necessary conditions for optimality admit the possibility that the minimizer lies
on the boundary of 2; the first-order and second-order necessary conditions are expressed
by the following theorems.

Theorem 2.5 (First-Order Necessary Conditions) (/49]) Let 0 be continuously dif-
ferentiable on Q. If * is a solution to problem (BCLS), then x* is such that

V()T (z — %) >0, for all x € Q. (2.22)

A point x* satisfying (2.22) is called a stationary point for problem (BCLS).

Given z* € Q, let F* denote the set of indices corresponding to free components of
o, F* = {i:l; <z} <} and (V20(2*))x- denote the submatrix of V20(x*) with
indices in F*.

Theorem 2.6 (Second-Order Necessary Conditions) (/49/) If x* is a solution to
problem (BCLS) and 0 is twice continuously differentiable in an open neighbourhood of
x*, then (V20(z*)) £« is positive semidefinite.

The concept of nondegenerate stationary point is used in the formulation of the
sufficient conditions for (BCLS).

Definition 2.3.1 (/49]) A point x* € Q is a nondegenerate stationary point for problem
(BCLS) if x* is stationary and

(VO(x*)); #0, if i =1; or =] = u;,
fori=1,...,n.

For a nondegenerate stationary point the sufficient conditions are very similar to the
unconstrained case.

Theorem 2.7 (Second-Order Sufficient Conditions) (/49/) Let x* € Q be a non-
degenerate stationary point for problem (BCLS). Let 0 be twice continuously differen-

tiable in an open neighbourhood of x* and assume that the matriz (VO(x*))r« is positive
definite. Then x* is a solution to problem (BCLS).

Let © be a continuously differentiable mapping. The first-order necessary conditions
(2.22) for z* to be a local minimizer can be formulated componentwise as

=0 if L<ar< Ui,
(VO(xz")); ¢ <0 if zf =, (2.23)
>0 if z7 =1,
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for i =1, ..., n. Coleman and Li [11] noted that introducing a proper scaling matrix,
(2.23) can be stated as a system of nonlinear equations which parallels the system (2.3)
of the unconstrained case. Let D be the diagonal scaling matrix

D(x) = diag(|vi ()], ..., |vn(2)]), (2.24)
and
x; —u; if (V@(Z’))Z <0, u; < oo,
vi(x)=q z;—1l; if (VO(z)); >0, l; > —o0, (2.25)
1 it (VO(x)); >0,1l; =—00 or (VO(x)); <0, u; = o0,
for i = 1,...,n. Then conditions (2.23) are equivalent to the system of nonlinear
equations
D(x)VO(z) =0, (2.26)

for x € Q. By (2.1), equation (2.26) can be written as D(z).J(x)T0(z) = 0.
The scaling matrix D has further nice properties. In particular, the scaled steepest
descent direction of 6 at x; defined as

dy = —DpVy, (2.27)

is well-angled with respect to the bounds. In fact, for the components (xy); which
are approaching the correct bounds, d; becomes increasingly tangential to the bounds;
hence, the bounds will not prevent a large stepsize along di. On the other hand, for
the components (xy); which are approaching the incorrect bounds, dj, points away from
these bounds in relatively large angles [8].

In recent years, a number of methods have exploited the fact the first-order necessary
conditions of (BCLS) can be written as (2.26). Such methods generate feasible iterates
and are named affine scaling methods. The methods proposed in [25, 47, 73] and intro-
duced in Section 1.2.1 belong to this class along with the methods in [1, 2, 3, 4, 43, 46]
for square problems.






Chapter 3

The affine scaling trust-region
methods

Bound-constrained least-squares problems can be a unifying formulation for the problems
addressed in this thesis. In this chapter we discuss two ways to transform the feasibility
problem (FP) into the problem

. 1 2
min 6(z) = 5[©()]% (BCLS)
where 0 : R" — R, © : R" — IR™ is a given continuously differentiable mapping and
) is the n-dimensional box @ ={r ¢ R" | [ <z <u},l € (IRU—-00)", u € (RUo0)",
I < u. Then, we present two new trust-region methods for solving problem (BCLS)
which belong to the class of affine scaling methods. The quadratic models used in the
trust-region strategy are a Gauss-Newton model and a regularized Gauss-Newton model.
A linear algebra phase arises at each iteration of the methods; in this chapter we restrict
to the case where matrix factorizations are used.

In Section 3.1 we discuss formulations of nonlinear feasibility problems as problem
(BCLS) where the function O is continuously differentiable. In Section 3.2 we explore two
approaches for bound-constrained least-squares problems which require differentiability
of the residual function ©. In Section 3.3 we show that the methods are globally and po-
tentially gq-quadratically convergent. A comparison between the numerical performance
of the methods is presented in Section 3.4.

3.1 Nonlinear feasibility problems

Consider the problem
Cr(v) =0,
Cr(v) <0, (FP)
v S U < Uy,

where the vector functions Cr : R? — IR™F and C; : R? — IR are continuously
differentiable, v; € (RU—00)?, v, € (RUo0)P and v; < v,. Now we discuss formulations
of this problem which are alternative to those described in Section 1.2.2 and let m =
mg +myj.

21
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We convert the general inequalities, C7(v) < 0, into equalities and transform the
problem (FP) into problem (BCLS) where © is continuously differentiable. A possible
transformation is to add a slack variable s € IR™! whose non-positivity is imposed by
means of simple bounds. The problem then becomes the least-squares problem (BCLS)

where
(1) 00 (L0 ) 1= (e )o-(3) o

Here, © : RP™™ — TR™, the column vectors —Inf and 0 are in IR” and such that
(—Inf); = —00, (0); =0fori=1,...,my.
Another transformation is to use the function

1) = 5 max{t, 0)%

which is continuously differentiable. Then, the problem takes the form (BCLS) where

=0 T) = Cr(z) =, U=
e=v 0= ( (G, ) 1= e 2

Note that © : RP — IR"™ and [C(z)]+ denotes the vector of infeasibilities at .

The above formulations are such that any zero-residual solution to problem (BCLS)
gives a solution to problem (FP). It is also important to note that by (2.1) any zero-
residual solution to (BCLS) is a degenerate stationary point.

In both transformations, the number of components of the vector function © is m
while the number of variables differs. The transformation (3.1) adds m; extra variables
and the problem (BCLS) is underdetermined if the system of equalities is underde-
termined. On the contrary, the transformation (3.2) leaves the number of unknowns
unchanged and © inherits the dimensions of the system of equalities and general in-
equalities.

For the functions © in (3.1) and (3.2), the Jacobian matrix J of © is given by

J(x) = ( _Cgffg) IZI ) (3.3)
and
_ Cp(x)
Je) = ( max{Cy (x), 0} O (x) ) ’ (34)

respectively, where C; and C} denote the Jacobian matrices of Cg and C7, 0 denotes
the null matrix in R™#*™ in (3.3) and the null vector in R™ in (3.4). Letting z* be a
solution to (FP), the matrix J(z*) given in (3.4) has full rank if the system of equalities
Cg(z) = 0 is square or overdetermined and C;(z*) has full rank. Otherwise, J(z*) does
not have full rank and the rate of convergence of a minimization method for smooth
problems may be inhibited.
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3.2 The methods and the algorithmic options

We present trust-region methods for solving the bound-constrained least-squares problem
(BCLS). The sequence {xj} generated by the methods consists of feasible points, i.e.
i € Q, k > 0. Without loss of generality we assume that for all k, xj, is not a stationary
point for the least-squares problem (BCLS).

At the k-th iteration, we define a quadratic model my, for 6 as

1 1
mi(p) = 5152 + Ol* + 5 pelpll”, (3.5)

where py, is a nonnegative scalar. Then, given the trust-region radius Ay > 0, we consider
the trust-region problem

min {mi(p) © o]l < Au}. (3.6)

We allow for two options in the choice of the parameter u in (3.5). The first option
is to let uxr = 0 so that the Gauss-Newton model is used. The second option is to
choose a strictly positive scalar py which depends on the value [|©]|; this way, my can
be interpreted as a regularized Gauss-Newton model.

In order to give the precise characterization of a solution to (3.6), we first note
that the Gauss-Newton model is convex and that the global unconstrained minimizer
is unique if Ji is full column rank. On the other hand, the regularized Gauss-Newton
model is strictly convex and admits a unique unconstrained minimizer. Let pév denote
the minimum norm minimizer of my. If up = 0, the step p{cv has the form

pY = —J. " Oy (3.7)
Otherwise p]kv solves the linear system
(Je" T + o) oy = =" O (3.8)

Trivially, the model my in (3.5) can be written as

= 3| ) ()

Then, taking into account the trust-region constraint, by Theorem 2.4 we know that any
solution py, to the trust-region problem (3.6) satisfies the equation

2
(3.9)

(T LTy, + (e + N 1) per = — i1 O, (3.10)
where A > 0 and A(||pr|| — Ax) = 0. Then we have the following cases.

() If 7T, + (i + NI, is positive definite, then py,. is unique; clearly this is the case
whenever p > 0 or Jg Jy. is nonsingular.

(ii) The vector pl solves (3.10) with A = 0. Hence there are two possibilities: either pi’
is inside the trust-region, i.e. pg. = pév , or there are no unconstrained minimizers
of my, inside the trust-region.
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i) If pg, = 0, JpTJ; is rank deficient and p¥ given in (3.7) is inside the trust-region,
H k
then p;. = p¥ is the solution to (3.6) for which ||ps|| is least.

Correspondingly to problem (3.6), we consider a generalized Cauchy step pkc which
is typical of affine scaling trust-region methods. Such step is defined along the scaled
steepest descent direction dj given in (2.27) and minimizes my, within the feasible trust-
region, i.e.

p¢ = argmin {my(p) : p € span(dy), |pl| < Ak, 2 +p € Q. (3.11)

Now we outline the general form of the method which will be denoted as TREBO
method (Trust-REgion method for BOund-constrained least-squares problems). It is
the paradigm for our procedure and two different implementations are allowed. They
correspond to the following possible choices of the sequence {p}. Fixed p > 0 and a
small positive scalar fi, we let

min{/i, i} [|©o]? if k=0,
= . . 3.12
i { min{ue1, plOKlZ}  if k> 0. (3.12)

Choosing 1 = 0 we get up = 0 for all £; on the other hand if ¢ > 0 then py > 0 for all &
such that ||©| # 0.

The assignment (3.12) is in accordance to the proposal in [48]. The implementation
with p = 0 is based on the Gauss-Newton model and will be denoted as TREBO-GN. The
other implementation is obtained setting p > 0 and gives rise to a Levenberg-Marquardt
method; therefore it will be denoted TREBO-LM method. We remark that the parameter
fin (3.12) has effect only on the Levenberg-Marquardt procedure; it is assumed small
enough so that the model mj does not drift too far from the Gauss-Newton model when
|©k|| is large.

Algorithm 3.1 describes the k-th iteration of the TREBO framework. We now analyze
it in detail specifying the tasks that are not shared by the two implementations and
discussing the most relevant algorithmic options.

The input parameters Ayin, 51, B2, fi, i1, 0 are independent of k. The initial trust-
region radius Ay, satisfies A > A,nin. The parameter uy which characterizes the model
my, used is evaluated in Step 1. Then, in Step 2 we find the minimum norm minimizer p{cv
of my. For the TREBO-GN method the step pév in (3.7) can be computed in a numerically
reliable way from either the complete orthogonal factorization of Ji or the singular value
decomposition of Ji, [28, §6.6.4, §6.6.5]. In the TREBO-LM method the step pév solves the
linear system (3.8) with positive definite matrix and there are two ways to compute it.
The simplest way to obtain pév is to use the Cholesky decomposition on the system (3.8).
Alternatively, p{cv can be computed applying the QR decomposition to the least-squares
problem min,, my(p) with my(p) stated as (3.9). A possible disadvantage of the first
approach is that the condition number of Jg Ji. + A1, is the square of that of the matrix
in (3.9).

Taking into account (2.27) and (3.11), Step 3 is performed letting

if  xp+ érdy € Q,
otherwise,

c
k
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where

L 1D 0l? A
= A\ = A>0 Ad QY. (3.14
" mm{HJkdkuuukudkuﬁ’ [l » M = remaxiA> 0o+ Ady € Q) (3.14)

It is easy to verify that A\; has the form

Li—(xp)i wi—(xk)i : .
A = min A; where A; = max { (de)i * (dr)s } if (dx)i # 0, (3.15)
1<i<n o0 if (dk‘)l =0.

Algorithm 3.1 TREBO: k-TH ITERATION

Input: z; € Q, A > Apin > 0, u >0, i, B1, B2, 6 € (0,1).
1. Define py according to (3.12).
2. Compute the minimum norm solution pkN to the problem minpe]Rn mg(p).
3. Compute the generalized Cauchy step pkc based on (3.11).
4. I Ipil || < Ag set pr = s
Else find the dogleg step py, for (3.6).
5. Let py = Po(xk + por) — T

6. If
_ my(0) — my(Per)
pc(ptr) = > b, (316)
ma(0) — ma (o)
Set px = Pr;
Else find pr = tp{ + (1 — )Py, t € (0, 1], such that (3.16) holds.
7. If

0(zy) — 0(xx + p)
m(0) — my(pr)

Set w41 = Tk + Pk, choose Agi1 > Apin;
Else reduce Ay, A = A, and go to Step 3.

po(pk) = > (o, (3.17)

In Step 4, the trust-region problem (3.6) is solved. We set py,. = p]kv if p{cv is inside the
trust-region; otherwise, we find an approximate solution py to (3.6) on the boundary
of the trust-region by the dogleg strategy, see Section 2.2.2. To generate a new feasible
iterate, in Step 5 we use the projection map Po(z) = max {l, min{z,u}}. Specifically,
we project xp + ps onto the box € and let py. be a possibly modified step such that
T, + Py is feasible.

Steps 6-7 attempt to find a feasible iterate x;,1 =  + pr which provides a sufficient
decrease in the value of 6 with respect to ;. In Step 6 we impose a sufficient decrease of
my, in comparison to the generalized Cauchy step pg; this is crucial to make the method
globally convergent [1, 11]. We let px, = py, if Py, satisfies (3.16), otherwise, we look for a
step of the form p; = tpk,c + (1 = t)py-, t € (0, 1], satisfying the required condition. This
task can be accomplished easily in two different ways. The first possibility is to simply
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set t = 1, i.e. pp = p{ [11]. The second one is to find the scalar ¢ € (0,1) such that
pe(pr) = B1; this is equivalent to find the smallest positive root of the scalar quadratic
equation in ¢ of the form p.(tp§ + (1 — t)py-) — B = 0, [2].

In Step 7, we measure the quality of the quadratic model my as an approximation to
0 around . If the sufficient improvement condition (3.17) is satisfied, the new iterate
is o411 = xp + pr and Ay is fixed so that Ag1 > Aguin; otherwise, py is rejected and
the trust-region size Ay is reduced. We point out that in each iteration of the method
the initial radius is greater than or equal to A,,;, while on termination of the iteration
the trust-region radius may be smaller than A,,;,.

We conclude this section making some further comments. In both the TREBO-GN
and TREBO-LM methods the use of the step pkN is motivated by the fast convergence
attainable ultimately. This property will be shown in the next Section 3.3.

The use of the minimum norm step (3.7) in the TREBO-GN method is common to the
methods given in [16, 25, 70]. The reason for using the dogleg strategy in the solution of
(3.6) instead of the Moré and Sorensen algorithm [57], depends on the occurrence of the
so-called “hard case”. If Jng is positive semidefinite, the Moré and Sorensen strategy
steps to the boundary of the trust-region even when the unconstrained minimizer pév of
my, is safely inside and loses the opportunity of taking such step, see Section 2.2.2.

In the unconstrained setting, many versions of the Levenberg-Marquardt method
have been proposed using various strategies for choosing the regularization parameter fi.
In particular, the implementation of the Levenberg-Marquardt method as a trust-region
algorithm is due to Moré [56]. Therefore, the combination of the Levenberg-Marquardt
model and the trust-region strategy proposed here may be viewed as a double regulariza-
tion. We point out that our choice (3.12) of the Levenberg-Marquardt parameter is not
implemented as in a trust-region strategy. Global convergence of the TREBO-LM algo-
rithm depends on the trust-region strategy while the aim of the parameter iy, is to replace
the Gauss-Newton model by a nearby strictly convex model and to achieve strong local
convergence properties. In particular, quadratic convergence to a zero-residual solution
can be achieved also in the case where J7'J is singular at such point.

To complete the discussion on the Levenberg-Marquardt algorithm, we note from
(3.12) that pp may become very small near to a zero-residual solution to (BCLS). The
danger of this occurrence is that the matrix in (3.8) may become numerically singu-
lar. To cope with this situation, safeguards are needed in practical implementations
to prevent gy from becoming too small. Finally, Fan and Yuan [20] noted some pos-
sible defects of the choice (3.12) and suggested the use of up = O(||©||) while still
preserving local quadratic convergence properties; however, the numerical behaviour of
Levenberg-Marquardt methods for the different choices of {p } has not been investigated
thoroughly and may deserve further analysis.

3.3 Convergence analysis
In this section we establish global and local convergence properties of the methods pre-

sented. The analysis in Section 3.3.1 and Section 3.3.2 is carried out considering the
general form of the TREBO method, whereas for the local convergence analysis in Sec-



3.3. CONVERGENCE ANALYSIS 27

tions 3.3.3, 3.3.4 and 3.3.5 it will be necessary to distinguish between the TREBO-LM
method and the TREBO-GN method.

Throughout the section we let {z} be the sequence generated by any implementation
of the TREBO method and, without loss of generality, we assume that for all k, xj, is not
a stationary point for the least-squares problem (BCLS), i.e.

[ Dk VO # 0. (3.18)
Moreover we make the following basic assumptions on the function © in (BCLS).

Assumption 1 There exists an open, bounded and convex set L containing the whole
sequence {x} such that L D {x € R" : F oy s.t. ||z — x| <}, for some r >0, and
the Jacobian matriz J is Lipschitz continuous in L with Lipschitz constant 2vp, i.e. for
all x,z € L

[J(z) = J(2)|| < 2ypllz — 2| (3.19)

Assumption 2 ||©'|| is bounded above on L and x1, = sup,cy, ||J(x)]].

It is easy to see that if © has the form (3.1) then these assumptions are equivalent to
suppose that C,(z), C7(x) are bounded in norm for = € L and that C;(x) and C}(x) are
Lipschitz continuous at every point of the set L. If © has the form (3.2) it can be shown
following the lines of [16, Lemma 4.1] that the Assumptions 1 and 2 are equivalent to
suppose that Cy(x), C(z), C7(z) are bounded in norm for z € L and that C;(z) and
C’(z) are Lipschitz continuous at every point of the set L.

Trivially, Assumption 1 implies that the sequence {xy} is bounded. Moreover the
following lemma can be easily proved.

Lemma 3.1 Let Assumptions 1 and 2 hold. Then for all x,z € L

1©(2) = ©(2)|| < xrllz — =, (3.20)
16(x) = ©(2) = J(2)(z — 2)|| < bl — 2| (3.21)

Proof. Since © is continuously differentiable, by the Mean Value Theorem A.2 and
Assumption 2 we have

1
16(z) —0(x)] < /0 [T (z +t(z = 2)) [z = z[|dt < x|z - z]|.
To prove (3.21), we use the Mean Value Theorem A.2 and (3.19) as follows

10(x) - 8(2) — J(2)(x — 2)]| = \ / et — )~ JE) & 2) dtH

IN

1
/0 17(z + t(x = 2)) = J(2)| [z — =] dt
1

IN

/ Hpllz — 2|2 tdt = ypllz — 2|
0

The properties below follow from the contractivity of the projection map Pgq.
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Lemma 3.2 Let x € Q, let p be a vector of R" and let p = Po(x + p) — x. Then we
have

2], (3.22)
le+p—2|, z€Q. (3.23)

121

<
le+p—=2] <

Proof. The projection map Pq(x) satisfies the contractivity property [6]:
|Po(z) — Pa(2)|| < ||z —2||, forallzeR", z€Q.
This implies (3.22) since ||p|| = ||Pa(z + p) — z||. Moreover, for all z € Q2

le+p—z2| = o+ Pa(z+p) —z—2| <lz+p—=

3.3.1 Termination of the iteration

An important result in any trust-region analysis is that condition (3.17) holds if the
trust-region radius is small enough. This implies that the k-th iteration of the TREBO
method terminates and the method is well-defined.
In order to prove this result we turn our attention to the actual reduction ared(py)
in 0 at x + pg
ared(pg) = 0(xy) — 0(zk + pr),

and to the predicted reduction pred(py), i.e. the decrease in the quadratic model my, at

Pk
pred(px) = my(0) — mk(pk).

Lemma 3.3 Let Assumption 1 hold. If py satisfies my(pg) < my(0) then

1 1
aredp) = pred(py) ~ s+ 0ll€4l + bl ) Il 329

Proof. From the Mean Value Theorem A.2 it follows that
12k + p)lI* = 1Ok + Japr + w(zk, i) %,

where .
w(npr) = / (s + tpr) — () pi dt.
0

Thus, we have

1
(o) = Oz +p6)l = 5 |10k + Jepl” + llprl® = 1©(@x + pi) |1 |

IN

1
§MkHPkH2 + |0k + Jrprllllw(zr, pr)||

1
+§”w(9€k7pk)H2- (3.25)
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From the Lipschitz continuity of Ji, we obtain

lw(aw, pr)ll < yollpxl®

and by using my(pr) < my(0) we get ||Of + Jrpk|| < ||Ok||. Then the inequality (3.25)
becomes

1 1
(o) = 0o+ )| < (e + 0l04l + 53l ) Il (3:20)

Since my(0) = 0(xy), we have

ared(py) = 0(zx) — mi(px) +mi(pr) — 0(zxk + pr)
> pred(pr) — [mr(pe) — 0(zk + i)l

and this along with (3.26) gives the thesis. O

Next lemma shows that the progress pred(py) that can be made at iteration k on the

model my, is at least proportional to HD;/ V0. This quantity is an indication of the
amount by which zj, violates (2.26).

Lemma 3.4 If py, satisfies (3.16) then

A DY?ve DY?ve
pred(pr) = —HDl/QV@kal { 11;2 —y HTk : 12 ’Huég i :
1D N 1Dy (i Jr + prdn) Dy 7| klloo
(3.27)

Proof. First, we note that (3.18) implies that \|D,1/2V9k\| # 0 and ||VO||x # 0. By
(3.16) we have pred(py) > B1pred(p{). Hence, to prove (3.27) we determine a lower
bound for pred(pf).

Note that from (3.13), p{ is given by

c _ Crdp if  xp + épdy € Q,
Pk = Y otherwise,

where dj, ¢, and A are given in (2.27), (3.14) and (3.15) respectively. If pg = ¢pdy, and
| Dy V62

& = , then
T kil + el de]?
1|0V
d6S) = el DY2VOL2 = 22(IJedill? + el 5 :
pred(py,) k|| Dy "V O Ck(” ki |+ puilldi|?) = 2 || Jidi || + |||
_ ! 1D Vo
2(DYPV0)T (DY (L Iy + L) D) (DY2V6,)

1 HDerkHQ
2DV (JT T + ) DY

Y

(3.28)
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On the other hand, if p{ = é,d; and & = Ay/||dy|, then & < 1DVl d
n the other hand, if p{’ = éxd) and ¢, = , then ¢ < an
bR oo 2 ]2+ e |2
we obtain
. 1,
pred(f) = (1D VOl = Jeu(| il + uelldi )
1/2
1. 412 o 1 1D/ Vo
> —¢.||lD 0 > A ——. 3.29
2 5l DY VO 2 SAk 107 (3.29)
Now, let us consider the case pg = Apdy, where )\ is defined in (3.15). Since by con-
fruction A < & < 1Dy * V1 d that by [11, L 3.1] Ax > 1/[V6s|
struction ¢ an a , Lemma, 3. > 00
¢ k] + el P ' ‘ ‘
we get
1
pred(®f) = Ml Dy* V0| = XL kdill® + prlld]*)
1/2 )
1 1/2 2 1 ||Dk VH;CH
> N D VO > . 3.30
Thus pred(px) > Bipred(ps), (3.28), (3.29) and (3.30) yield the thesis. O

We next show that each iteration k& of the TREBO method is well-defined.

Lemma 3.5 Let Assumption 1 hold. Then condition (3.17) is satisfied in a finite num-
ber of trials.

Proof. First we need to bound ||px||, where py is formed in Step 6 of Algorithm 3.1. By
Iperll < Ak, (3.22) yields ||pe|| < Ak and from the definition of the Cauchy point we
have HkaH < Apg. By construction py satisfies (3.16) and since either py = py. or py is a
convex combination of pkc and py-, we conclude

1Pkl < A (3.31)

From assumption (3.18) it follows HD;/QV«%H # 0 and || VOg||c # 0. Hence, letting

DY2vp DY2yg
AkgnD;ﬂumm{ 1Dy "Vl 1DVl |

1D (I T + L) D) VOl
(3.27) implies A, < Cj pred(py), with C = 2||D/i/2||/(ﬁ1‘|D;1/2V9kH) and from (3.31)

we get )
[Pkl < Cr pred(py). (3.32)

Then, (3.24), (3.31) and (3.32) yield

1 1
aredtp) > predtpn) — (Jue-+0 100 A+ 3h A2 I,
9k (Ag) pred(p), (3.33)

Vv
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where

~ 1 1
gk(Ar) =1 - C <§,UkAk + 90 Okl Ak + 5%% A%) : (3.34)

By gx(0) =1, B2 € (0,1), and the continuity of the function g, there exists a A, >0
such that gi(Ag) > P2 when Ap < Ag. Then, if

1/2 1/2 1/2 1/2
A, < min { A, DD I ewl DI IDy J,?@ku}

DY IT T+ L) DY V0|0

condition (3.17) is met. O

3.3.2 Global convergence

Under Assumptions 1 and 2, the TREBO-GN and TREBO-LM methods are globally con-
vergent. The convergence analysis is provided in the following theorem where we prove
that independently of the choice of the initial guess xg, the limit points of the sequence
{z}} generated by the TREBO method are stationary points for the problem (BCLS).

Theorem 3.1 Let Assumptions 1 and 2 hold and {x} be the sequence generated by the
TREBO method. Then every limit point of the sequence {x} is a first-order stationary
point for the problem (BCLS), i.e.

lim [[DV6,]| = 0.

Proof. Since {z}} is bounded, there exists a constant xp > 0 such that HD;J/ 2H < xp for
all k. Hence it suffices to prove that limj_, HDI}JDVHICH = 0 to obtain the thesis. From
Assumptions 1, the gradient V6@(z) is Lipschitz continuous in L [59, p. 295]. Moreover
by Assumption 2 there exists a positive scalar x4 such that [|VO|loc < x4. Further by
construction pg < uo for all k. First, we will prove that

liminf | D}/* V|| = 0. (3.35)
k—o0
We will proceed by contradiction. Assume that there exists e > 0 such that
liminf \|D,ﬁ/2V9kH > €.
k—o0

This implies that there exists k such that ||D;/2V9k|| > ¢ whenever k > k. Assume
k > k. The sequence {6y} is monotone decreasing and bounded from below. Then, it
is convergent and limy (0 — 0x+1) = 0. By construction, at each iteration (3.17) is
satisfied, i.e.

Or — Opr1 > Papred(py).
Then, by (3.27)

A
b= Ousr = P2 emin {26 r o (3.36)
2 XD XD(XL+NO) Xg



32 CHAPTER 3. THE AFFINE SCALING TRUST-REGION METHODS

with y given in Assumption 2 and limg . (0r — k1) = 0 implies limy_ oo Ap =
Then, there exists k > k such that Ay < ypmin{e/(x%(x2 + o)), €/X4} when &k >
Assume k > k.
Using (3.33) and (3.34) and taking into account that Cj < 2xp/(fi€), we get the
following inequality
ared(pr) > g(Ay)pred(p),
where

2 1 1
g(Ag) =1~ % <§M0Ak +79p [1©0]| Ak + 5%% A%) :

Since g(0) = 1, g is continuous and fz € (0,1), there exists a A > 0, independent from
k, such that g(Ag) > 2 when Ap < A. Consequently, ared(py) > (apred(py) holds for

A < min {A, 26 , XD } .
Xp(X7 + Ho) " Xg

Thus, letting Ay, be the initial value of A, in Algorithm 3.1, at termination of the k-th
iteration, we have either Ay = Ay > Ay or

A > min {5&, 26 , EXD} .
Xp(X7 + Ho)  Xg

Thus, Ay is bounded away from zero. This is a contradiction and we must have
liminfy, o | DL/ * V6| = 0.

Finally we prove that limg_, HDi/ QVGkH = 0. Now we assume that there exists a
sequence {m;} such that ||D71,{Z.2V9mi\| > ¢; for some ¢; € (0,1). By using (3.35), we
can state that for any es € (0,€;) there exists a subsequence of {m;}, without loss of
generality we assume it is the full sequence, and a sequence {l;} such that

ID*VOk]| > 2, mi<k<l  |D/?V0,] < e (3.37)

Then (3.36) yields

1 ) Ag €2 €
Or — Ogq41 > 51 B2 e2min {—,7,— ;o omy < k<l
2 xp X502 + 1o)” Xg ' '

and since from (3.31) we have ||zgy1 — zx|| < Ag, we can conclude that

lzkr1 — k| €2 €2
L) 2 s
XD Xp(XT + 1) Xg

1
0, — 6k+1 > §ﬁ1 ﬁg €9 min { } , omy < k<l (3.38)

Since limg_, o (0 — O+1) = 0, from (3.38) we have
Hk — 9k+1 > 63||$k+1 - ka, m; < k< ll', (3.39)
for ¢ sufficiently large and e3 = % (1 B2 €2/xp- Thus, using the triangle inequality we get

Om; — O, > €sl|lzm, — og,ll, mi < ki <1, (3.40)
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and we can conclude that |z,,, — | tends to zero. Moreover, from the Lipschitz
continuity of V6 and the fact that ||z,,, — zy, | tends to zero, it follows

VO, — VO, || < e, (3.41)

for ¢ sufficiently large.

Without loss of generality, assume that the full sequence {z;, } converges to a point,
say z*. From (3.40) we have that {z,, } converges to x*.

If (VO(z*)); # 0 for some j € {1,...,n}, then (2.25) implies |(vy,); — (v;,);] <
|(m,;); — (x1,);] for i sufficiently large. Consequently lim; o H(DTI,{Z2 - Dlli 2) = 0 and
therefore

I(DY? = D/*)Vo,|| < e, (3.42)
for i sufficiently large. Finally, from ||D717{i2V9mi\| > €, (3.37), (3.41), (3.42) and

DRV O]l < DML V00, — V6, || +
(D — D/*)V6,|| + |1 D./* V8|,

we get
e1 < (xp +2) e2,

i.e. a contradiction since €3 € (0, €;) can be arbitrarily small. O

Since a limit point z* may be such that ||©(z*)|| > 0, we list the cases where the
limit points are zero-residual solutions to problem (BCLS).

Theorem 3.2 Let Assumptions 1 and 2 hold and {xy} be the sequence generated by the
TREBO method.

i. If x* is a limit point of {xi} and ||©(z*)|| = 0, then all the limit points of {xx} are
zero-residual solutions to problem (BCLS).

ii. If the problem is either square or underdetermined and x* is a limit point of {xy}
such that x* € int(Q) and J(z*) has full rank, then x* is such that ||©(z*)| = 0.

Proof. i. The sequence {6} is monotone decreasing and bounded from below; hence it

converges. Since [|©(z*)|| = 0, then limg_,~, 0 = 0.
ii. From Theorem 3.1, z* satisfies ||D(z*)VO(z*)|| = 0. Since x* € int(Q2) it follows
J(x*)TO(z*) = 0. Then, rank(J(z*)) = m yields ||©(x*)| = 0. O

3.3.3 Assumptions for local convergence

Under further assumptions, we are able to carry out the local convergence analysis. We

let S be the set of zero-residual solutions to problem (BCLS), d(z,S) denote the distance

from the point z to the set S and [z]s € S be such that ||z — [z]s]| = d(z,S), i.e.
S={ye:[e)l =0} (3.43)

d(z,8) = inf{||lz — y|,y € S}, [z]s = argngin lz —yl|. (3.44)
ye

We make the following assumptions.
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Assumption 3 The zero-residual solution set S of problem (BCLS) is nonempty. The
sequence {1} generated by the TREBO method has a limit point z* € S.

It is important to remark that due to Assumption 3 and Theorem 3.2 we know that
The next lemma provides two useful properties that are a direct consequence of
Assumptions 1, 2 and 3.

Lemma 3.6 Let Assumptions 1, 2 and 3 hold. Then there exists a constant € > 0 such
that for v € Be(x*)

x €L and [z]s € L, (3.45)
10(2)]] < xz d(z,S). (3.46)

Proof. Let r be the scalar given in Assumption 1 and € < r/2. Since from Assumption
3 z* is a limit point of the sequence {z}}, there exists k such that ||z — *|| < r — 2e.
Then, if z € Be(z*) we have ||z —xzi|| < ||z —z*| +||2* —2k|| < r—e, ie. z € L. Further,
let [u]s as in (3.44). Then, | [a]s — 2]l < ll[z]s — 2]+ I}z — el) < [l2* —al|+ 2] < 7
ie. [z]s € L.

The second part of the thesis follows from O(z) = ©(z) — O([z]s), (3.20) and (3.44).
O

To prove that the sequence {x} is q-quadratically convergent, we distinguish be-
tween the TREBO-GN and TREBO-LM method. In particular, for the TREBO-LM method
we assume an error bound condition in a neighbourhood of a limit point z* € S. For the
TREBO-GN method we require that the Jacobian matrix J is full rank at z* € S. These
assumptions are stated below.

Assumption 4 (Error bound condition) Let {x}} be the sequence generated by the
TREBO-LM method. For a limit point x* € S of {xy}, there exists positive constants p
and aq such that

ai d(z,5) < |0()| for all x € B,(z"). (3.47)
0

Assumption 5 (Full rank condition) Let {zy} be the sequence generated by the TRE-
BO-GN method. For a limit point x* € S of {x}}, the Jacobian J(z*) is full rank.

Assumptions 4 and 5 and their relationship deserve some considerations. When
(3.47) is satisfied the function ||©| provides a local error bound for the problem (BCLS)
near z* € S. It is important to remark that (3.47) depends on the point in S in the
sense that it may fail in a neighbourhood of a point in § different from z*, see [51, 62].

The local error bound condition is known to be weaker than the standard nonsingu-
larity assumption of J(z*) in case J is a square matrix. For nonsquare Jacobian matrices,
(3.47) is weaker than the nonsingularity assumption of J(x*)T.J(2*). It is interesting to
note that, if problem (BCLS) is overdetermined and J(z*) is full rank, then (3.47) is
guaranteed on some neighbourhood of x*, see the forthcoming Lemma 3.7; in this case,
2* is an isolated solution. The converse is not true and Assumption 4 allows the solution
set S to be locally nonunique.
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Typically, condition (3.47) is assumed to hold in a region of the form B,(z*) N
[62]. However, in our convergence analysis we need to apply the error bound condition
on points that may lie outside 2. For this reason, we drop the restriction on 2 and
consider the assumption (3.47). Although the condition (3.47) is more restrictive when
x € B,(x*) than in the case where x € B,(x*)N (2, it has been shown that such condition
is still significantly weaker than the nonsingularity of J(z*)7.J(z*), see [48, §3].

In view of these properties, Assumption 4 is used in the analysis of the TREBO-LM
method and allows for strong convergence properties, i.e. quadratic convergence in the
case where J(z*)T J(2*) is singular.

The following lemma shows an important feature of overdetermined problems. If
J(x*) is full rank, then ||©| is guaranteed to provide a local error bound on some
neighbourhood of z* and z* is an isolated zero-residual solution to (BCLS).

Lemma 3.7 Let Assumptions 1, 2 and 3 hold. If m > n and J(x*) is full rank, then
there exist positive constants ag and w such that if v € B, (x*) then

1 1
- = — — ¥ < . .
o d(z,S) " |z —z*|| < ||O(x)]| (3.48)

Proof. Let x € Bc(z*) where € is the scalar given in Lemma 3.6. Since J(z*) is full column
rank, then J(z*)* = (J(x*)T J(z*)) " J(2*)T and J(z*)* J(z*) = I,,, see Appendix A 4.
Also, by Assumption 1 we get

[ = J (@) T (@) < [T @) T (27) = T (@) < 29017 (") ]| |z — 27

Choosing w < min{e, 1/(4vp||J(z*)T|))}, we have ||I,, — J(z*)TJ(z)| < 1/2 for z €
B, (z*). Then, by using the Mean Value Theorem A.2 we obtain

1
el = e —a)= [ (= I I il =) (o) ]
> (1-%) e — 7).
o e 1
102 5t 2 e

This inequality implies that z* is an isolated zero-residual solution to (BCLS) and re-
ducing w if necessary, we get d(z,S) = ||z — z*|| for x € B,,(z*). Thus (3.48) is obtained
with ag = 2[|J(z*)F]. O

The following lemma states useful local properties of the Jacobian J(x) and its
pseudoinverse J(z)*, if z is sufficiently close to z* and J(z*) is full rank.

Lemma 3.8 Let Assumptions 1, 2 and 3 hold. If J(x*) is full rank, then there exist
positive constants T and v such that for x € B, (x*)

J(x) s full rank and || J(x)T| < v. (3.49)
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Proof. Let € be given in Lemma 3.6 and let 7 < e. Fix x € B,(z*). Let ¢ = min{m, n}
and o4(J(z)) be the smallest singular value of J(z). Since rank(J(z*)) = min{m,n},
we know that o,(J(z*)) > 0. Using Theorem A.6 and Assumption 1 we get

|og(J(2)) = og(J(&)| < [T (x) = J ()] < 2yplle — 2],

and consequently
0q(J(2)) = 0g(J(2")) = 2vp|lz — 27| (3.50)

)
Then, reducing 7 so that 7 < min{e, o4(J(z*))/(2yp)}, (3.50) implies that J(x) is full
rank for all z € B (z*). Setting v = 1/(0(J(2*)) —2ypT), by (A.4) we obtain (3.49).00

3.3.4 Analysis of the minimum norm step pi

Let zj, be an iterate of the TREBO method, pY be the step given in (3.7) and in (3.8)
and ﬁfcv be defined as
pr = Polwr +pp) — 2. (3.51)

The steps pév and ﬁév play a central role in the asymptotic behaviour of the sequence
{zr}. Here we provide an analysis of such steps in the vicinity of a limit point z* € S.
The main provided result is that if x; is sufficiently close to z* then the trust-region
constraint is inactive and the unconstrained minimizer of the model my, is the solution
of the trust-region problem (3.6).

A result on the distance of a point from the zero-residual solution set S follows
from the contractivity of the projection map Py. From definition (3.44) we have d(zy +
s S) < e+ 0 = loe + oY lsl < o + 0 — o+ s, de

d(zy, +py ,S) < d(zy +pp , S). (3.52)

The next two lemmas concern with upper bounds on the quantity d(xy + p{f ,S) that
will be crucial for proving the quadratic convergence rate. In particular, Lemma 3.9
refers to the TREBO-LM method and Lemma 3.10 is related to the TREBO-GN method.

Lemma 3.9 Let Assumptions 1 — 3 and 4 hold. Then for the TREBO-LM method there
exist positive constants ¢y and I' such that if x, € By, (x*) then

d(z +ppy ,S) < T d(ap, S)*. (3.53)
Proof. By the definition (3.12) of py, it follows

e = wl| Ol (3.54)

for xj, sufficiently close to z*. Let € as in Lemma 3.6, p as in Assumption 4 and ¥ <
min{e, p} small enough so that if x, € By, (¢*) then (3.54) holds. Fix xj, € By, (x*).
First, we provide an upper bound on the norm of the step pév showing that

IpR || < a1 d(zk, S), (3.55)
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for some positive scalar ;. We prove this fact in the same way as in [48, Lemma 2.3].
In particular, by (3.54), (3.47) and (3.46)

= d(x, 8)* < e < pxi d(zy, ). (3.56)

Also, since pév is the global minimum of the model mj we have

my(pr) < mi(zk — [2x]s),

where [x]s is the closest solution to zy, see (3.44). Then, by (3.21)

[Tz — [zk]s) + Okll® + pnllzk — [zx)s]?
VD d(wp, 8)* + p d(zy,, S)?, (3.57)

2my(py) <
<

and by (3.56)

N2 2 N O‘%’Y%) 2
”pk H < Emk(pk ) < |1+ T d(.%'k,S) .

Thus, we obtain (3.55) setting oy = /1 + a3v% /. Moreover, note that from (3.55) and
(3.56) we get the inequality

e llpR 12 < pad xq d(ag, S)*. (3.58)
Second, we show that if ¢; is sufficiently small then
Tk +p]kv € B,(z"), +pév € B(z"), g +p]kv €L, [z +ka\7]8 e L. (3.59)

To this end, reduce 1; if necessary so that 11 < min{e, p}/(1+ 1) and note that (3.55)
yields
ek + 03— 2| < llax — 2| + [l [} < (1 + @)y < mine, p}.

Then, the last two statements in (3.59) derive from Lemma 3.6.
Finally, to prove (3.53), note that

)] = O 2 o L

1 1
= (10(zk + ) — Jepr — Okll® + pxllpi 117) 2 + (2mu(py))2.

IN

Hence, using (3.21), (3.55), (3.58), (3.57) and (3.56) we obtain

1Oz + )|l < nd(zx, S)?, (3.60)

with n = \/0/117% + padx? + \/712) + px% . We complete the proof using (3.47) and (3.52)
and setting I' = aqn. O

An analogous lemma holds for the TREBO-GN method.
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Lemma 3.10 Let Assumptions 1 — 8 and 5 hold. Then for the TREBO-GN method there
exist positive constants ¢y and I' such that if x, € By, (x*) then

d(zp +pp ,S) < T d(zp, S)>. (3.61)

Proof. Let 7 given by Lemma 3.8, 91 < 7 and fix z;, € By, (z*). Note that by (3.7),
(3.49) and (3.46) we get
IR || < v[[Ok]l < ard(zy, S), (3.62)

with aq = vxp.
Consider the case m > n. Reduce 1; if necessary so that 1 < min{r,w}/(1 + aq)
where w is given in Lemma 3.7. Then (3.62) yields

lze +pp — 2*|| < [lze — 2% + [pg || < (1+ o)t < min{r,w}.
and then
xp +ph € Bu(z*), xp+ph € Br(z*), xp+ppy €L, [zp+phls € L.

where the last two statements follows from Lemma 3.6.
Setting px = 0 in (3.57), we have 2myg(pY) < v%d(zx, S)*. Hence by (3.21) and
(3.62) we obtain

10(zk + )l < 1Ok +ph) — Jepk — Okl + || Tkpp + Okl
1
< ollpe 1P+ 2mi(pr))?
<

'yD(a% + 1)d(zy, 8)2.

Using (3.48) and (3.52) this inequality implies (3.61) with T' = agyp(a? + 1).
Now let us consider the case m < n. Let ag = vyp and reduce 1 so that

W < min{ ! T } (3.63)

20&10&27 1+ 20

To prove the thesis we need intermediate results. Consider the sequence {wgy;}i,
[ >0, of the form

Wi = Tk, Wgti+1 = Wil + SéVH, [ >0, (3.64)

with
Sé\f_’_l = —J(wk+l)+ @(warl), l > 0. (3.65)
Note that for [ = 0, we get si¥ = pl¥ with pY given in (3.7). First, we show that
{wr11} C Br(z*). Second, we prove that {wy.y;} has limit point in §. We begin proving
that {wky;} € B-(2*) by induction. The thesis trivially holds for wy = z. Then, we

suppose that wy,; € Br(2z*) for j < [ and show that wyy;41 € Br(z*). By (3.65) and
(3.49) we get

el < wllO(wrg)ll 1< <1, (3.66)
1T (Wi j-1)s8 -1 + Owig i) =0, 1<j <L (3.67)
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Moreover, from (3.62) it follows

oyl < autr, (3.68)

while (3.66), (3.67), (3.64) and (3.21) provide

N N N
skl < vIO(wrtj—1 + skpj—1) — O(Wryj—1) — J(Wktj—1) k4 -1l

< a2||5]kv+j—1||2,

with 1 < j <. So by (3.68) and the definition (3.63) of 1); we obtain

A

lsi’ill < o3 M1 (3.69)

(craoyp)? Y pl |

1 27 -1
N
< (3) Wi

IN

It then follows
l [ 1 j
furses =] € Y lunssen — ol + oo =27 < BRI (5) +o
=0 =0
and (3.68) yields to

i =2 < 20lpg || + 1 < (200 + Dyn < 7.

As a consequence, {wgy;} C Br(z*) and wyy; satisfies Lemma 3.6 and Lemma 3.8 for
all [ > 0. Further, the conditions (3.66) and (3.67) hold for j > 1.

Second, we prove that {wy;} is a Cauchy sequence with limit point z € S. In fact,
letting p > ¢ > 0 and proceeding as above we obtain

p—1 0o
[wrp = whagll <D syl < D llsitesll < 20191
Jj=q J=0

Thus, {wg4;} is a Cauchy sequence and the limit is denoted as z. To show that € S
note that (3.67) and (3.21) yield

10(wrsi+ )| = 10w + spys) — Owipa) — J (W) shyll < vollsill?,

for I > 0. Since sj,; = Wky111 — Wi, it follows [|O(Z)]| = limy_ec |O(whii41)]| = 0.
Now we can prove the thesis of the lemma. Note that ||z), +pY — Z|| = |wg1 —Z|| <
Z;; ||S{cv+j||> since

-1

N . _
Whtl = W41 + Z Skt lliglo Wkt = T,
i=1
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and from the continuity of the norm

-1
. N
i 2
j=1
-1 i
< lim S sl = D sl
—00 < .
j=1 J=1

see [48]. From (3.69) and (3.68) we get

|wit1 — 2| = Hwk-i-l — lim w4
l—o00

[e.9]

oy + o — 2| < Z asllpf N ~IpA |2 < 0422 (ar0y1)? 2|1
j=1 J=1

Then, in a way analogous to above and using (3.62) we get
s + P& — 2l < 2a2(|py [* < 20007 (|04,
Since d(wy +plY, S) < oy + pf — 7|, we get

d(zx +py , S) < 1l|Okl*. (3.70)

with n = 2asv2. Finally, applying (3.52) and (3.46) we easily obtain condition (3.61)

with I' = nx%. O

The next lemma shows that if x; is sufficiently close to x*, then the trust-region
constraint becomes inactive.

Lemma 3.11 Let Assumptions 1 — 3 and 4 hold. Then for the TREBO-LM method there
exists ¢ > 0 such that if z, € B.(x*) then the trust-region solution py. in Algorithm 3.1
is the step p% given in (3.8).

Proof. Let 11 > 0 be given in Lemma 3.9 and let x;, € By, (2*). Since z* € S and
(3.55) holds, there exists a scalar ¢ < ¢y sufficiently small so that if z; € B.(z*) then
[PV || < Appin. Namely, the unconstrained minimizer of the quadratic model my, lies in
the trust-region. O

The above result holds for the TREBO-GN method as well.

Lemma 3.12 Let Assumptions 1 — 3 and 5 hold. Then for the TREBO-GN method there
exists ¢ > 0 such that if z, € B.(x*) then the trust-region solution py. in Algorithm 3.1
is the step py given in (3.7).

Proof. Let 11 > 0 be given in Lemma 3.10 and let 3, € By, (z*). Using (3.62) and
choosing ¢ < 1y sufficiently small, the proof can be completed as in the proof of Lemma
3.11. ]
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3.3.5 Convergence of the sequence {z;} and rate of convergence

In this section we first show that if x, is sufficiently close to z* then the step ﬁfj defined in
(3.51) satisfies both conditions (3.16) and (3.17) and it is taken to form the new iterate.
Second, we prove that the whole sequence {xj} generated by the methods converges to
x* € § and the convergence rate is g-quadratic.

We start giving useful asymptotic bounds on quantities that will be used to analyze
conditions (3.16) and (3.17).

Lemma 3.13 Let Assumptions 1, 2 and 3 hold. If zj + pY € L and [z + pY|s € L,
then

xrd(zx + i, S) +pllpR I, (3.71)
Yollpa I* + 2vp | Jepr + Okl lpR 112 (3.72)

| TkBp + Ok

<
1O + BRI = Ik + Oxl* <

Proof. By (3.51) and Lemma 3.2, xp + pév € L implies xp —1—15{6\7 € L. Consider the
equality

Jkpk + Ok = O(zx+py) — Oz + pils) + Jkbk — (O(zx + Py ) — Op).
Then by (3.20), (3.22) and (3.23) we obtain

[Tk + Okl < xullwe +ph — [k + 2R sl +vollon |12
< xollze +pp =[xk + R sl +plpy |12
< xed(ze + oy, S) +olloy |1,

and the (3.71) is proved.
To prove (3.72) we use the Mean Value Theorem A.2 to get the statement

1
O(xy + Py ) = O, +/ J(zy +tpy ) D dt + Jkpy — Juby -
0
Hence,

1
1Ok + 5> = [IJkpr + Oxl® + ] /o (J(zx, +tory ) — Ji) Bk dt]|?
1 T
+2 (/ (J(zk +tBy) — Ji) Pr dt) (Jupp + Ok),
0
and consequently by (3.19) and (3.22)

1©G + BRI = k5% +Okl* < 7Bl I* + 290 Tk + Ol ok 1%

Now we prove that if xj is sufficiently close to * then zy,1 = —1—155.

Lemma 3.14 Let Assumptions 1 — 3 and 4 hold. Then for the TREBO-LM method there
exists 1Yo > 0 such that if x, € By, (z*) the iterate xy41 has the form

_N
Tl = T+ Pg -
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Proof. Let ¢ as in Lemma 3.11 and suppose ¢ < ¢. Fix x, € By(2*). Then, the step pév
is the solution to the trust-region problem (3.6) and (3.59) holds.

To show the thesis we will prove that pYY defined in (3.51) satisfies both conditions
(3.16) and (3.17). First consider condition (3.16). If piY = pI¥ then (3.16) trivially
follows by my(pY) < mi(p{). If pi¥ # pY note that by (3.47) we have

o1 o2 1Ty + Okl + pellpy |12
Z 1 —=0qy 2
d(.%'k,S)

) > my(0) — my(py )

Pe(Py e (0) (3.73)

Thus, to investigate condition (3.16) we need to estimate ||Jgph + Ok|. From (3.71),
(3.47), (3.60) and (3.55) we obtain
1Ikp + Okl < coxrllO@x +pi)| +plpi I? < @ d(a. S)?, (3.74)
where ¢ = (agnxr +vpa?). Thus, combining (3.73), (3.74) and (3.58)
pe(Pr ) > 1= aj(® + poi xi)d(zr, S)* > 1 - af(¢? + paf x)llzx — 2™,

i.e. piY satisfies condition (3.16) if zy, is sufficiently close to z*.
Second, we focus on condition (3.17). Let us assume that p;’ satisfies condition
(3.16). From (3.72) and (3.74) we have

1Ok + B = 5% +Okl* < (vDlpiII* + 207D d(zk, $)*) Ik 1. (3.75)

Furthermore, using (3.47), (3.74) and the fact that z;, € By(z*) we have

1 1
100 = 1 + €4 > ( 5 = Plon, S ) dan, 7 > ( 3 =247 ) .S
0 0

Reduce v if needed so that 1/a3 — ¢?y? > 1/(2ad). This fact, (3.75) and (3.55) yield

Ny 10 (zx + PRI — 1 Jkpy + Ol
p‘g(pk) = 1- B N 2
19kl? — || Jkpy, + Okl
1 203 (vh|lp 1> + 27D d(zy, S)?) [Ipd ||
d(xp,S)?
> 1 -2a3aip (efyp + 2p) d(zk, S)*.

Y

Finally, by (3.44)
po(Pr ) = 1= 205077p (oD +2¢) [|lzx — 27|

Hence, piY satisfies both the conditions (3.16) and (3.17) if zy, is sufficiently close to z*,
i.e. if x1, € By, (x*) for some 1)y < 9. O

An analogous result holds for the TREBO-GN method.

Lemma 3.15 Let Assumptions 1 — 3 and 5 hold. Then for the TREBO-GN method there
exists o > 0 such that if x, € By, (x*) the iterate xp11 has the form

_N
Tl = T+ Pg -
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Proof. Let ¢ as in Lemma 3.12 and suppose ¢ < ¢. Fix x, € By («*). Then, the step pév
is the solution to the trust-region problem (3.6) and xy, + p, [zx + pY]s € L.

Consider the case m > n. The thesis can be proved following the lines of the proof
of Lemma 3.14, using (3.48) in place of (3.47) and setting p = 0.

Consider the case m < n. To show the thesis we will prove that ﬁfcv defined in
(3.51) satisfies both condition (3.16) and (3.17). First consider condition (3.16). If
p = p¥, condition (3.16) trivially follows as m(ps) < mk(pkc) If pi¥ # p& note that
mi(0) — my(pf) < my(0) and

1kpy + Ol

pe(p) > 1 e (3.76)
Using (3.71), (3.70) and (3.62) yield
_N 2 2
[ Tkpe + Okll < (x£n + o[k (3.77)

Thus, (3.76), (3.77) and (3.46) give

pe(Py) = 1= (xzn+vpv?)? |0kl = 1 — X7 (xzn + vpv?)* d(zk, S)?,

i.e. pI¥ satisfies condition (3.16) if x4, is sufficiently close to x*.
Now, let us assume that ﬁfcv satisfies condition (3.16). To prove that ﬁ]kv satisfies
(3.17), use (3.77), (3.46) and since xj, € By(z*) we have

10k = 1 kpk + Okll” > (L= (xen +vov?)?|0k]?) |9k
> (1= (xzn+vpv?)*xid(zg, S)?) ||k
>

(1= (xen +pr?)*x29%) 1Okl (3.78)
Reduce v if needed so that 1— (xn+vpv?)*x2¢? > 0. Using (3.72) and (3.78) we have

(VBN I1? + 2vp || kbl + Okll) PN 112
(1= (xzn +pv?)234?) |02

po(pr) >1—

and from (3.62), (3.77) it follows

V4712) + 2V27D(XL77 + 'YDVQ) H@k‘”2
1 — (xzn +vpv2)%x3 42

po(py) > 1-—

)

i.e. pI satisfies condition (3.17) if x4, is sufficiently close to x*.
Hence there exists 1y < 1) such that if x, € By, (z*) then x4 = x + ﬁ]kv. O

Now we provide the main result on the behavior of the sequence {xzy}.

Theorem 3.3 Let Assumptions 1, 2 and 3 hold. Moreover let Assumption 4 and As-
sumption 5 hold for the TREBO-LM method and the TREBO-GN method respectively. Then,
the sequence {xy} generated by the TREBO method converges to x* g-quadratically.
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Proof. Consider the TREBO-LM method first. Let ¢» as in Lemma 3.14 and ¢ <
min{¢2/(1 + 2a4),1/(2T")} and T is given in (3.53). Since z* is a limit point of {z}},
there exists xj, such that x € B¢ (z*).

We begin showing that if x;, € B¢(z*) then x; € By, (2*) for [ > k. We proceed
by induction. First, we show that xj1 € By, (z*). In fact, by (3.22) we have ||zj41 —
|| = |lzg + pY — 2| < ¢+ [[pY|l. Thus by (3.55) and the definition of ¢, we get
|lTrs1 — ¥ < (14 a1)¢ < P2, Second, we assume Tyi1, .., Lyptm—1 € By,(2*), and
show that ., € By, (z*). From (3.53) it follows

1 2l—1
d(211,S) < T d(zpsy-1,8)* < - < le_ld(ﬂck,s)zl < FQl_1C2l <( <§> ;

for [ =1,...,m, where the last inequality is due to the choice of (. Thus,

|zhsem — 2% < |Thtm — Thpm—ll + - + ok — 2"

m—1
< Z 1Rl + ¢
=0
m—1
< a1y d(zi,S) + ¢
=0

where the last inequality follows from (3.55), and

m—1 2l—1 00 l
fovn = < @Y (5) +00s @3 (5) + 06 = 2ar+ 16 < v
=0 =0

By Lemma 3.14 we have x4+ = Tr41-1 +ﬁév+lfl for [ > 0. Moreover, letting p > ¢ > k
we have

p—1 o) 1 1
N
|zp —zgll < E o || < on g <§> ¢(=2a1(.
l=q =0

This means that {z} is a Cauchy sequence and hence it converges. Since z* is a limit
point we conclude lim_, o xp = 2*.

To establish the convergence rate of {x}}, let k sufficiently large so that xj4 ;41 €
By, (z*) for j > 0. By (3.55) and (3.53) we obtain

PR jll < @1 d(@psjin, S) < anl d(wys s, S)2.
Then, we proceed as above and using [|z41 — 2| < 222, Hﬁﬁg_jHH, and (3.53) we get

o .
g — 2| < il [ Y (0 d(a, 8)7 72| d(ay, S)? < 20uT |y, — 2*||
j=0

This shows that {x}} converges g-quadratically to z*.
The proof of the theorem for the TREBO-GN method can be easily drawn from the
above considerations and using Lemmas 3.10, 3.12 and 3.15. U
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3.4 Numerical experiments

The TREBO-GN and TREBO-LM methods were implemented in Matlab codes and tested
on a number of problems arising in different areas. In this section we present two sets of
experiments: the first set concerns the numerical performance analysis of the TREBO-GN
and the TREBO-LM procedures, see Section 3.4.1; the second set concerns the numerical
comparison of formulations (3.1) and (3.2) of problem (FP), see Section 3.4.2.

The results obtained from these experiments indicate a slight superiority of the
TREBO-GN method with respect to the TREBO-LM method in terms of robustness and
efficiency. Moreover, the numerical comparison of the two reformulations of problem
(FP) is in favour of (3.2). These observations encouraged us in developing a new Matlab
solver which implements the TREBO-GN method and the reformulation (3.2) for nonlinear
feasibility problems; this will be the subject of Chapter 4.

3.4.1 Numerical comparison of the methods

The first set of experiments is devoted to a comparison of the performance of the
TREBO-GN and TREBO-LM methods. The main implementation issues referring to Al-
gorithm 3.1 are listed below.

The trust-region parameters are: Ag = 1, Apin = 10712, gy = 1/10, Bo = 1/4.
In Step 1 the value of uy is assigned. The TREBO-GN method is free of such param-
eter; in fact, according to the rule (3.12), the method is obtained setting p = 0 and
consequently pr = 0 for all k. On the contrary, for the TREBO-LM method we fol-
lowed the paper [48] and fixed the scalars u = 1, i = 1078, Moreover a safeguard
was introduced to prevent g from being too small. Thus we set o = 107%(|0]|?,
pur, = max {1071, min {gg, 1, |©4[*}}, k > 0.

In Step 2, the Jacobian matrix J is formed by using finite differences. Then the
computation of the vector pév in (3.7) is performed using the Matlab backslash operator if
m = n and Jj, is nonsingular; otherwise it is done using the singular value decomposition
of Ji. The vector pév defined in (3.8) is computed by the QR decomposition applied to
the least-squares problem (3.9).

Regarding Steps 67, if py- does not satisfy condition (3.16) we find the scalar t €
(0,1) such that pc(tpg + (1 = t)pyr) = By and set py = tpkc + (1 — t)py-. Then, the
trust-region update is performed as follows: if the step py fails to satisfy (3.17) the
trust-region radius is reduced setting Ap = min{Ay/4, ||pr||/2}; if the step py satisfies
(3.17) and pg(pr) > 3/4 we set Ap1 = max{Ag, 2||pk||, Amin}, otherwise we let Ay =
max{Ak, Amzn}

Successful termination of the algorithms means that they return an approximation
to a zero-residual solution to the problem (BCLS). In practice we stop the algorithms
when

O] < 107°.

A failure is declared when a stationary nonzero-residual point for the problem (BCLS)
is found, i.e. [|©] > 107% whereas

HDkvekH S 100€m or ”ek+1 — @k‘H S 100€mH@k”,



46 CHAPTER 3. THE AFFINE SCALING TRUST-REGION METHODS

where €, ~ 210710 is the machine precision. Moreover, the algorithms fail when the
trust-region radius is less than A,,;, or the number of iterations is greater than 300.

The two methods were compared on 30 test problems which are the constraint sets of
nonlinear programming problems from the handbook of tests [24] by Floudas et al. and
the Hock-Schittkowski test collection [41]. The problems have the form (FP) and are
listed in Table 3.1 where we report their names, their sources and their dimensions. All
the test problems contain simple bounds on the variables, except for problems marked
with the symbol * where we added simple bounds on the variables letting Q = {z € R" :
x > 0}. All the problems were written as the bound-constrained least-squares problem
(BCLS) where the residual function © has the form (3.2) and each problem was solved
starting from three different starting guesses.

name, source p | mg | mr name, source P mg | mr
Test 3.4, [24] 6| 0 | 6 | Test727 24 | 4 | 0 | 2
Test 3.5, [24] 31 0 | 3 | Test7.28 24 | 8 | 0 | 4
Test 4.10, [24] | 2| 0 | 2 || Test7.29,[24] | 10| 0 | 7
Test 14.1.3,[24] | 2| 2 | 0 || Test 7.2.10,[24] | 11| 0 | 9
Test 14.1.5, [24] | 5 | 5 | 0 || HS32, [41] 31 |1
Test 14.1.6, [24] | 8 | 8 | 0 || Test 3.3, [24] 5010 | 6
HS8*, [41] 2| 2 | 0 || Test721,24] | 7| 0 | 14
HS14%, [41] 20 1 | 1 | Test7.25 24 | 5| 0 | 6
HS15, [41] 2| 0 | 2 | HS20, [41] 21 0 | 3
HS55, [41] 2| 6 | 0 | HS23, [41] 210 | 5
Test 5.2.4, [24] | 7| 1 | 5 | HS24, [41] 21 0 | 3
Test 6.3.2,[24] | 8 | 6 | 0 | HS44, [41] 41 0 | 6
Test 7.2.2,[24] | 6 | 4 | 1 | HS59, [41] 21 0 | 3
Test 7.2.3,[24] | 8| 0 | 6 | HS74, [41] 41 3 | 2
Test 7.2.4, [24] | 8| 0 | 4 || HS83, [41] 5/ 0 | 6

Table 3.1: First set of experiments, problem data.

Both methods showed to be reliable and quite insensitive to the choice of the starting
point. In fact, on a total of 90 runs the methods TREBO-GN and TREBO-LM solved 80 and
77 tests respectively. The ability of the methods to handle bounds is supported by the
fact that an active solution to (BCLS) was computed in 20 runs for the TREBO-GN method
and in 21 runs for the TREBO-LM method. Concerning the TREBO-LM implementation,
the coefficient matrix in (3.8) resulted safely numerically nonsingular for all the runs.

Most problems were solved with a low number of function evaluations and this num-
ber is, on average, favorable for the TREBO-GN method. To compare the overall compu-
tational effort of our methods we plot the performance profile proposed by Dolan and
Moré [18]. We considered the 90 tests performed by each algorithm. For each test T" and
algorithm A, we let fer 4 denote the number of ©-evaluations required to solve test T'
by the algorithm A and fep be the lowest number of ©-evaluations required by the two
algorithms to solve test 1. Then, for the algorithm A the performance profile is defined

as

number of tests s.t. fep 4/fepr <7
(1) = ’ , T>1
number of tests

Figure 3.1 shows the function evaluation performance profile. The difference between
the performance profiles of the two methods is modest but on the whole the TREBO-GN
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Figure 3.1: Function ©-evaluation performance profile.

method can be considered more efficient than the TREBO-LM method. In particular, the
TREBO-GN method is the most efficient algorithm for about 84% of the runs and the
TREBO-LM method is within a factor 2 of the TREBO-GN method for about 80% of the
runs.

Concerning the failures, it is important to note that there are occurrences where
the methods converged to a first-order stationary point for (BCLS) that is not a zero-
residual solution. These failures occurred 3 and 5 times for TREBO-GN and TREBO-LM
method respectively and considering the overall ability of the methods to compute a
first-order stationary point for (BCLS), the TREBO-GN and TREBO-LM methods solved
92% and 91% of the tests respectively.

From the above results we drew some conclusions. The methods are reliable in solv-
ing the problem (BCLS) and in most cases a zero-residual solution is computed. How-
ever our experience showed that the reliability and efficiency of the TREBO-LM method
strongly depend on the choice of the sequence of scalars (3.12) and proper safeguarding.
Therefore, we concluded that the most promising and reliable method is the TREBO-GN
method.

3.4.2 Further experiments

The second set of experiments was conducted with the TREBO-GN method and its aim
was twofold. First, we intended to study the TREBO-GN method on “hard” problems, i.e.
problems with nonisolated solutions. Second, we wanted to investigate which reformu-
lation of problem (FP) between (3.1) and (3.2) gives better numerical results.

We tested the TREBO-GN method on 67 problems: 63 problems are the feasible regions
of nonlinear programming problems from the Hock-Schittkowski test collection [41]; the
remaining four problems are underdetermined nonlinear systems from [14]. In Table
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3.2 we report the problem names together with their dimensions and their references.
The symbol * indicates the problems where the unknown was not subject to simple
bounds and a nonnegative constraint was added on all the components; all the resulting
problems admit a solution.

name, source P meg mr name, source P meg mr
HS6*, [41] 2 1 0 || Problem 4%, [14] | 300 | 150 | 0O
HS7*, [41] 2 1 0 Problem 10%, [41] 2 0 1
HS8*, [41] 2 2 0 | Problem 11, [41] | 2 0 1
HS26%, [41] 3 1 0 || Hs12#, [41] 2 0 1
HS27*, [41] 2 1 0 || Hs13, [41] 2 0 1
HS28%, [41] 3 1 0 || HS14x, [41] 2 1 1
HS39%, [41] 4 2 0 || HS15, [41] 2 0 2
HS40%, [41] 4 3 0 || Hs1i6, [41] 2 0 2
HS41, [41] 4 1 0 || HS17, [41] 2 0 2
HS42x, [41] 3 2 0 || Hs18, [41] 2 0 2
HS46%, [41] 5 2 0 || HS19, [41] 2 0 2
HS47*, [41] 5 3 0 || Hs22%, [41] 2 0 2
HS48x, [41] 5 2 0 || HS29%, [41] 3 0 1
HS49%, [41] 5 2 0 || HS31, [41] 2 0 1
HS50%, [41] 5 3 0 || HS32, [41] 3 1 1
HS53, [41] 5 3 0 || HS33, [41] 3 0 2
HS55, [41] 6 6 0 || HS34, [41] 3 0 2
HS56%, [41] 7 4 0 || HS35, [41] 3 0 1
HS60, [41] 3 1 0 || HS36, [41] 3 0 1
HS61%, [41] 3 2 0 || HS37, [41] 3 0 2
HS62, [41] 3 1 0 || HS43%, [41] 4 0 3
HS63, [41] 3 2 0 || HS57, [41] 2 0 1
HS77+, [41] 5 2 0 || HS64, [41] 3 0 1
HS78%, [41] 5 3 0 || HSe5, [41] 3 0 1
HS79%, [41] 5 3 0 || HS71, [41] 4 1 1
HS80, [41] 5 3 0 || HS73, [41] 4 1 2
HS87, [41] 6 4 0 || HS76, [41] 4 0 3
HS99, [41] 7 2 0 || HS93, [41] 6 0 2
HS107, [41] 9 6 0 || HS100%, [41] 7 0 4
HS111, [41] 10 3 0 || Hs101, [41] 7 0 6
HS112, [41] 10 3 0 || HS104, [41] 8 0 6
Problem 3%, [14] | 100 | 100 | 0 | HS106, [41] 10 0 8
Problem 3%, [14] | 300 | 300 | 0 || HS113x, [41] 10 | 0 8
Problem 4%, [14] | 100 | 50 0

Table 3.2: Second set of experiments: problem data.

The set of underdetermined systems of equalities with simple bounds consists of 35
problems. The remaining problems are made up of systems of mixed equalities and
inequalities and have been solved using both reformulations (3.1) and (3.2); for sake of
clarity, let R_S and R_M denote these reformulations respectively.

Three initial guesses were used for each problem. All the algorithmic options are the
same of those described in Section 3.4.1 except for the setting A,;, = /€, and for the
computation of the step pkN in (3.7). In fact, if m # n or m = n but Ji is singular, pkN
is computed using the complete orthogonal factorization of Jj.

The experiments carried out on underdetermined systems of equalities showed that
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the TREBO-GN method is able to solve most of the problems with a low computational
cost. In particular, on a total of 105 runs our method solved 87 tests and 12 failures out
of 18 occurred as the sequence {z}} approaches a nonzero-residual stationary point for
(BCLS).

Concerning the solution of problems of the form (FP), the TREBO-GN method resulted
very robust on problems transformed by RM. In fact, on a total of 96 tests, using the
reformulations R_S and R.M the TREBO-GN method solved 78 and 90 tests respectively.
In particular we noted that (FP) resulted quite difficult to solve for some initial guesses
when it consists only of inequalities and is reformulated as R_S. In such cases we noted
that the step generated by the Gauss-Newton method pointed to a stationary point for
the measure of infeasibility ||s — C;(v)||? such that s > 0, i.e. to a point which is not
feasible for (BCLS). This fact yielded to a failure or slow convergence; in practice if
some components of the iterates become active prematurely, the length of the step taken
is quite small and a stationary point for (BCLS) is slowly approached.

Figure 3.2: Problems (FP). Function ©-evaluation performance profile for runs solved
with both reformulations.

Finally, Figure 3.2 shows the ©-evaluation performance profile for runs solved success-
fully with both reformulations. When reformulation R_S is used, the TREBO-GN method
is the most efficient for 60% of the runs and that it is within a factor two and four with
respect to R_-M reformulation for 70% and 80% of the tests respectively. A reason why
the method is more efficient when reformulation R_S is used, is that fast convergence is
achieved in several runs. At this regard, it is important to make some comments on the
Jacobian matrix J of ©. Letting 2* be a solution to (FP), in case of reformulation R_M,
we have max{Cy(z*),0} = 0 where 0 is the null vector of dimension m;. Hence, by (3.4)
matrix J(z*) is not full rank and we cannot expect quadratic convergence. On the other
hand, the full rank condition of J(z*) is not precluded if the reformulation R_S is used.






Chapter 4

A new Matlab solver: TRESNEI

We introduce a Matlab implementation of the TREBO-GN method presented in Chapter
3. The solver is adequate for solving zero and small-residual bound-constrained non-
linear least-squares problems and handles the solution of nonlinear feasibility problems.
For this reason it is called TRESNEI, Trust-REgion Solver for Nonlinear Equalities and
Inequalities.

Our solver addresses the solution of nonlinear feasibility problems offering their in-
ternal reformulation (3.2) and solving the resulting problem (BCLS) by the TREBO-GN
algorithm. For sake of generality, the solver is designed using a widespread modelling of
the problems. Moreover, TRESNEI can be applied in the solution of nonsquare bound-
constrained nonlinear systems and it turns out to be a nontrivial extension of the solver
STRSCNE [3] for square bound-constrained systems.

The functions for solving bound-constrained nonlinear least-squares problems pro-
vided by the Matlab Optimization Toolbox [54] cannot solve underdetermined problems.
On the other hand, TRESNEI overcomes this limitation and can be applied in the solution
of problem (BCLS) irrespective of its dimensions.

TRESNEI has been intensively tested and the goals of our experiments were twofold.
First, we were interested in assessing if the formulation (BCLS) may offer an advantage as
compared with an unconstrained least-squares formulation. Second, we were interested
in comparing the computational cost and robustness of our algorithm with competing
solvers. The function 1sqnonlin from the Matlab Optimization Toolbox served our
purposes as will be shown in Sections 4.3 and 4.5.

The overall performance of TRESNEI show that it is cost effective and robust. In this
chapter we present the structure and the usage of our solver and the results of a bench-
marking process for TRESNEI and the 1sqnonlin function from the Matlab Optimization
Toolbox.

4.1 Problem statement

TRESNEI implements the TREBO-GN method for solving the bound-constrained least-
squares problem

. 1 2
min (z) = S [©()]% (BCLS)

51
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where 6 : R" — R, © : R" — IR™ and € is the n-dimensional box Q@ = {z ¢ R" | | <
r<ul,le (RU—-00)", uec (RUoc)", < u.

The problems handled by the solver have a general formulation. They are the bound-
constrained least-squares problem stated as

1
in =|C 2 4.1
LISH%IU 2H B[, (4.1)

where Cp : R™ — IR™7, and the nonlinear feasibility problem given by

Cg(x) =0,
Cr(z) <0, (4.2)
L<x<U,

where Cp : R" — R™?, C; : R" — R". Following a widespread modelling of the above
problems, in both (4.1) and (4.2), the components of the box constraints L, U € IR"
satisfy —co < L; < U; < 00,1 =1, .-+ ,n. It follows that the components x; of x can be
either free or bounded on one side or bounded from above and from below, or “fixed”
i.e. variables with equal upper and lower bounds. In fact, it is common to provide the
problem parameters as “fixed” variables, see e.g. the standard adopted in CUTEr [33].
In what follows, we let I, Ij, and I, be the sets containing the indices of fixed, lower
and upper bounded variables respectively:

Iy, = {ie{l,...,n}:L;=U}, (4.3)
I, = {ie{l,....,n}:i¢Is and L; # —o0}, (4.4)
Iy = {ie{l,...,n}:i¢ s and U; # +oo}. (4.5)

Obviously Iy, and I, may not be disjoint.

The first step of TRESNEI is to express the problems considered as a bound-constrained
least-squares problem where © is continuously differentiable and | < u, as required by the
TREBO-GN method. Suppose that the problem (4.1) contains no fixed variables. Then,
TRESNEI attempts to solve (BCLS) where

O(z) = Cg(x), (4.6)
m=mpg, =L, u=U.

This is the case also if (4.2) contains no fixed variables neither nonlinear inequalities.
If problem (4.1) contains fixed variables, the bounds on such variables are dropped
introducing equalities of the form

[x]lfx - [U]Ifx =0. (4'7)
Thus, problem (4.1) takes the form (BCLS) where
_ Cp(z)

0@ = ( 1, "1, ) )

O :R" — R™E™= and n tz is the cardinality of the set Iy,. The bounds [ and u are
given by

_ ) oo liely [ 4o ifielpy,
ll - { Lz otherwise ’ Wi = { UZ otherwise ’ (49)
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i=1,...,n. Analogously, the problem (4.2) is posed as a bound-constrained nonlinear
least-squares problem including fixed variables and the general inequalities Cr(z) < 0
into the function ©. In particular, the general inequalities are converted into equalities
using the continuously differentiable function [t]; = max{t, 0}?/2 and the function © in
(BCLS) takes the form

O(r) = [x]lfx - U]Ifx . (4.10)

The number of components of © is m = mpg + my + ny,, where ny, is the cardinality of
the set Iy,. The remaining simple bounds are kept separate from the objective function
and the bounds [ and u are as in (4.9).

4.2 The algorithm

The procedure implemented in TRESNEI consists of two phases: in the first phase, the
problem (BCLS) is formed; in the second phase such problem is solved. The implemen-
tation is fully described in Algorithm 4.1 which is an adaptation to our framework of
Algorithm 3.1 for the TREBO-GN method. The notations used are in accordance with
those used in Section 4.1. The subsections that follow provide a detailed description of
the steps of Algorithm 4.1.

4.2.1 Problem description

The problem to be solved by the TREBO-GN algorithm is formed in Step 1. The statement
of Algorithm 4.1 refers to the general form (4.10) of ® which includes all the problems
considered.

TRESNEI covers the solution of (4.1) providing the residual function Cg and the
bounds L and U. Then either the reformulation (4.6) or (4.8) is internally carried out.
Clearly, these functions © can be viewed as a special case of (4.10) where the vector
function C7 is empty.

Regarding (4.2), TRESNEI offers its user the facility of requiring a minimal description
and building an internal reformulation of the problem. In particular, the functions Cg,
Cr and the bounds L and U are expected. Then, the problem (BCLS) is internally
formed as described in the previous paragraph. It is important to note that the user may
prefer an alternative transformation of the nonlinear inequalities to the one employed
in (4.10). For example, the use of slack variables casting nonlinear inequalities into
nonlinear equalities in (3.1), can be accomplished providing the resulting system of
nonlinear equations to TRESNEI.

If the Jacobian matrices C%, C} have been provided along with Cg and C7, the
Jacobian matrix J is formed. Otherwise, a finite difference approximation of matrix J
is evaluated.

Finally, the user must supply an initial guess xy belonging to the box €.
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Algorithm 4.1 TRESNEI

Input: Cg, Cr, L, U, mg, mj, n,
ro, Ao, ks, €1, €2.

1. Problem description
Let I, wasin (4.9), Q={r e R" |l <z < u}; if ¢ ¢ €, exit.
Let m be the length of © in (4.10).
Compute ©(xg) by (4.10) and J(xp). Set k = 1.
2. Internal parameters
Set Bl = 1/10, ﬂz = 1/4, ﬁg = 3/4
Let €,, be the machine precision, set A1 = /€, Az = €.

While k£ < ks do

3. Solve the trust-region problem
3.1 If m # n, compute pY given in (3.7) by the complete
orthogonal decomposition.
If m = n, solve the linear system Jj pév = —0Oy;
If Ji is singular, compute p]kv by the complete
orthogonal factorization.
3.2 1If Hp]kVH < Ay, set py = p]kv;
Else form pf, given in (4.11),
compute the dogleg step py- between pév and pg.
4. Compute the trial step py
4.1 Let py = PQ(.%'k —i—ptr) — Tk
4.2 Compute p{ in (3.13).
4.3 If py, satisfies (3.16), set py = P
Else compute the positive root t* of pc(tpkc + (1 —=t)py) — 1 =0,
set pr = t*pf + (1 —t*) .
5. Test on p and trust-region radius update
5.1 Compute O(zy + pi) by (4.10).
If py, satisfies (3.17), set xg11 = @ + Pi;
Else set Ay = min{Ax/4, ||prll/2};
If Ar > Ao, go to Step 3.2;
Else exit.
5.2 If pg(pk) = B3, set Apy1 = max{Ag, A, 2(|pel};
Else set Ag11 = max{Ag, Ay}
6. Termination test
6.1 If (4.13) or (4.14) is satisfied, exit.
Else compute J(z41) and increment k.




4.2. THE ALGORITHM 55

4.2.2 Solution of the trust-region problem

The solution of the trust-region problem (3.6) is addressed in Step 3 of the algorithm.
If the Jacobian matrix .J is square, the computation of the step pév given in (3.7) is
attempted by the Matlab backslash operator. If J is square and results close to singular
or J is nonsquare, the complete orthogonal decomposition of J is applied using proce-
dures which are slight modifications of those given by Higham in [40]. Clearly, the use
of matrix factorization sets limits on the size of problems that can be solved efficiently
by TRESNEI.

If pév does not solve the trust-region problem, then we use the classical dogleg path
to approximate the trust-region solution, see Section 2.2.2. The Cauchy step pj, for the
problem (3.6) has the form

VP Ay }
Py = — min , V. 4.11

: \TAvar T ()
The procedure described above was implemented achieving economies in the calculations.

Since a zero component of [Cy(z)], gives rise to a zero component in © and to a null
row in J, instead of (3.5) we use the reduced model

. 1, - A
ik (p) = 5 [1Jkp + Okl (4.12)

where Oy, is the vector formed by Cp(z;) and the nonzero components of [Cr(wx)], and
Ji is the Jacobian of © at xy, see [34].

4.2.3 Computation of the trial step

In Step 4 of the algorithm, the trial step py is formed testing the condition (3.16); the
scalar ) used in (3.16) is an internal parameter fixed in Step 2. The Generalized Cauchy
step pkc is evaluated in Step 4.2 using (3.13), (3.14) and (3.15). The step py, is accepted
as the trial step py if it satisfies (3.16). Alternatively, we find the step py of the form
tpg + (1 = t)pgr, t € [0,1] such that p.(pr) = F1; this is equivalent to solve a quadratic
scalar equation admitting a unique positive root t*.

4.2.4 Test on the trial step and trust-region radius update

The trial step py is accepted in Step 5 of the algorithm if condition (3.16) is satisfied.
In this case the trust-region radius for the next iterate is updated following a standard
strategy and imposing Ag1 > A1 Clearly, on termination of each iteration, the trust-
region radius may be smaller that A,,;. On the other hand, if pj fails to satisfy (3.17),
then it is rejected and the trust-region radius Ay is reduced. Note that if Az becomes
smaller than the fixed parameter A,,2, we terminate the procedure and declare a failure.
The parameters (2, B3, Ami, Apme are set internally in Step 2.

4.2.5 Termination criteria and accuracy

Successful termination of TRESNEI means that one of the following conditions is met

1Okl < €1, (4.13)
mm{HDkVGkH, HP(mk - V@k) - ka} < Egﬁ, (4.14)
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where €1 and ey are prescribed tolerances. The condition (4.14) involves two optimality
measures: the scaled gradient DV f which is a key ingredient of our method, and the
projected gradient of function f. The use of both measures is due to the fact that the
value | DV f|| may oscillate and exhibit a large growth at some iterations. Thus, the use
of the norm of the projected gradient provides a more reliable stopping condition.

4.3 The function 1sgnonlin

The use of the commercial Matlab Optimization Toolbox software for solving least-
squares problems gives rise to an approach alternative to the one used in TRESNEI. In
particular, it yields to testing an unconstrained least-squares formulation of (4.2).

The MATLAB Optimization Toolbox includes the function 1sqnonlin which consists
of two implementations: the large-scale algorithm and the medium-scale algorithm. The
large-scale algorithm is a subspace trust-region method while the medium-scale algorithm
uses either the Levenberg-Marquardt method or the Gauss-Newton method globalized
by a line search strategy.

The applicability of 1sqnonlin has some limitations. Bounds on the variables can
be handled only by the large-scale algorithm. On the other hand, such algorithm cannot
solve problems where the number of elements of O is lower than the number of variables.
Therefore, bound-constrained underdetermined least-squares problems cannot be solved
by 1sqnonlin.

Because of the above limitations, the only way to solve a variety of systems of equal-
ities and inequalities without restrictions on their dimensions consists in expressing the
problems as unconstrained least-squares problems. In fact, given (4.2) we apply the
medium-scale algorithm to the problem

. _ x 2 )
i, g() = G(x)]” (415)
where
[ﬂf]lfz - [U]If,
G(z) = [Cr(2)] (4.16)

Note that the function G differs from (4.10) as it incorporates the simple bounds in the
sets Ijp, I, and that G is continuously differentiable.

We will consider the solution of (4.15) by the medium-scale algorithm of 1sqnonlin.
It terminates successfully either if the directional derivative along the search direction
s, and the oo-norm of the gradient of g are less than prescribed tolerances, i.e.

Voisk <G and [ Vgr]oo < 10(C1+ ), (4.17)
or if the magnitude of search direction is sufficiently small, i.e.

skl < Co- (4.18)

On the other side, a failure is declared if the line search strategy can not sufficiently
decrease the residual along the current search direction.
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4.4 Benchmarking

The solvers TRESNEI and lsqnonlin do not test a uniform stopping criterium. Hence,
it is essential benchmarking the two solvers in order to guarantee that the returned
approximate solutions satisfy the same accuracy requirement, see e.g. [19, 36].

We adopt the benchmarking process proposed in [19] for general constrained op-
timization problems and we fit it to problem (BCLS). It consists in computing and
checking a specific test for the solvers a posteriori. Specifically, each solver is run using
the default tolerances. If the approximate solution returned by the solver does not sat-
isfy the a posteriori convergence test, then the native solver tolerances are reduced and
the problem is solved again. Further tolerance reductions are made until the a posteriori
convergence test is satisfied or a failure is declared.

The definition of the a posteriori convergence test is given in terms of measures for
feasibility and stationarity. Such measures are defined using an error measure function
[+, -] which involves a mixture of absolute and relative error. In particular, given real

numbers &; and &, §[€1, &) is defined as

o1, &) = min{]gl 6l %}

with 6[0,0] = 0 and §[¢;1,&] = 1 if either & or & is infinite. The function J[-, ] is
continuous.
The feasibility measure is given by

ve(a) = [[v(@)]loo, (4.19)

where v(z) € R™ and

0 if l; < x; <y,
(v(a@))i = {

min{d[x;, l;], 6[x;, u;]}  otherwise.

Clearly, vy is null at feasible points while it measures the constraint violations at in-
feasible points. Given a small positive scalar 7, a vector x is defined to be 7-feasible if
0 <wvp(x) <, [19].

The stationarity measure vs can be defined as

vs(xz,7) = ||Ir(x, 7)|loo, (4.20)

where 7 is a small positive scalar, r(x,7) € R" and

min{O, (V@(Z’))Z} if 5[1‘2, ll] <7, 5[.%'1, u,] > T,
max{0, (VO(z));} if o[z, ;] > 7, 0[xs,wi]) < 7,
(T(m‘,T))i = (V@(Z’))Z if 5[$z,ll] > T,(S[.%'i,ui] > T, (4.21)
0 if 0[zi, ;] < 7,0[zi,u;] <7 or
[

Note that the last assignment in (4.21) is related to the equation (4.7) and that U; is
the value of the fixed variable x;,7 € Iy, in problem (4.2).

The relationship between the optimality measures (4.19) and (4.20) and the first-
order optimality conditions for the problem (BCLS) is clarified by the following theorem.
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Theorem 4.1 LetT > 0 be given and let x* be a first-order stationary point for the prob-
lem (BCLS). If {x1} is a sequence that converges to x*, then {vy(xy)} and {vs(zy,7)}
converge to zero.

Proof. The sequence {vy(xy)} trivially converges to zero since the sequence {x}} con-
verges to a feasible point z* of problem (BCLS).

Now we prove that {vs(zy,7)} converges to zero. Consider the i-th component of z,
for k sufficiently large and without lack of generality suppose that if ] is active then
xf =1;. Since {z}} converges to z*, if &} = [; then §[(zx);, ;] < 7 for all k sufficiently
large, otherwise either 0[(zx)q, ;] < 7 or d§[(xy)i,l;] > T may hold.

If 7 = 1; and (V@(z*)); > 0, then by (4.21) and the continuity of the gradient, we
get

(T(m‘k,T))i = min{O, (V@(.%’k))z} = 0,

for k sufficiently large.
If ¥ =1; and (VO(z*)); = 0 or xF > [; and d[(xy)q, ;] < 7, then

(r(zg, 7)); = min{0, (VO(zk))i} < [(VO(xk))i. (4.22)

Since limy_,oo(VO(z)); = 0, then from (4.22) we obtain limy_.(r (2, 7)); = 0.

Finally if 7 > ; and 6[(z)s, ;] > 7, limg_.oo (r(zk, 7)) = 0 easily follows from (4.21)
and (2.23).

The case z; = u; can be studied as above and therefore we can conclude that
limy o0 vs(2g, 7) = 0. O

The first requirement on the solutions returned by the solvers TRESNEI and lsqnonlin
is their 7-feasibility. Moreover, we assess the accuracy of the solutions by using the sta-
tionarity measure v,. In practice, benchmarking requires that the solutions delivered by
TRESNEI and lsgnonlin satisfy

I/f(CC) STfa VS(CC,’Tf) ST,S) (423)

for specified tolerances 7y and 75. The 7-feasibility feature is nontrivially fulfilled by
lsgnonlin as it may return a nonzero-residual stationary point for (4.15). On the other
hand, since TRESNEI generates a sequence of feasible iterations, enforcing (4.23) means
controlling only the stationarity measure v;.

4.5 Numerical experience

In this section we discuss the numerical experiments with TRESNEI and l1sqnonlin, with
particular emphasis on the effects of the enforcement of the convergence test (4.23). All
the tests were performed on an Intel Xeon (TM) 3.4 Ghz, 1GB RAM using Matlab 7.6
and machine precision €, ~ 2 - 10716,
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4.5.1 The problem set

The test examples are from the CUTEr test collection [33]. In view of the suitability
of TRESNEI for medium-size problems, we selected 135 problems of the form (4.2) and
we adjusted their dimensions to obtain variants where n < 500. Among the problems
considered, there are 14 systems of nonlinear equations; the rest of the problems are
constraint sets of programming problems.

In Tables 4.2-4.4 we report the names along with the main characteristics of the
problems under consideration. In particular, ny, and ny, indicate the number of free
and fixed variables respectively, n; the number of variables that are bounded at least
on one side and n, the number of variables bounded on both sides (“range” variables).
Moreover, the number mpg of equalities and the number m; of general inequalities are
reported.

The starting point zp and the analytical Jacobian matrices C'; and C are provided
by CUTEr as part of each problem specification.

4.5.2 Algorithmic options

TRESNEI was run with the initial trust-region radius Ay = 1. The initial guess xy was
the one provided by CUTEr if it is feasible. Otherwise such vector was projected onto
the box €2; this case occurred for 17 problems.

In 1sqgnonlin, for the line search algorithm we selected a safeguarded cubic poly-
nomial method instead of the default strategy. This choice is recommended in [54] if
gradients are supplied and can be calculated quite inexpensively. The initial point used
is the one employed in TRESNEI.

For both solvers, all attempts to solve the test problems were limited to a maximum
of 1000 iterations or 1000 function evaluations. The default tolerances €j, ey in (4.13)
and (4.14) and (1, (2 in (4.17) and (4.18) are

€] = €9 = 1076, (G =C= 1076,

Benchmarking of the solvers has been performed as follows. If one solver reports
a failure with the default tolerances then the benchmarking process is not activated.
Otherwise, the a posteriori test (4.23) is checked as suggested in [19], i.e. setting

Tf=Ts = 1076,

In case (4.23) is not satisfied, the tolerances provided to the solvers are reduced by a
factor 10 and the problem is solved again. The progressive reduction of the tolerances
is stopped, and a failure is declared, when they reach the value 1076, It is important
to remark that if the solvers fail during the repeated runs but the test (4.23) is satisfied
at the returned approximation, then we declare a successful run.

4.5.3 Results

Firstly, we tested TRESNEI and lsgnonlin on the problem set using the default toler-
ances. Secondly, we compared TRESNEI and lsqnonlin checking the a posteriori test
(4.23).
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Let consider the experiments conducted with the default tolerances. Both the Gauss-
Newton method and the Levenberg-Marquardt method implemented in the medium-scale
algorithm of 1sqnonlin were run, see §4.3. TRESNEI solved 121 of the 135 problems, the
Levenberg-Marquardt and the Gauss-Newton implementations of 1sqnonlin solved 131
and 79 problems respectively. In fact, the Gauss-Newton implementation of 1sqnonlin
fails to handle overdetermined problems with rank-deficient Jacobian matrices. Due to
this pitfall, we will refer to the Levenberg-Marquardt implementation of 1sqnonlin in
the remaining of the section.

For the successful runs, we analyzed the value of residual functions © in (4.10) and G
in (4.16) returned by TRESNEI and lsqnonlin respectively; Figure 4.1 shows the values

pr = —logyq [|©(2)]|, p1 = —logyg |G(2)]|. (4.24)

We note that the final residual is less than 107 in 70 problems for TRESNEI and in 26
problems for 1sgqnonlin. For problem HS99EXP, the residual |G| returned is around 1.

&
T
%
*
*
*
*
£
*
*
*
*
*
Eal
*

= -log,, [l © (Il
=
o
:
*
*
*
*
*
%
¥
*
*
*
*
*

(4]
¥ T
X
*
¥
*
*
£
*
#
*
*
#
* 4
* %
*
*
*
* X
*yd

*
*
*

*

o
T

. . . . .
0 20 40 60 80 100 120
successful runs - TRESNEI

101 *
*

* * * * * *’5? * *
sl FEEE U g e w e
*

*
oL ‘ ‘ ‘ * ‘ ‘
0 20 40 60 80 100 120
successful runs - Isgnonlin

~log,, 1G]

p=

Figure 4.1: Plot of final residuals (4.24) for the successful runs.

A further information of interest is the value of the final constraint violations ||[Cr]+ | oo
for the 53 problems containing inequalities. For all the successful runs this norm is lower
than 1. In Table 4.1 we list five ranges of values for ||[C7]+ ||~ at the computed solution
and report the number of problems which attained a value in such intervals. We remark
that the inequalities C7(x) < 0 are satisfied for 9 problems solved by TRESNEI and for
7 problems solved by lsqnonlin. In the remaining problems, the constraint violations
appear to be smaller at the solutions computed by TRESNEI.

Since the convergence tests of the solvers are not consistent, conclusions are difficult
to be drawn from the results obtained. It is quite evident that TRESNEI returns small
values of ||©]|; hence we can safely conclude that the solutions returned by the solver are
accurate approximations to the solutions of problem (4.2). On the other hand, assessing
the accuracy of the solutions delivered by lsqnonlin is more difficult. The residual
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TRESNEI lsgnonlin
l[C1]+|ls || no.of problems | no.of problems
0 9 7
(0 1077) 4 0
[107° 1072) 18 10
[1072 1071) 14 29
107! 1) 0 3

Table 4.1: Constraint violations at computed solutions.

function G in (4.15) includes the simple bounds and the values of ||G|| shown in Figure
4.1 may indicate the computation of an infeasible solution of (4.2) with respect to the
simple bounds.

Performing the benchmark, TRESNEI and lsqnonlin computed a solution satisfying
(4.23) in 119 (88%) of the 135 problems and 117 (87%) of the tests, respectively. Figure
4.2 displays the function-evaluation count performance profile [18] for these runs. The
plot shows that both solvers are very reliable and makes clear that TRESNEI is the most
efficient for about 75% of the runs and lsqnonlin is within a factor 5 of TRESNEI for
about 80% of the runs.

0.8 - B
0.7f B
0.6 B
05 B
0.47 b
0.3} B
0.2} B

0.1r TRESNE[]
—-—- Isgnonlin
1 1

0 ! ! ! ! ! ! !
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fraction of problems for which solver is within X of the best

Figure 4.2: Performance profile, ¢)(x): function-evaluation counts for the 135 CUTEr

problems under consideration.

Some comments on the failures occurring in the benchmarking process are needed.
TRESNEI fails to satisfy the stationarity requirement v given in (4.23) for 2 problems
while 1sgnonlin fails 13 times as the 7-feasibility required in (4.23) is not met. The
reason why lsqnonlin fails to satisfy this requirement is that its iterates may not be
feasible and typically the problem (4.2) has nonisolated solutions. Thus, it may happen
that the sequence generated by 1sqnonlin converges to a solution to problem (4.15) that
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is not feasible but close to the boundary of the box 2. This situation can be verified
numerically as the value of vy settles down for decreasing values of the tolerances (; and
(2 in (4.17) and (4.18).

The purpose of what follows is to investigate the effect of the convergence criteria
(4.23) on solvers performance. In Figures 4.3-4.4, for each problem we report the bar
showing the values

where 75 is the tolerance needed by either TRESNEI or 1sqnonlin to satisfy the condition
(4.23). If one solver failed either with the default tolerances or in the benchmarking, no
bar is plotted. Concerning runs made with TRESNEI, Figure 4.3 shows that the height
of 65 bars is equal to 6 and that for only 7 problems the bars reach values greater than
or equal to 9. On the other hand, for 1sqnonlin 26 bars have height equal to 6 and
24 bars are higher than 9; this indicates that lower tolerances than the default ones are
often necessary to obtain accurate solutions in the sense of (4.23), see Figure 4.4.

These observations are confirmed in Figures 4.5-4.6 where for each problem and solver
we plot the performance metric

p(w) - —10g10(max{uf(x),ys(m,Tf)}), (4'26)

for the computed solution x. Clearly, the heights of the bars give the levels of accuracy
reached, and returned solutions = such that p(x) < 6 do not satisfy the test (4.23). The
white bars indicate the values p(x) obtained using the default tolerances. The black bars
indicate the values p(z) resulting from the benchmarking process; if a black bar is not
present, then (4.23) is satisfied using the default tolerances. If no bar is present, then
the solver fails with the default tolerances.

Figure 4.5 shows that TRESNEI is able to compute highly accurate solutions and,
in accordance to Figure 4.3, the convergence test (4.23) is satisfied with the default
tolerances for most of the problems. Therefore, we can conclude that criteria (4.13)-
(4.14) tend to agree with (4.23) in most cases. On the other hand, comparing Figure
4.5 and Figure 4.6 it is evident that the level of accuracy of the solutions computed by
lsgnonlin is remarkably lower than in TRESNEI.

4.6 Final remarks

The solver TRESNEI is accessible through the web site: http://TRESNEI.de.unifi.it.
Since TRESNEI does not require any special toolbox, it can easily serve as a template for
translations in another language.

TRESNEI has been used in several contexts. We are aware of its use in [67] for
solving nonlinear feasibility problems arising in the restoration phase of a filter method
for nonlinear optimization with expensive function. Moreover in [5], TRESNEI has been
applied to bound-constrained systems resulting from the performance analysis of multi-
radio wireless networks.

The overall performance of TRESNEI against lsqnonlin encourages us to study pos-
sible improvements and extensions of the algorithm implemented. A chance of extending
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the applicability of TRESNEI comes from the use of iterative linear solvers in the trust-
region solution. Next chapter is devoted to the design and analysis of the TREBO-GN
method for large-scale problems.
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TRESNEI

Problem number

Figure 4.3: Graph of the performance measure (4.25) for TRESNEI.

Isqnonlin

Problem number

Figure 4.4: Graph of the performance measure (4.25) for 1sqnonlin.
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Figure 4.5: Graph of the performance metric (4.26) for TRESNEI.
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Figure 4.6: Graph of the performance metric (4.26) for 1sqnonlin.
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Problem Nfr ny Nr | Nye mg My
AIRPORT 0 0 84 0 0 42
ALLINITC 1 1 1 1 1 0
ALJAZZAF 0 | 100 0 | 400 1 0
ALSOTAME 0 0 2 0 1 0
ANTWERP 0 3 24 0 8 2
AVGASA 0 0 8 0 0 10
AVION2 0 0 49 0 15 0
BATCH 0 2 46 0 12 61
BIGGSC4 0 0 4 0 0 13
BLOCKQP1 0 0 30 0 10 1
BLOWEYA 11 0 11 0 12 0
BT13 4 1 0 0 1 0
CAMSHAPE 0 0 | 100 0 0 304
CANTILVR 0 5 0 0 0 1
CHANDHEQ 0 10 0 0 10 0
CHEMRCTA 0 10 0 0 10 0
CHEMRCTB 0 10 0 0 10 0
CLNLBEAM 51 0 98 4 || 100 0
CONCON 10 5 0 0 11 0
CORE2 0 41 | 116 0 || 108 26
CORKSCRW 47 0 40 9 60 10
C-RELOAD 0 84 | 258 0 || 200 84
CSFI1 0 4 1 0 2 3
CSFI2 0 5 0 0 2 3
CVXQP1 0 0 | 100 0 50 0
DALLASM 0 0| 196 0| 151 0
DALLASS 0 0 46 0 31 0
DECONVC 0 51 10 0 1 0
DEGENLPA 0 0 20 0 15 0
DEMBOT 0 0 16 0 0 21
DISC2 22 0 7 0 17 6
DISCS 21 12 0 3 18 48
DNIEPER 1 0 56 4 24 0
DRUGDISE 10 30 19 4 50 0
DUALI1 0 0 85 0 1 0
EG3 1 0 | 100 0 1 299
EIGENA 0 0| 110 0 || 110 0
EIGMAXA 0 0| 101 0| 101 0
EIGMAXB 0 0| 101 0|l 101 0
FCCU 0 19 0 0 8 0
FEEDLOC 0 0 87 3 19 288
FLETCHER 3 1 0 0 1 3
GRIDNETA 26 16 4 14 36 0
GRIDNETC 40 20 0 0 36 0
HAGERA4 10 10 0 1 10 0

Table 4.2: Test problem characteristics.



4.6. FINAL REMARKS

Problem

3
-
3

23

3
S

3
<
B

3
&

3

HIMMELBI
HIMMELBJ
HIMMELBK
HIMMELP5
HONG
HS15

HS17

HS18

HS19

HS23

HS41

HS53

HS54

HS59

HS60

HS63

HS68

HS69

HS71

HS72

HS73

HS74

HS75

HS80

HS83

HS87

HS95

HS101
HS104
HS106
HS107
HS108
HS109
HS111
HS112
HS114
HS116
HS119
HS99EXP
HUES-MOD
HUESTIS
LEAKNET
LEWISPOL
LOTSCHD
MANNE

\V)
OO OOV R DODODODODODODODODODODDODODODODODODODODODDODODODOODODCDOOOHOOOOO

0]
o

o O O

100

N
O = W

[y
QOO OO NHFNOODODODDODODODOODDODODOODODODODOWODODOODODODODOO R~ —~O

N -
cocooco

12
199

O N O WWWTDDODUTMNUUE R R REREEREOODWNOS R NDNDNDRFE OERDNDOOO

—_

==
OO OO IO WO o

100

H O OO OO WODODODODODODODDODODODODDODODODODDODDODOOODDDODOODODODOOODODODOOOCDOOOOCONO

— =
O = = O

\V)
NN HFHOWOWWWIHITOODDDODOODOHROWWWHFROHFDNNNHFOR WHOOOOOHR

153

O N ©

—_
o N

—_

[y
OO OO ODOU WO OHRE WOINUUEREODITODNNNNRFR OODODOWODODODUNNNDNO WO

200

Table 4.3: Test problem characteristics.

67



CHAPTER 4. A NEW MATLAB

SOLVER: TRESNEI

Problem Nfr np Nr | Nye mg  Mmr
MCONCON 10 5 0 0 11 0
MINC44 0 11 12 4 18 0
MINPERM 0 1 4 0 5 0
MISTAKE 8 1 0 0 0 13
MRIBASIS 0 0 24 12 9 46
NET1 20 0 23 5 38 19
NCVXQP1 0 0 10 0 5 0
ODFITS 0 10 0 0 6 0
OPTCDEG3 40 39 40 3 80 0
OPTCNTRL 9 10 10 3 20 0
ORTHREGE 35 1 0 0 20 0
ORTHREGF 78 2 0 0 25 0
PFIT1 2 1 0 0 3 0
PFIT2 2 1 0 0 3 0
PFIT3 2 1 0 0 3 0
PFIT4 2 1 0 0 3 0
POLYGON 0 0 48 2 0 324
PRODPLO 0 60 0 0 20 9
QR3D 145 10 0 0 || 155 0
QR3DBD 117 10 0 0|l 155 0
READING1 0 0 5 1 2 0
READING4 0 0 50 1 0 100
READING5 0 0 | 100 1 100 0
READING6 50 0 51 1 50 0
READING9 100 0 | 101 1 100 0
RK23 11 6 0 0 11 0
ROCKET 102 | 101 | 100 4 252 0
SEMICON1 0 0 10 2 10 0
SEMICON2 0 0 10 2 10 0
SINROSNB 9 0 1 0 0 18
SOSQP1 0 0 20 0 11 0
SSNLBEAM 11 0 20 2 20 0
STCQP1 0 0 17 0 8 0
STCQP2 0 0 65 0 30 0
STEENBRA 0| 432 0 0 || 108 0
STEERING 197 1 51 7 1| 200 0
STNQP2 0 0 65 0 30 0
SWOPF 73 0 10 0 88 14
SYNTHES2 0 2 9 0 1 14
TRAINF 200 0 | 200 8 || 202 0
TRAINH 20 0 20 8 22 0
TRUSPYRI1 3 8 0 0 3 1
TWOBARS 0 0 2 0 0 2
UBH1 54 0 33 12 60 0
WATER 0 0 31 0 10 0

Table 4.4: Test problem characteristics.



Chapter 5

An inexact Gauss-Newton
method

The methods proposed in Chapter 3 and their implementations rely on direct methods
for linear systems and linear least-squares problems. These direct methods may be
preferable to iterative methods when the cost of a matrix factorization is not excessive,
e.g. if the dimension of the problem is sufficiently small or the Jacobian matrix is
structured. Otherwise, it becomes necessary to use iterative methods for the solution of
the linear systems and linear least-squares problems arising at each iteration.

In this chapter we present a modification of the TREBO-GN method based on iterative
methods for the linear algebra phase which can be especially suited for the large-scale
setting. In Section 5.1 we introduce a version of such procedure where a solution of
the trust-region problem is approximated by the Conjugate Gradient (CG) method.
Provided a suitable control on the accuracy to which we attempt to solve the trust-
region problem, in Sections 5.2 and 5.3 we prove that the properties of global and local
convergence of the TREBO-GN method are retained.

5.1 Description of the method

In this section we describe an inexact Gauss-Newton trust-region method, called ITRE-
BO-GN, for solving large bound-constrained least-squares problems of the form

. 1 2
min 6(z) = S [|©()]% (BCLS)
where 6 : R" — R, © : R" — IR™ is a given continuously differentiable mapping and
) is the n-dimensional box @ ={r ¢ R" | [ <z <u},l € (IRU—-00)", u € (RUo0)",
[ <u.

The basic idea of the TREBO-GN method is to take the possibly projected minimum
norm step (3.7) as frequently as possible, taking advantage of its good properties in
a neighbourhood of a zero-residual solution. The aim of the new method is retaining
this property and at the same time avoiding the high computational cost in forming the
minimum norm step by direct factorization methods.

69
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Algorithm 5.1 SOLVING THE TRUST-REGION PROBLEM BY CG METHOD

Input: x5, 0 <, <1, Ap > 0.
1. Set p,(;)) =0and j=1;
2. Compute the j-th CG iterate p,(cj) given in (5.3);
3. If Hpg)H < Ay and plgj) satisfies (5.5),
then set pé = p,gj), return py, = pi.
4. 18 [pl| > Ay,
find 7 such that pyT = pg_l) + T(pg) — plgj_l)) satisfies |[py7]| = Ay,

return py, = pr;
5. Set 7 = j + 1 and go to Step 2.

The ITREBO-GN method differs from the TREBO-GN method in the solution of the
trust-region problems which are solved by the CG method. Now we describe the algo-
rithm for computing an inexact trust-region step py and use the properties of the CG
method summarized in Section 2.2.2.

Given zj € €0, we consider the following trust-region problem

, 1
min {my(p) = Sl Jep + Oll* + pll < Ax}. (5.1)

(0)

Let p;” = 0 and {pl(j )} be the sequence of iterates generated by the CG method applied
to the normal equations
JEJp = —JL Oy (5.2)
We know that for j > 1
p,(gj) = argmin {my(p) : p € K;}, (5.3)

where KC; is the Krylov subspace defined in (2.19).
Let pé be the first CG iterate producing a prescribed reduction of the value of Vimy,
i.e.
pi, = argmin {my(p) = p€ K;},  [[Vm(pp)l| < miel Vi (0)]), (5.4)
where 7, € [0,1) is the so-called forcing term. We note that by Vmg(p) = JI (Jx p+ Oy)
and (5.4) it follows

JETpr = —JLO + 1y,
el < ol JE Ok, (5.5)

i.e. pl is an inexact Gauss-Newton step for the problem V@(x) = 0 and the forcing term
Nk is used to control the accuracy in the solution of the system (5.2) [15].
(0) (4)

Since we initialize p, ~ to zero, each iterate p;’” is larger in norm than its predecessor
and CG terminates in a finite number of iterations computing the minimum norm step

Pk =~ O (5.6)
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This implies that
Pkl < llpi 11 (5.7)

Therefore, we stop the CG iterations as soon as either the specified accuracy (5.5) is
achieved or the trust-region boundary is reached. In the former case the approximate
trust-region solution is the low-dimensional unconstrained minimizer pi of my. In the
latter case, no further 1terates giving lower value of m; will be inside the trust- reglon
If p(J) is such that ||p || < Ap < ||pk | then we take the Steihaug-Toint point py”
given in (2.21). This process is described in Algorithm 5.1.

Except for the solution of the trust-region problem, the ITREBO-GN method coincides
with the TREBO-GN method given in Algorithm 3.1. For sake of completeness, in Algo-
rithm 5.2 we describe the k-th iteration of the ITREBO-GN procedure. At each iteration
we set an upper bound 7,4, < 1 on the forcing term 7, so that the sequence {n;} is
uniformly less than 1. This is a basic requirement for the inexact Newton framework

[15].

Algorithm 5.2 ITREBO-GN: k-TH ITERATION

Input: x5 € Q, 0 < Apyin, < Ak, 0 <0t < Mgz < 1, B, 2,0 € (0,1).

1. Compute the inexact trust-region step pg. using Algorithm 5.1.
2. Let py = Po(xy + pir) — T

3. Compute the generalized Cauchy step pkc based on (3.11).

4

CIf

_ o mg(0) — myg(prr)
pe(Pir) = e (0) = (00 > f, (5.8)

Set pr = Dir;
Else find
pr = tpf + (1= t)pir, (5.9)
€ (0,1], such that (5.8) holds.
5. If

0(zy) — 0(xk + p)
m(0) — my(pr)

Set w41 = g + p, choose Ak—l—l > Apin and Nk+1 € [Oanmam];
Else reduce Ag, A = dA; and go to Step 1.

po(Pr) = > [a, (5.10)

We conclude this section making some comments on Algorithm 5.2 and pointing out
the differences between the TREBO-GN and the ITREBO-GN methods.

The CG approach in the ITREBO-GN method substitutes the computation of the step
pév and possibly of the dogleg step performed in the TREBO-GN method, see Step 4 of
Algorithm 3.1.

It is interesting to note that the TREBO-GN method works directly with the matrix
Ji and orthogonal transformations showing very satisfactory stability properties, while
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the ITREBO-GN method works with the matrix JE Ji. More insight the CG approach,
it requires the action of Jp and Jg on vectors but the explicit formation of the ma-
trix Jng can be avoided using the factorized form Jg(Jkp + ©k) = 0 of the Newton
equation. Working with J; and Jg separately has two important advantages. First,
a small perturbation in J,ZJ/,C, e.g. by roundoff, may change the solution much more
than perturbations of similar size in Jj, itself. Second, we avoid the fill which can occur
in the formation of J,?Jk. On the other hand, the accuracy of the computed solution
may depend on the square of the conditioning of J. In view of these considerations, we
think that as long as the computational and storage cost is not prohibitive, the TREBO-GN
method can be competitive with the inexact approach.

5.2 Global convergence analysis

The analysis is carried out under the Assumptions 1 and 2 stated in Section 3.3. Follow-
ing the lines of the proof of Lemma 3.5 it is easy to show that the ITREBO-GN method is
well-defined i.e. the k-th iteration of the method terminates in a finite number of trials.

The global convergence properties of the method are guaranteed by imposing the
condition (5.8) in Step 4 of Algorithm 5.2 and they are summarized in the following
theorem.

Theorem 5.1 Let Assumptions 1 and 2 hold and {x}} be the sequence generated by the
ITREBO-GN method.

i) Every limit point of the sequence {xy} is a first-order stationary point for the problem
(BCLS).

it) If * is a limit point of {xx} and ||©(x*)| = 0, then all the limit points of {xx} are
zero-residual solutions to problem (BCLS).

iii) If * is a limit point of {xy} such that x* € int(Y) and J(x*) has full row rank,
then x* is such that ||©(z*)| = 0.

Proof. See Theorems 3.1 and 3.2. U

5.3 Local convergence analysis

The local convergence analysis of the ITREBO-GN method parallels that of the TREBO-GN
method. Let assume that the sequence {x}} generated by the ITREBO-GN method has
a limit point z* such that ||©(z*)|| = 0 and that the Jacobian J(z*) is full rank. Then,
under suitable choices of the sequence {n;} of the forcing terms, the use of the inexact
step pé as an approximation to the minimum norm step p]kv preserves the convergence
properties of the TREBO-GN method.

In this section we will show that eventually there is a simple transition from the
global method with a direction py of the form (5.9) to the projected step

pr. = Po(xk +pp) — 2k (5.11)
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In fact, eventually the trust-region constraint becomes inactive and ﬁé satisfies (5.8) and
(5.10). As a consequence the sequence converges to z* and, for appropriate choices of
{nr}, the rate of convergence is q-quadratic, see Theorems 5.2 and 5.3.

As in Section 3.3.3, we let S be the nonempty set of zero-residual solutions to problem
(BCLS). We denote the distance from the point z to the set S by d(z,S) and let [z]s € S
be such that ||z — [z]s|| = d(z,S), see (3.43) and (3.44). Note that Lemma 3.2 applied
with the steps pl, pl given in (5.4) and (5.11) provides a condition analogous to (3.52),
i.e.

d(zy + ph,S) < d(zy, + pt, S). (5.12)

The assumptions made throughout the section are the Assumptions 3 and 5 described

in Section 3.3. For sake of clarity, we restate these two assumptions in one as follows.

Assumption 6 The sequence {xy} generated by the ITREBO-GN method has a limit
point z* € S and J(x*) is full rank.

In the following study we will use the results proved in Lemmas 3.1, 3.2, 3.6, 3.7 and
3.8. In particular, for subsequent references, we let a; and s be constants defined as

a1 =vxL, Q9 =Uyp, (5.13)

where xr, and vp are in Assumptions 1 and 2 and reduce the constant 7 of Lemma 3.8
if necessary so that

ajaT < 1/4. (5.14)

Under Assumptions 1, 2 and 6, (5.6), (3.49) and (3.46) imply that if 2, € B, (2*) then

I Il < v 10kl < a1 d(a, S). (5.15)

5.3.1 Properties of the inexact trust-region step

The next lemma establishes that if x; is sufficiently close to x*, then the trust-region is
inactive and the inexact step pé is taken as the approximate trust-region step.

Lemma 5.1 Let Assumptions 1, 2 and 6 hold. Then there exists ¢ > 0 such that if
xp € Bo(x*) then the trust-region solution py. computed by Algorithm 5.1 is the step pé

given in (5.4).

Proof. Let 7 > 0 be given in Lemma 3.8 and let 2, € B (z*). Since z* € S and
(5.15) holds, there exists a scalar ¢ < 7 sufficiently small so that if z; € B.(x*) then
”PkNH < Apin. Namely, the unconstrained minimum norm minimizer of the quadratic
model my, lies in the trust-region. Therefore, by the property (5.7), Algorithm 5.1 returns
the step pé. O

Moreover, the following technical lemma holds.
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Lemma 5.2 Let Assumptions 1, 2 and 6 hold. Let 7y < T where T is given in Lemma
3.8 and 72 < 11/(1 + ). Then if xy € Br,(z*) then

T —i—pi € B, (z"), x —i—pi €L, [z +p£]3 €L, (5.16)

and
T+ pr € By (z¥), x,+ 5L € L. (5.17)

Proof. Note that (5.7) yields
ek + pk — 2| < [l — @[+ llpkll < 2 — 2 + Iy Il

Then, by (5.15) we have ||zx + pl — 2*|| < (1 + a1)72 < 71. Hence, by Lemma 3.6 the
statements in (5.16) are proved. Similarly, using the contractivity (3.22), (5.17) holds.
(]

The analysis of the steps p£ and ﬁ£ is the subject of the next lemmas. Lemma 5.3
concerns the overdetermined case, while Lemma 5.4 refers to the underdetermined case.

Lemma 5.3 Let m > n and let Assumption 1, 2 and 6 hold. Let oy and g be the
constants defined in (5.13). Then, there exists a positive constant p°, such that if xj €
Bpo(z*)
|z, + bf, — 2| < ok +pf, — 2| < 6F [l — 27, (5.18)
where
¢f = ao(yp(af + 1)|Jag — ™| + arxem)- (5.19)

Proof. Let w and 7 as in Lemma 3.7 and Lemma 3.8 respectively. Fix xj, € Bpo(x™),
where
p° < min{w,7}/(1 + aq).

Then by Lemma 5.2 and using (5.16) with 73 = min{w, 7} we obtain
ok +pi € Br(a"), wp+pp € Bu(a"), ax+pi€L, [mn+pils€l. (5.20)
By condition (3.48) we get
5. + Pk — 2| < a0l + PRI, (5.21)
so we need to estimate [|©(z) + pi)|| to prove (5.18). By (3.21) we get

10k + ) < 0@k +pk) — Ok — Jkpill + 11Ok + Jipil|
< lpil? + 18k + Jxpr - (5.22)

Consider the SVD decomposition of Ji, see Appendix A.4. By Lemma 3.8 Jj, is full rank.
Hence, let J; = UpS, VI = (Upa,Ur2)SkV,] where Upy € R, Up g € R
Vi € R™" X € R™", X = diag(s1,---,%n), & > 0 for all i = 1,...,n. Then we have
that

Ug,l = UIZ:1(JkT)+Jg7
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because (JI)*JI is the orthogonal projection onto the range of Ji, [20]. As a conse-
quence we may write that

U1 Ok + Jxpi) | = 101 (i) T (O + Jipi)Il-
If we use (3.49), (5.5) and Assumption 2 we obtain

1UE2(©r + Tepi)ll < 1T I (O + Tipi)l
< o nk“@k” (5.23)

Moreover we verify easily that U,g 5Jr = 0 and so
Uz 2Ok + ki) || = 1020k = [|Uk 2U5; 2Ok,

where the last equality follows from U, k,T oUk,2 = I;,—y,. Moreover the equality I,,, = U,pU g
yields
Ur2Upl 50k = (Im — Ur 1 U} 1) Oy,

and by Jkp]kv = —JkJ,j@k = —Uk,lUgjl@k we get
Uk;’QU]sz@k =0+ Jkpév. (5.24)
Since pY is the global minimizer of ||© + Jip| we obtain from (5.24) that

UL 5Ok + Jepp) |l = 110k + Jipp | < 1Ok + Ji(wg — )]

From (3.21) we get
1UZ 2Ok + Jxpi) | < vpllaw — 2% (5.25)

Combining together ||©y + Jipl|| = UL (O + Jkpl)|, (5.23) and (5.25) we find that
10+ Jiptll < 1UL O+ Tepi) |+ 11U 2 O+ Jepi) | < o1 mi|| Okl +vp |2k —a*|. (5.26)
By (5.22), (5.7), (5.15), (5.26), (3.46) and (3.48) we obtain
182k +pp)ll < (vp(ai + D)llzx — ™| + arxzm) lax — 2.
Hence (5.21) and (3.23) give (5.18). O
The same result holds if m < n and the proof is essentially the one of Lemma 3.10.

Lemma 5.4 Let m < n and let Assumption 1, 2 and 6 hold. Let aq,as and v be the
constants defined in (5.13) and (3.49) respectively. Then there exists a positive constant
p*, such that if x), € Bpu(x*) and if ny, < min{nmqa, 1/(40q)}, then

d(zr, + pf, S) < 2v(vos||Ok] + cami) 11Okl (5.27)

and

d(zy + pi, S) < o) d(wp, S), (5.28)

where
op = 205 (aad(zy, S) + M) (5.29)
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Proof. Let 7 as in Lemma 3.8 and such that (5.14) holds. Fix xj, € B,u(x*), where
Pt < /(1 + 2a1). (5.30)
Then by Lemma 5.2, we get
x), +pp € Bo(z*), xr+pp €L, [vp+pils €L (5.31)

To prove the thesis we need intermediate results. Consider the sequence {wgy;}i,
I > 0, of the form
Wk = Ty Wipt41 = Wyt + Spyps >0, (5.32)

where sé 4 s computed by applying CG method to the linear system

J(wie)" T (wregr)s = =J (wig) " O (wpy).

Specifically, starting from the null initial guess, the step s£ 4y is the first CG iterate such
that

172l < Tl (i) © (wrga)ll, 1> 0,
where 7; is given by
Froyt = J(wist) "I (wia)shg + J (wia) T O(wiqr), 10, (5.33)
and {7x4:}1>0 is a sequence of positive scalars such that 7 = 7, and SUPj>0 Tk+j <
1/(4a1). Note that for I =0, we get si = pl. Letting
sy = —J (W) O(wpy), 1> 0. (5.34)
we have
Isksall < skl 0> 0. (5.35)
First, we show that {wiy;}i>0 € B (2*). Second, we prove that {wy4;};>¢ has limit
point in §. We begin proving that {wy;} C B;(z*) by induction. The thesis trivially
holds for wy, = x;. Then, we suppose that wy,; € B;(2*) for j < | and show that
Wi+i4+1 € B (x*). By (5.34), (5.35), (3.49), (3.21) and Lemma 3.8 we get
skl < llsissll < vil©re)Il, (5.36)
1©(wht) — O(whpj—1) = J (Whaj—1)shs 1l ollski i1l (5.37)
17 XL ket 5 11O (i), (5.38)

for j = 1,...,1. Moreover, from (5.33), (5.34), (3.49) and (JI)*JI = JpJ,t = I, it
follows

<
<

1 (Wit 1) (i1 = sk DIl S vllFegall, 1< <L
Hence from (5.38) and (3.46)

10 (wi5) |

1©(wprj) — O(wppj—1) — J (Wrrj—1)shs ;1 £ T (Werj—1) sk

< llstajall® + vllFerj—1ll
< (vae||®(wkyj—1)|l + a1ikrjo1) [[©(wetj-1)|| (5.39)
< (o d(wptj-1,S) + arfikyj—1) [|O(wirj—1)
< (a7 + anfltj-1) [[O(wesj—1)|
1
s 35 10(wgj-1) I,
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for j =1,...,1, since ayapr < § and sup;>ofk+j < 1/(4a1). Then it follows that

1\’ ,
Ol < (5) 10, 1<i<t,

and by (5.36) ‘
1\’ .
Istll<v(3) teul 1<5<t (5.40)
It then follows from (5.40) that

I
lwigirr — 2| < Y wkgjen — weasl| + lox — 2|
=0

!
I

D llskesll+

j=0

NG,
Vol Y (3) + 0"
j=0

IN

IN

and (3.46) and (5.30) yield to
|lwerier — 2% < 2v|Ok]| + p" < 207 d(xg, S) + p* < (201 +1)p" < 7.

As a consequence, {wgy;} C Br(z*) and wyy; satisfies Lemma 3.6 and Lemma 3.8 for
all [ > 0. Further, the conditions (5.36), (5.37) and (5.38) hold for j > 1.

Second, we prove that {wy;} is a Cauchy sequence with limit point z € S. In fact,
letting p > ¢ > 0 and proceeding as above we obtain

p—1 p—1 e
[whtp = Whigll < Y skl <D sl <D Nl < 201"
Jj=q Jj=q j=0

Thus, {wg4;} is a Cauchy sequence and the limit is denoted as z. To show that z € S note
that (5.33), (3.21), (3.20), (5.32), (5.38) and the property (J(wg)")TJ(wpr)? = I
yield

(T (wrrt) ") T T (W) T O (W1 |

1 (wrey ) 1 (i) T (O(whas1) = J(wia)sjgs — O(wrpa)) + Pyl
v (xerpllstill® + [Fkll)

v (x20l8kpal” + XLk ]|© (wier) )

a1vp|[wii+1 — W] + 1t (O (Wri41) — O(wegd) || + 1O (wrri1) )
a1 vp||wei41 — Wea]|? + /4L [ wkti+1 — Wi || + [0 (wrta1)]]),

1©(wrti41) |

VAN VAN VANRR VANRR VAN

for [ > 0. Hence

4
10 (witi11)]| < 3 (a1vpllwrgir1 — wrpll + x2/4) |wrgi11 — wirl],
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for I > 0. Since lim;_, o ||wkt1+1—wi41]| = 0, it follows ||O(Z)| = limy—co [|O(Wrt141)| =
0.

Now we can prove the thesis of the lemma. Note that ||z + pl — Z| = ||wg11 — 2| <
>0 HséHH, see [48]. From (5.36) and (5.40) we get

e’} 0 —1
_ 1\’
lox+pi -2l < ZHséﬂ-HSZv(g) [© (i)l = 20O
j=1 j=1

Then, using equation (5.39) with j = 1 we obtain

lzx + pr, — 2 < 2v(vos||Ok] + avm)||Ok]- (5.41)
Since d(zy + pL,S) < ||zx + pi — z||, (5.27) holds. Finally, applying (5.12), (5.27) and
(3.46) we easily obtain condition (5.28). O

The next lemma gives useful asymptotic bounds on quantities that will be used in
the proofs of Lemma 5.6 and Lemma 5.7.

Lemma 5.5 Let Assumptions 1, 2 and 6 hold. Let ay, s and v be the constants defined
in (5.13) and (8.49) respectively. Then there exist a constant T > 0 such that if x) €
B;(z*) then

Xrd(zr + pi, S) + vou||O %, (5.42)
(V203 Ok” + 2vas|| Jepk + Oll) Ok (5.43)

|| TPk + Ol

<
10 (zk + PRI — | Jepk + Okll* <

Proof. Let T as in Lemma 3.8. Fix 3, € B;(x*), where 7 < 7/(1 4 aq). Then by Lemma
5.2, (5.16) and (5.17) hold with 7 = 7.
Consider the equality

Jibr+ Ok = O(zy + pr) — O[zk + pils) + Jibr — (O(xk + D) — O).
Then by (3.20), (3.21), (3.23), (3.22), (5.7) and (5.15) we obtain

< xrlzk + i — [z + pi)s|l + v lBL I
< xellow + vk — [2e + pilsl + o llor |12
< xpd(zk +pi,S) + vas| k|2,

| J5, + Ol

and (5.42) is proved.
To prove (5.43) we use Theorem A.2 to get the statement

1
O(zy, +pj) = O +/ J (), + tpg) Py, dt + JiBj, — Jipj.-
0
Hence,

1
10k +PDIP = [kph+ Okl + | /0 (s + tPL) — J) Pl e
1 T
w2 ([ Gt - mpkdr) (ol +4).
0
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and consequently by (5.15)

Yolpel* + 27| Jkpk + Ol 15412
V203 ||0k||* + 2vas|| Jepy, + Okl Ok

10z + PR)1* = 17Dk + O

5.3.2 Local analysis: the overdetermined case

The next results concern the case m > n. We begin proving that under proper as-
sumptions on the forcing sequence {n}, the step pi satisfies condition (5.8) and (5.10)
whenever zy, is sufficiently close to z* and k is sufficiently large. The proof follows closely
the lines of Lemma 3.15.

Lemma 5.6 Let m > n and let Assumptions 1, 2 and 6 hold. Assume that limyg_oo np =
0. Then pi satisfies conditions (5.8) and (5.10) whenever xy, is sufficiently close to x*
and k is sufficiently large.

Proof. Let 9° < min{p°, 7}, where p°® and 7 are given in Lemma 5.3 and Lemma 5.5
respectively and fix x € Byo(x*).
Note that my(0) — my(p§) < m(0) and

_ | Jkpf, + Okll?
pe(Py) > 1 - —H"“@k”g . (5.44)

Since d(zy + pi,S) < |z + ph — 2|, (5.42), (5.18), (3.46) and (3.48) yield

1Jkpk + Okl < xrdRllak — || + vas| O
< opller — 2", (5.45)

where ¢f is given in (5.19) and oy, is defined as
op = XLoy + aras|z — 27| (5.46)

Thus, (5.44), (5.45) and (3.48) give

Since limy oo = 0, if xp is sufficiently close to z* and k is sufficiently large we
obtain that p! satisfies condition (5.8).

Let pf satisfy (5.8). To prove that pi satisfies (5.10), observe that my(0) = [|©x]|?/2,
my(pt) < my(0) and

ek + PP = | Tkpg + @kHQ.
10k12 = | Jkp, + Ok?

po(pr) = 1 (5.47)
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From (3.48) and (5.45) we have

_ 1 ) *
jOul? ~ [tk + Ol > (g (022 ) o — "I (5.48)
0

Using (5.43), (5.48), (5.45), (3.46), (3.48) we have

(V2a3||Ok|1 + 2vas|| Jip, + Okll) [|Ok]|?

]
po(Pr) = 1-
(& = (@02) lla — 22
2.2 * |12 o *
asas||er — x + 2vanol||r, — @
o 1= g ofadllos =P + vonopln — o) 5.49)
a_g_(ak)

Then, if zj, is sufficiently close to the solution x* and k sufficiently large, the second
term in (5.49) can be made less than (1 — 3) and pi satisfies condition (5.10). O

Next theorem provides the main result on the convergence rate of the sequence
generated by the ITREBO-GN method for the overdetermined case.

Theorem 5.2 Let m > n and let Assumptions 1, 2 and 6 hold. Then the sequence {xy}
generated by the ITREBO-GN method converges to x* q-superlinearly if limy_,oonp = 0.
Moreover the convergence rate is g-quadratic if n = O(||©k]|).

Proof. Let {xy;} a subsequence of {x}} converging to z*. By Lemmas 5.1 and 5.6 if xy,
is sufficiently close to * and for k; sufficiently large, then the step taken is equal to ﬁé)_
and by (3.22), (5.7) and (5.15) lim;_. péj = 0. Then, since z* is an isolated limit point
of {zx}, using Lemma A.1, we conclude that limy_, .z = z*.

To establish the convergence rate of {xy}, let x; sufficiently near to z* and k suffi-
ciently large so that xg 1 = z) + ﬁé and Lemma 5.3 holds. Then from (5.18)

|2k — 2|

< (o}
Jow — o] = 9%

where ¢ is defined in (5.19). Since limy ¢, = 0, x} converges to z* g-superlinearly.
Moreover, if nx = O(||©k]|), then np = O(||lxx — «*||) and it follows |zki1 — z*|| =
O(||xy, — x*||?), i.e. the g-quadratic rate is guaranteed. O

5.3.3 Local analysis: the underdetermined case

The main local convergence properties of the ITREBO-GN method for the case m < n
follow. First we prove a lemma whose proof follows the lines of Lemma 5.6 for the
overdetermined case.

Lemma 5.7 Let m <n and let Assumptions 1, 2 and 6 hold. Assume that limy_, . np =
0. Then pl. satisfies conditions (5.8) and (5.10) whenever xy, is sufficiently close to x*
and k is sufficiently large.
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Proof. Let ¢¥* < min{p", 7}, where p" and 7 are given in Lemma 5.4 and Lemma 5.5
respectively and let & sufficiently large that n, < min{na.,1/(4a1)}. Fix ), € Byu(z¥).
Note that since z* is a limit point of {x}} and limy_ ., nx = 0, there exists an iterate
and a forcing term 7y satisfying the above conditions.

First we prove that pl satisfies (5.8). By (5.42), (5.27) and (3.46) we obtain

| 7kpr, + Okl < ot l1O%]l, (5.50)

where
ol = ajan(20q + 1)d(zy, S) + 2a3n;. (5.51)

Thus, (5.44), (5.50) and (3.46) give
pe(Pr) > 1= ()%,

Then, ﬁé satisfies condition (5.8) if zy is sufficiently close to z* and k is sufficiently large
so that 1 — ()% > f3;.

Second we prove that pl satisfies (5.10). Let pi. satisfy (5.8). From (5.50), (3.46) we
have

10k1* = 17k + Okl* > (1= (%)) ©]*- (5.52)
Using (5.47), (5.43) and (5.52) we obtain

B v2a3||Ok | + 2vas| Jxpl + Ol

_J >
po(Py) = 1~ (00)? )
o V2dlOk]* + 2vas0}||Ok]
= 1— (o2 ’
| 03d(zg, S)* + 20naz0)d(xy, S) (5.53)
= 1—(o})? ' '

Then, if x;, is sufficiently close to the solution x* and k is sufficiently large, the second
term in (5.53) can be made less than (1 — (), hence pl satisfies condition (5.10). O

Now we provide the main result on the behavior of the sequence {x} generated by
the ITREBO-GN method for the underdetermined case. The proof of the theorem parallels
that of Theorem 3.3.

Theorem 5.3 Let m < n and let Assumptions 1, 2 and 6 hold. Then the sequence {xy}
generated by the ITREBO-GN method converges to x* q-superlinearly if limy_ ..o nr = 0.
Moreover the convergence rate is g-quadratic if n, = O(||Okl|).

Proof. Let k be sufficiently large so that ¢" in (5.29) satisfies ¢} < % and 7, <
min{"maz, 1/(4a1)} for k > k. Let ¢y < min{s, p*}, where ¢ and p* are given in Lemma
5.1 and Lemma 5.4 respectively, and k£ > k be such that if z;, € By, (2*) and k > k then
Pl satisfies (5.8) and (5.10). Finally, let ¢ < 147_’022@1. Fix k > k and zy € B¢(z*).

We begin showing that if x;, € B¢(x*) then ; € By, (x*) for [ > k. We proceed by

induction. First, we show that x;41 € By, (2*). In fact, by (3.22) we have ||z —2*|| =
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|z + P — 2*|| < ¢+ |lpk|l. Thus by (5.7) and (5.15) and the definition of ¢, we get
|lzk41 — 2*|| < (1 + a1)¢ < 1P Second, we assume Tpi1, ..., Tpym—1 € By, (x*), and
show that 1, € By,(x*). From (5.28) it follows

1 ! 14!
d(xp41,S) < g d(Tpg-1,S) < 3 d(xpq1-1,S) < < <§> o d(zk,S) < C(§> ;

forl=1,...,m. Thus,

|Zhsem — 2% < |Thtm — Thpm—ll + - + |z — 2"
m—1
s
< Z 5%l + ¢
1=0
m—1
< a1y d(@,S) + ¢
1=0

where the last inequality follows from (5.7) and (5.15), and
m—1 N o0 N
lorrm =l < (@Y (5) +DC< (@Y (5) +1¢=2ar+1)¢ < vy,
1=0

2
1=0

where the last inequality is due to the choice of (. Note that we have x4 = xr4+-1 +
15£+l—1 for [ > 0. Moreover, letting p > g > k we have

p—1 o] N
|zp — zql] < Z 1P < e Z <§) ¢(=2a1C.
l=q 1=0

This means that {z}} is a Cauchy sequence and hence it converges. Since z* is a
limit point we conclude limy_,o z = 2*. To establish the convergence rate of {zy}, let
k > k sufficiently large so that xy4 ;41 € By,(2*) for j > 0. By (5.15) and (5.28) we
obtain

_ _ 1
kg ja | S NDRyjoall < 01 d(@pg s, S) < ardfyy d(zpy;, S) < Plat d(@k+j,S).

Then, we proceed as above and using [|z41 — ™| < 3222, HﬁéﬂﬂH, and (5.28) we get

[ee]
|2k =2 < ar Y d(@hij41,S)
j=0

e 9] 1 i
ar Y <§> d(k41,S5)
=0

2041(?% d(.%'k,S)

IN

IN

Hence
251 — 27| _ 2006) d(zk,S)

lze —z* =  d(z,S)

= 2(11(}5};.
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Since limy o ¢ff = 0, x) converges to z* g-superlinearly. If moreover 7, = O(||Ok]),
then n, = O(d(wy, S)) by (3.46) and hence for k sufficiently large there exists ¢ > 0 such
that ¢} < ¢d(xy,S), ie.

[zpg1 — 2% < 2010} d(zk, S) < 2010 d(2k, S)? < 2016 ||k, — ¥|?,

and then the g-quadratic rate is guaranteed. ]






Research perspectives

In this thesis, we have presented trust-region quadratic methods for solving bound-
constrained least-squares problems and nonlinear feasibility problems. The presented
TREBO-LM and TREBO-GN methods, have been studied from both a theoretical and prac-
tical point of view and the TREBO-GN method has been coded into the Matlab imple-
mentation TRESNEI. An inexact version of the TREBO-GN method, named ITREBO-GN,
was also proposed and its local convergence properties were analyzed.

The next step in our research will consist in implementing the ITREBO-GN method
and studying its numerical behaviour. The core of the implementation will be the use of
iterative solvers for the solution of the trust-region problem and the choice of a suitable
accuracy requirement in the computation of the inexact trust-region step. In particu-
lar, modules from the GALAHAD [35] package, as e.g. LSTR or GLTR, would serve our
purposes. As a consequence, TRESNEI will be generalized to include the ITREBO-GN
implementation and Fortran 95 will be the adequate programming language used.

Another issue we are interested in addressing, is the use of co-norm trust-regions.
All the trust-region methods presented in this thesis attempt to solve a spherical trust-
region problem at each iteration. Then the feasibility is enforced by projecting the
trust-region step onto the box € defined by the simple bounds. Since the projected
trust-region step may not produce a sufficient reduction in the quadratic model and
in the objective function, the solution of the trust-region problem may result to be
useless. An alternative approach takes into account the shape of the bound constraints
and consider an oco-norm trust-region problem. Taking advantage of the geometry of
the problem, the current quadratic model is minimized over a box resulting from the
intersection of €2 and the trust-region so that the feasibility is automatically preserved.

Finally, a further reasearch development concerns the introduction of filter tech-
niques in our trust-region framework [23]. It is well known that the combination of filter
techniques with the trust-region strategy enhances the efficiency and the robustness of
the trust-region method and yields to strong global convergence properties. Specifically,
the filter allows a nonmonotone behaviour of the values of the objective function at the
iterates and, under reasonable assumptions, every limit point of the sequence generated
is actually a zero-residual solution to the bound-constrained problem.
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Appendix A

This appendix gives prerequisites to our study. We give an account of the convergence
of sequences of vectors, multivariable calculus and the generalization of the inverse for
any nonzero matrix via its pseudoinverse. Also, we summarize local convergence results
for iterative methods applied to nonlinear least-squares problems.

A.1 Convergence of sequences

Let z* € R™ and {x} be a sequence of vectors in IR". The sequence is said to converge
to x*, ie. limy_ o xp = ¥, if

lim [l — 2] = 0,
k—o0
where |- || is a norm on IR". Moreover, the sequence {z} is said to be a Cauchy sequence

if, given € > 0, there is an integer N such that ||z,, — x| < € for all m,l > N. Note that
in R", a sequence {x} converges if and only if it is a Cauchy sequence.

We say that x* is a limit point of the sequence {xj} if there is some infinite sub-
sequence of indices ki, ko, ..., such that lim;_,o xx;, = 2*. An isolated limit point x* is
such that there exists a neighbourhood of x* in which z* is the only limit point.

The following lemma gives a characterization of the sequences in IR"™ which have
isolated limit points.

Lemma A.1 [57, Lemma 4.10] Let x* be an isolated limit point of a sequence {xj} in
R"™. If {z1} does not converge then there is a subsequence {xy,} which converges to z*
and an € > 0 such that ||vg; 1 — o, || > €

Let {zx} € R™ be a sequence that converges to z* and || - || a norm in IR". The
convergence rate of the sequence {zj} can be classified as follows.

—  If there exists a constant ¢ € (0,1) and an integer K > 0 such that for all £ > K,
[@r1 — 2| < cllze — 27,
then {zj} is said to be g-linearly convergent to z*.
- If
N [ e

lim =0,
e ok — o]

then {xy} is said to converge g-superlinearly to x*.
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—  If there exist constants p > 1, ¢ > 0 and K > 0 such that
[Tke1 — 2*[| < cllze — 2717,
for each k > K, then {z}} is said to converge to z* with g-order p. If p = 2 then
the convergence is said to be g-quadratic.
A.2 Multivariable calculus

Let f: R"™ — R be a multivariable function. Then, it is said to be differentiable if all
its partial derivatives

0f() _ . flo+he) — [()

8-%'1' h—0 h ’

1=1,...,n,
exist, where e; is the i-th coordinate vector in IR™. If this is the case, then we define the

gradient of f as the vector that groups all its partial derivatives, and we denote it by

of(x)
o0x1

Viz) =

95 (x)
Oxn

If f is differentiable, and all derivatives of f are continuous with respect to z, then we
say that f is continuously differentiable. The second partial derivatives of f are defined
by

*f(x) _ 0 <3f(96)

= , 1<4,7 <n.
8£Cl'$j ox; 63:j > =hi=

If all second partial derivatives of f exist, then f is said to be twice differentiable; if,
furthermore, all second partial derivatives of f are continuous, we say that f is twice
continuously differentiable. The Hessian matriz V2 f(z) of f at x is the n x n matrix

defined as

= 1 <i4,5 <n.
J axzx]’ 7]

Let C be a convex subset of IR". A function f : R"™ — IR is called convex over the
set C if

flar+ (1 —a)y) <af(z)+ (1 —a)f(y), forall z,y€ C,ac]|0,1].

The function f is called strictly convex over the set C' if the above inequality is strict for
all z,y € C with z # y and all « € (0,1).

Let f be twice continuously differentiable over IR". If V2 f(z) is positive semidefinite
for every x € C', then f is convex over C. If V2 f(z) is positive definite for every z € C,
then f is strictly convex over C, [6, Proposition B.4].

It follows the Taylor’s Theorem for multivariable functions.
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Theorem A.1 [49, Theorem 1.2.2] Let f : R™ — R be twice continuously differentiable
in a neighborhood of a point x € R"™. Then for p € R"™ and ||p|| sufficiently small

1
Fle+p) = F(&) + V@)D + 20" T2 @)+ ol Ip]?)
where || - || denotes a vector norm in R™.

Now we consider a vector-valued function F' : R" — R™ and let (F(x)); = F;(x)
with F; : R® = R, i = 1,...,m. We say that F'is continuously differentiable if each
component F;,7 = 1,...,m, is continuously differentiable. The derivative of F' at x is
called the Jacobian matriz of F' at x and it is denoted by J(z) where

OF;(z)
31‘j ’

(J(x))zg =

i=1,....m, 7=1,...,n.

It follows the Mean Value Theorem for vector-valued functions.

Theorem A.2 [17, Lemma 4.1.9] Let F : R"™ — IR™ be continuously differentiable in
an open convex set D C IR"™. For any x, x +p € D,

1
F(x +p)— F(x) :/0 J(z + tp)pdt.

Finally, let || - || denote a vector norm and the induced matrix norm. We say that a
matrix-valued function G : IR"™ — R™*" is Lipschitz continuous in an open set D C IR"
with Lipschitz constant ~, if there exists a positive constant v such that for all =,y € D

1G(x) = Gl <~llz =yl (A1)

A.3 Nonlinear least-squares: local theory

Let consider the nonlinear least-squares problem

. 1 2
i, 0(z) = ;l16)I", (LS)
where 6 : IR" — R and © : R™ — IR"™. In this section we collect results for the local
convergence of the Gauss-Newton and the Levenberg-Marquardt methods presented in
Section 2.2.1.

Theorem A.3 establishes local convergence results for the Gauss-Newton method
assuming that the Jacobian J of © is full column rank at a local minimizer x*.

Theorem A.3 [17, Theorem 10.2.1, Corollary 10.2.2] Let m > n, © : R" — R™
and let 0 = ||| be twice continuously differentiable in an open convezr set D C IR™.
Let the Jacobian J of © be Lipschitz continuous on D with Lipschitz constant v and
|J(x)|| < a, Yz e D. Assume that there exist x* € D and \,o > 0 such that VO(z*) =
J(x*)TO(z*) =0, X is the smallest eigenvalue of J(x*)T J(x*), and

I(J(z) = J(=)T O] < ol — ],
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for allx € D. If o < A, then, for any ¢ € (1,\/0), there exists € > 0 such that for all
xo € Be(z*), the sequence generated by Gauss-Newton (2.7) is well-defined, converges to

¥, and satisfies

co cary
lzir = 2"l < =l — 27| + o5l — 2711,

and
co+ A\

2\

[z — 2" < e — 2| <l — 2]

If ©(z*) =0, then {zx} converges q-quadratically to x*.

The local properties of the normal flow method are proved in Theorem A.4 assuming
the Jacobian J full row rank at z* such that ©(z*) = 0.

Theorem A.4 [70, Theorem 2.1] Let m < n and © : R" — R™ be continuously
differentiable in an open conver set D C IR™. Suppose that in the set D the Jacobian J of
O is full rank, Lipschitz continuous with Lipschitz constant vy and such that | J(z) 1| < p.
Let n > 0 and D,, be defined as D,y = {x € D : ||y —z|| <n =y € D}. Then there is
an € > 0 depending only on vy, and n such that if o € D, and ||©(z)|| < €, then the
sequence generated by the normal flow method (2.8) is well-defined and converges to a
point x* € D such that ©(x*) = 0. Furthermore, there is a constant (3 for which

ok — 2|l < Blag — 2*% k=0,1,....

Theorem A.5 gives the convergence properties of the Levenberg-Marquardt method
which are similar to those of the Gauss-Newton method given in Theorem A.3.

Theorem A.5 [17, Theorem 10.2.6] Let the conditions of Theorem A.3 be satisfied, and
let the sequence {pu} of nonnegative scalars be bounded by b > 0. If o < A, then for any
ce (I, A+b)/(oc +1D)), there exists ¢ > 0 such that for all o € Bc(z*), the sequence
generated by the Levenberg-Marquardt

Thyl = T — (Jgjk + ,U,kfn)_ljg@k,
1s well-defined and satisfies

. c(c+b .
s =o'l < oo = a1+

and
clo+b)+(A+0)
2(A+0b)

k41 — 27| < [og = 27| < [lzp — 27|

If ©O(xz*) = 0 and px = O(||JL Ol)), then {zy} converges g-quadratically to x*.
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A.4 The pseudoinverse

Any matrix A € R™*" can be written as
A=UxvVT, (A.2)

where U € R™™ and V € R™*" are orthogonal matrices and ¥ € IR™*" is a diagonal
matrix, ¥ = diag(o1,....0p), with p = min{m,n} and o; > 0, i = 1,...p. The non-
negative scalars 0,7 = 1,...,p, are called the singular values of A and (A.2) is called
the singular value decomposition (SVD). Assume that o7 > o1 > -+ > op, so that oy
denotes the largest singular value of A.

If A has rank r and r > 0, then A has exactly r strictly positive singular values so
that o, > 0 and 0,41 = --- = 0, = 0. If A has full rank, all its singular values are
nonzero. The singular values of A are the square roots of the eigenvalues of AT A (if
m > n) or of AAT (if m < n). If A is symmetric, its singular values are the absolute
values of its eigenvalues [28].

It follows a perturbation result for singular values of arbitrary matrices.

Theorem A.6 [/2, Corollary 7.3.8] Let A,B € R™"™ and let p = min{m,n}. If o;
and Y;, i =1,...,p, are the singular values of A and B respectively then

loi =i <|A=B|, i=1,...,p.

A classical generalization of the inverse that exists for any nonzero matrix A is the
pseudoinverse, denoted by A*. Let r be the rank of A and let (A.2) be its SVD. The
matrix AT € R™™ is defined as

AT =vytuT, (A.3)
where X+ € R™"™ is a diagonal matrix, ¥ = diag(o7, ... .0;'), with
1
n — fori=1,...,m,
o =14 oy

0 fori=r+1,...,p.

For the matrix 2-norm, it is straightforward to show that ||A|| = o1. The value of
the 2-norm of A" is also related to the singular values of A. When A has rank r > 0,
then o, is the smallest nonzero singular value of A. Since the nonzero diagonal entries
of AT are the reciprocals of the nonzero singular values of A, the relation (A.3) shows
that o, is the largest singular value of AT. It follows immediately that

At == (A4)

Or

Finally, if A has full column rank then
AT = (ATA)TAT and ATA=1,.
On the other hand, if A has full row rank then
AT = AT(AAT)™L and AAT =1,,.
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