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ABSTRACT

In this paper, we revisit the classical problem of solving over-
determined systems of nonsmooth equations numerically. We
suggest a nonsmooth Levenberg—Marquardt method for its
solution which, in contrast to the existing literature, does
not require local Lipschitzness of the data functions. This is
possible when using Newton-differentiability instead of semi-
smoothness as the underlying tool of generalized differentia-
tion. Conditions for local fast convergence of the method are
given. Afterwards, in the context of over-determined mixed
nonlinear complementarity systems, our findings are applied,
and globalized solution methods, based on a residual induced
by the maximum and the Fischer-Burmeister function, respec-
tively, are constructed. The assumptions for local fast conver-
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gence are worked out and compared. Finally, these methods
are applied for the numerical solution of bilevel optimization
problems. We recall the derivation of a stationarity condi-
tion taking the shape of an over-determined mixed nonlinear
complementarity system involving a penalty parameter, for-
mulate assumptions for local fast convergence of our solution
methods explicitly, and present results of numerical experi-
ments. Particularly, we investigate whether the treatment of
the appearing penalty parameter as an additional variable is
beneficial or not.

1. Introduction

Nowadays, the numerical solution of nonsmooth equations is a classical topic in
computational mathematics. Journeying 30 years back to the past, Qi and col-
leagues developed the celebrated nonsmooth Newton method, see [1, 2], based
on the notion of semismoothness for locally Lipschitzian functions which is
due to Mifflin, see [3]. Keeping the convincing local convergence properties of
Newton-type methods in mind, this allowed for a fast numerical solution of
Karush-Kuhn-Tucker systems, associated with constrained nonlinear optimiza-
tion problems with inequality constraints, without the need of smoothing or
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relaxing the involved complementarity slackness condition. Indeed, the latter
can be reformulated as a nonsmooth equation with the aid of so called NCP-
functions, see [4-6] for an overview, where NCP abbreviates nonlinear comple-
mentarity problem. Recall that a continuous function ¢: R? — R is referred to
as an NCP-function whenever

Y(a,b) e R?: ¢(a,b)=0 < a<0,b<0,ab=0

is valid. A rather prominent example of an NCP-function is the famous Fis-
cher-Burmeister (FB) function gpp: R?> — R given by

V(a,b) e R*:  ¢pa(a,b) :=a+ b+ Va2 + b2, (1)

see [7] for its origin. Another popular NCP-function is the maximum function
(a, b) — max(a, b). We refer the reader to [7-10] for further early references
dealing with semismooth Newton-type methods to solve nonlinear complemen-
tarity systems. Let us note that even prior to the development of semismooth
Newton methods 30 years ago, the numerical solution of nonsmooth equations
via Newton-type algorithms has been addressed in the literature, see e.g. [11-15].
We refer the interested reader to the monographs [16-18] for a convincing
overview.

Let us mention some popular directions of research which have been enriched
or motivated by the theory of semismooth Newton methods. Exemplary, this
theory has been extended to Levenberg-Marquardt (LM) methods in order to
allow for the treatment of over-determined or irregular systems of equations,
see e.g. [10, 19-22]. It also has been applied in order to solve so-called mixed
nonlinear complementarity problems which are a natural extension of nonlinear
complementarity problems and may also involve pure (smooth) equations, see
e.g. [23-28]. Recently, the variational notion of semismoothness: for set-valued
mappings has been introduced in [29] in order to discuss the convergence prop-
erties of Newton’s method for the numerical solution of so-called generalized
equations given via set-valued operators. There also exist infinite-dimensional
extensions of nonsmooth Newton methods, see e.g. [30-36]. In contrast to
the finite-dimensional case, in infinite dimensions, the underlying concept of
semismoothness is often replaced by so-called Newton-differentiability. In prin-
ciple, this notion of generalized differentiation encapsulates all necessities to
address the convergence analysis of associated Newton-type methods properly.
Noteworthy, it does not rely on the Lipschitzness of the underlying mapping. In
the recent paper [37], this favourable advantage of Newton-derivatives has been
used to construct a Newton-type method for the numerical solution of a certain
stationarity system associated with so-called mathematical programs with com-
plementarity constraints, as these stationarity conditions can be reformulated as
a system of discontinuous equations.

Let us point the reader’s attention to the fact that some stationarity condi-
tions for bilevel optimization problems, see [38, 39] for an introduction, can be
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reformulated as (over-determined) systems of nonsmooth equations involving
an (unknown) penalization parameter A. This observation has been used in the
recent papers [40-42] in order to solve bilevel optimization problems numeri-
cally. In [40], the authors used additional dummy variables in order to transform
the naturally over-determined system into a square system, and applied a global-
ized semismooth Newton method for its computational solution. The papers [41,
42] directly tackle the over-determined nonsmooth system with Gauss—-Newton
or LM methods. However, in order to deal with the nonsmoothness, they either
assume that strict complementarity holds or they smooth the complementarity
condition. In all three papers [40-42], it has been pointed out that the choice
of the penalty parameter A in the stationarity system is, on the one hand, cru-
cial for the success of the approach but, on the other hand, difficult to realize in
practice.

The contributions in this paper touch several different aspects. Motivated by
the results from [37], we study the numerical solution of over-determined sys-
tems of nonsmooth equations with the aid of LM methods based on the notion of
Newton-differentiability. We show local superlinear convergence of this method
under reasonable assumptions, see Theorem 3.2. Furthermore, we point out that
even for local quadratic convergence, local Lipschitzness of the underlying map-
ping is not necessary. To be more precise, a one-sided Lipschitz estimate, which
is referred to as calmness in the literature, is enough for that purpose. Thus,
our theory applies to situations where the underlying mapping can be even dis-
continuous. Our next step is the application of this method for the numerical
solution of over-determined mixed nonlinear complementarity systems. Here,
we strike a classical path and reformulate the appearing complementarity con-
ditions with the FB function and the maximum function in order to obtain a
system of nonlinear equations. To globalize the associated Newton methods, we
exploit the well-known fact that the squared norm of the residual associated
with the FB function is continuously differentiable, and make use of gradient
steps with respect to this squared norm in combination with an Armijo step size
selection if LM directions do not yield sufficient improvements. We work out
our abstract conditions guaranteeing local fast convergence for both approaches
and state global convergence results in Theorems 4.6 and 4.12. Furthermore, we
compare these findings with the ones in the classical paper [9] where a related
comparison has been done in the context of semismooth Newton-type methods
for square systems of nonsmooth equations. Finally, we apply both methods in
order to solve bilevel optimization problems via their over-determined station-
arity system of nonsmooth equations mentioned earlier. In contrast to [41, 42],
we neither assume strict complementarity to hold nor do we smooth or relax
the complementarity condition. Some assumptions for local fast convergence are
worked out, see Theorems 5.3 and 5.4. As extensive numerical testing of related
approaches has been carried out in [40-42], our experiments in Section 5.2 focus
on specific features of the developed algorithms. Particularly, we comment on the
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possibility to treat the aforementioned penalty parameter A as a variable, inves-
tigate this approach numerically, and compare the outcome with the situation
where A is handled as a parameter.

The remainder of the paper is organized as follows. Section 2 provides an
overview of the notation and preliminaries used in the manuscript. Furthermore,
we recall the notion of Newton-differentiability and present some associated
calculus rules in Section 2.2. A local nonsmooth LM method for Newton-
differentiable mappings is discussed in Section 3. Section 4 is dedicated to the
derivation of globalized nonsmooth LM methods for the numerical solution of
over-determined mixed nonlinear complementarity systems. First, we provide
the analysis for the situation where the complementarity condition is reformu-
lated with the maximum function in Section 4.1. Afterwards, in Section 4.2, we
comment on the differences which pop up when the FB function is used instead.
The obtained theory is used in Section 5 in order to solve bilevel optimiza-
tion problems. In Section 5.1, we first recall the associated stationarity system of
interest and characterize some scenarios where it provides necessary optimality
conditions. Second, we present different ways on how to model these stationarity
conditions as an over-determined mixed nonlinear complementarity system. The
numerical solution of these systems with the aid of nonsmooth LM methods is
then investigated in Section 5.2 where results of computational experiments are
evaluated. The paper closes with some concluding remarks in Section 6.

2. Notation and preliminaries
2.1. Notation

By N, we denote the positive integers. The set of all real matrices with m € N
rows and n € N columns will be represented by R”*", and O denotes the all-
zero matrix of appropriate dimensions while we use I” for the identity matrix in
R™" If M € R™*" is a matrix and I C {1, ..., m} is arbitrary, then My shall be
the matrix which results from M by deleting those rows whose associated index
does not belong to I. Whenever the quadratic matrix N € R"*" is symmetric,
Amin(N) denotes the smallest eigenvalue of N. For any x € R”, diag(x) € R"*" is
the diagonal matrix whose main diagonal is given by x and whose other entries
vanish.

For arbitrary n € N, the space R" will be equipped by the standard Euclidean
inner product as well as the Euclidean norm |-|| : R” — R. Further, we equip
R™*" with the matrix norm induced by the Euclidean norm, i.e. with the spec-
tral norm, and denote it by ||| : R™*" — R as well as this cannot cause any
confusion. For arbitrary x € R"” and £>0, B (x) := {y € R"| Hy — xH < g} rep-
resents the closed e-ball around x. Recall that a sequence ("} eeny C R" is said
to converge superlinearly to some x € R” whenever ||xk+1 —Xx|| € o(||xk —x|D.
The convergence 1k — X is said to be quadratic if XKt — % € o(||xF — x||?).
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Frequently, for brevity of notation, we interpret tuples of vectors as a single
block column vector, i.e. we exploit the identity

Vie{l,..., 0}, Vx' € R":

12

R™ x ... x R™ > (x},...,x% e RMttne

forany ¢ € Nwith¢ > 2and ny,...,n, € N.
A function H: R" — R™ is called calm at x € R"” whenever there are con-
stants C>0 and ¢>0 such that

Vx e B:(X): [H(x) —HXI = Cllx —x]|.

We note that calmness can be seen as a one-sided local Lipschitz property which
is, in general, weaker than local Lipschitzness. Indeed, one can easily check
that there exist functions which are calm at some fixed reference point but
discontinuous in each neighbourhood of this point.

Next, let H: R" — R™ be differentiable at x € R”. Then H’'(Xx) € R™*"
denotes the Jacobian of H at x. Similarly, for a differentiable scalar-valued func-
tionh: R" — R, Vh(x) € R"isthe gradient of h at x. Clearly, #' (x) = Vhx) T by
construction. In the case where h is twice differentiable, V2h(x) € R™*" denotes
the Hessian of h at x. Partial derivatives with respect to particular variables are
represented in analogous fashion.

We use I': R” = R™ is order to express that I is a so-called set-valued
mapping which assigns to each x € R" a (potentially empty) subset of R™. For
any such set-valued mapping, the sets defined by domI" := {x € R" | I"(x) # ¥}
and gphI" :={(x,y) € R" x R" |y € I'(x)} are the domain and the graph of
I, respectively. We say that I" is inner semicontinuous at (x,y) € gphI" when-
ever for each sequence {x}1en C R" such that xF — X, there exists a sequence
{y*}ken C R™ such that y* — 5 which satisfies y* € IT'(x¥) for all large enough
k € N. We emphasize that whenever I' is inner semicontinuous at (%, y), then x
is an interior point of dom I'. At a fixed point (x, y) € gphI', T is said to be calm
whenever there are constants ¢, §, L>0 such that

Vx e Bo(®), ¥y € D@ NB;(3), H e T®:  lly— Il < Lilx— 5.

We note that whenever H: R"” — R is a single-valued function which is calm
at X, then the set-valued mapping x — {H(x)} is calm at (x, H(x)). The converse
is not necessarily true.
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2.2. Newton-differentiability

In order to construct numerical methods for the computational solution of
nonsmooth equations, one has to choose a suitable concept of generalized dif-
ferentiation. Typically, the idea of semismoothness is used for that purpose,
see [2, 3]. Here, however, we strike a different path and exploit the notion of
Newton-differentiability, see [32, 35], whose origins can be found in infinite-
dimensional optimization. The latter has the inherent advantage that, in contrast
to semismoothness, it is defined for non-Lipschitz functions and enjoys a natu-
ral calculus which follows the lines known from standard differentiability. These
beneficial features have been used recently in order to solve stationarity con-
ditions of complementarity-constrained optimization problems which can be
reformulated as systems of discontinuous equations, see [37].

Let us start with the formal definition of Newton-differentiability before pre-
senting some essential calculus rules. Most of this material is taken from the
recent contribution [37, Section 2.3].

Definition 2.1: Let F: R? — RY and DyF: R? — R7*P be given mappings
and let M C R? be nonempty. We say that

(a) F is Newton-differentiable on M with Newton-derivative Dy F whenever
for each z € M, we have

F(z+d) — F(z) — DNF(z + d)d = o(||dl]),

(b) F is Newton-differentiable on M of order o € (0, 1] with Newton-derivative
Dy F whenever for each z € M, we have

F(z+d) — F(z) — DNF(z + d)d = o(||d||'T*).

We note that the Newton-derivative of a mapping 7 : R? — R is not necessarily
uniquely determined if F is Newton-differentiable on some set M C RP. It can
be easily checked that any continuously differentiable function F: R? — R1 is
Newton-differentiable on R? when DyF := F’ is chosen. If, additionally, " is
locally Lipschitz continuous, then the order of Newton-differentiability is 1.

In the recent paper [37], the authors present several important calculus rules
for Newton-derivatives including a chain rule which we recall below, see [37,
Lemma 2.11].

Lemma 2.2: Suppose that F: RP — RY is Newton-differentiable on M C RP
with Newton-derivative DNyJF, and that G: RY1 — R® is Newton-differentiable on
F (M) with Newton-derivative DNyG. Further, assume that DyF is bounded on
a neighbourhood of M, and that DNG is bounded on a neighbourhood of F(M).
Then G o F is Newton-differentiable on M with Newton-derivative given by z
DNG(F(2))DNF (z). If both F and G are Newton-differentiable of order o € (0, 1],
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then G o F is Newton-differentiable of order o with the Newton-derivative given
above.

Let us note that Lemma 2.2 directly gives a sum rule which applies to the concept
of Newton-differentiability. However, a direct proof via Definition 2.1 shows that
a sum rule for Newton-differentiability holds without additional boundedness
assumptions on the Newton-derivatives of the involved functions.

Let us inspect some examples which will be of major interest in this paper.

Example 2.3: (a) The function max: R?> — R is Newton-differentiable on R?
of order 1 with Newton-derivative given by

V(a,b) € R*: Dymax(-,-)(a,b) = (1,0) azb
0,1) a<b,
see [37, Example 2.8].
(b) Forarbitrary p € N, we investigate Newton-differentiability of the Euclidean
norm ||-|| : R? — R. Noting that [|-|| is continuously differentiable on R \
{0} with locally Lipschitzian derivative, it is Newton-differentiable of order
1 there. Let us consider the mapping Dy |-|| : R? — R!*? given by

ZT
T2l Z#0,
Vz e RP: Dy ||-]| (z) := (2)
\/1_7 T
— e z=0.

p

Here, e € R? denotes the all-ones vector. At the origin, we have
ldll — Dn ||-ll (d)d = 0 for each d € RP, so we already obtain Newton-
differentiability of ||-|| on R? of order 1. We also note that the precise value of
Dy ||-1I (0) is completely irrelevant for the validity of this property. However,
the particular choice in (2) will be beneficial later on.

(c) Let us investigate Newton-differentiability of the aforementioned FB func-
tion ¢pg: R? - R given in (1). Relying on the sum rule (note that ¢pp is
the sum of the identity and ||-|| in R?) and respecting our arguments from
Example 2.3(b), we obtain that grp is Newton-differentiable on R? of order
1 with Newton-derivative given by

a b
1+ )1+ )b 0)0)
e a2+b2> (a,b) # (0,0)
Dnorg(a, b) := V2 V2
1+7’1+7> (a,b) = (0,0)

for all (a, b) € R?, where we made use of (2).
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3. Alocal nonsmooth Levenberg-Marquardt method

The paper [8] introduces a semismooth Newton-type method for square comple-
mentarity systems whose globalization is based on the FB function. An extension
to LM-type methods (which even can handle inexact solutions of the subprob-
lems) can be found in [10, 19]. A theoretical and numerical comparison of these
methods is provided in [9]. An application of the semismooth LM method in the
context of mixed complementarity systems can be found in [20], and these ideas
were applied in the context of semiinfinite optimization e.g. in [21, 22].

In this subsection, we aim to analyse the local convergence properties of non-
smooth LM methods in a much broader context which covers not only the
applications within the aforementioned papers, but also some new ones in bilevel
optimization, see e.g. Section 5 and our comments in Section 6. Our approach
via Newton-derivatives is slightly different from the one in the literature which
exploits semismoothness of the underlying map of interest and, thus, particularly,
local Lipschitz continuity.

Throughout the subsection, we assume that F: R? — R? is a given map-
ping with g>p and inherent nonsmooth structure. We aim to solve the (over-
determined) nonlinear system of equations

F(z) = 0. (3)

Classically, this can be done by minimizing the squared residual of a first-order
linearization associated with F. The basic idea behind LM methods is now to
add a classical square-norm regularization term to this optimization problem. Let
us consider a current iterate z¥ where F is Newton-differentiable, and consider
the minimization of d — % H}"(zk) + DI\]]-"(zk)dH2 + % ld||? which is a strictly
convex function. Above, we exploited the Newton-derivative in order to find a
linearization of F at z, and v;>0 is a regularization parameter. By means of the
chain rule, a necessary optimality condition for this surrogate problem is given
by

(DN]-'(zk)TDN}"(zk) + vk]IP> d = —DyF(TF (). (4)

Observing that the matrix DyF (ZTDNF(ZF) is at least positive semidefi-
nite, (4) indeed possesses a uniquely determined solution d~.

This motivates the formulation of Algorithm 3.1 for the numerical treatment
of (3). We assume that DyF: R? — R7*? is a given function which serves as a
Newton-derivative on a suitable subset of R” which will be specified later.

Algorithm 3.1 (Local nonsmooth Levenberg-Marquardt method):
Input: starting point z° € RP
1 setk:=0
2: while a suitable termination criterion is violated at iteration k do
5 choose vi > 0 and compute d* as the uniquely determined solution of (4)



OPTIMIZATION (&) 9

t setZtli= +dandk =k +1
5: end while

6: return zZ*
In the subsequent theorem, we present a local convergence result regarding
Algorithm 3.1.

Theorem 3.2: Let M C RP be a set such that a solution z € RP of (3) satisfies
z € M. Assume that F is Newton-differentiable on M with Newton-derivative
DNF: RP — RI*P. We assume that there are §>0 and C>0 such that, for all
z € B5(z), DNF (z) possesses full column rank p such that

1
Amin(DNF (2) " DNF (2)) = o IvF@l=C (5)

Then there exists >0 such that, for each starting point z° € B, (z) and each null
sequence {vi}ken C (0,¢), Algorithm 3.1 terminates after finitely many steps or
produces a sequence {zZ°}xen which converges to Z superlinearly. Furthermore, if F
is even Newton-differentiable on M of order 1, and if vy € O(IF(Z5)|) while F is
calm at z, then the convergence is quadratic.

Proof: Due to the assumptions of the theorem, and by Newton-differentiability
of F, we can choose ¢ € (0, min(§,1/(4C)) so small such that the following
estimates hold true for all d € B, (0) and v>0:

I(DNF(z+ d) ' DNFG+d) +vIP)7 Y < C, (6a)
IDNF(z+ d)| < C, (6b)

1
I|F(z+d) — F(z) — DNF(z+ d)d|| < @Ildll- (6¢)

Using F(z) = 0, for each Zk € B, (z) and vi € (0, &), we find
12571 — 2| = 12F — (DNF (5 TDNF (25) + wlP) ' DyF (25 T F () -zl
< CIDNF(Z*) T (F(Z*) — F(z) — DNF () - 2))ll
+ CuillZF — z||
< C*|F(ZF) — F() — DNF(E)(EF —2)| + Cuell2* — zl|
< HIF =zl + Lk -z = LiF -z
(7)

Thus, we have [|ZKT1 — Z|| < 1)|2F — Z||, i.e. 25*! € B, 2(2). Thus, if 2° € B, (2)
and {Vi}ken C (0, ), we have zZX — Z in the case where Algorithm 3.1 generates
an infinite sequence. Furthermore, the definition of Newton-differentiability, (7),

and vy — 0give ||szrl —z|| = o(llzk — Z||), i.e. the convergence ZF > zis super-
linear.
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Finally, assume that F is Newton-differentiable of order 1 and calm at z, and
that v € O(||F(z5)|)). Then there is a constant K>0 such that the estimate (7)
can be refined as

1271 — 2| < CHIF @) — F@) — DNF(E) (@ — 2| + CullZ* — 2|
< 0(lI2F — zI?) + CKIIF()IIIZ* - 2|
=o(|& —z|%),

where we used F(z) = 0 and the calmness of F at z in the last step. [ |

Let us briefly compare the assumptions of Theorem 3.2, which are used to
guarantee the superlinear or quadratic convergence of a sequence generated by
Algorithm 3.1, with the ones exploited in the literature where nonsmooth LM
methods are considered from the viewpoint of semismoothness, see e.g. [10,
Section 2]. Therefore, we fix a solution z € R? of (3). The full column rank
assumption on the Newton-derivative, locally around z, corresponds to so-called
BD-regularity of the point z which demands that all matrices within Bouligand’s
generalized Jacobian at z (if available), see e.g. [1, Section 2], possess full column
rank. We note that, by upper semicontinuity of Bouligand’s generalized Jacobian,
this full rank assumption extends to a neighbourhood of z. Hence, these full rank
assumptions are, essentially, of the same type although the one from Theorem 3.2
is more general since it addresses situations where the underlying map is allowed
to be non-Lipschitz. Second, Theorem 3.2 assumes boundedness of the Newton-
derivative, locally around z. In the context of semismooth LM methods, local
boundedness of the generalized derivative holds inherently by construction of
Bouligand’s generalized Jacobian and local Lipschitzness of the underlying map-
ping. Third, for quadratic convergence, the regularization parameters need to
satisty v € O(IF(z5)|)) in Theorem 3.2, and this assumption is also used in [10].
Similarly, since Newton-differentiability of order 1 is a natural counterpart of
so-called strict semismoothness, the assumptions for quadratic convergence are
also the same. Summarizing these impressions, Algorithm 3.1 and Theorem 3.2
generalize the already existing theory on nonsmooth LM methods to a broader
setting under reasonable assumptions. We also note that our analysis made no
use of deeper underlying properties of the generalized derivative, we mainly used
its definition for our purposes. However, it should be observed that a sophis-
ticated choice of the Newton-derivative, which is not uniquely determined for
a given map as mentioned in Section 2.2, may lead to weaker assumptions in
Theorem 3.2 than a bad choice of it. Indeed, it even may happen that the assump-
tions of Theorem 3.2 are valid for a particular choice of the Newton-derivative
while they are violated for another one. Thus, when Algorithm 3.1 (or a suitable
globalization) is implemented, one has to keep in mind to choose the Newton-
derivative in such a way that the assumptions of Theorem 3.2 are valid (if this
is actually possible), as the requirements of Theorem 3.2 need to be satisfied for
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one particular choice of the Newton-derivative (and not for all possible choices).
Clearly, this choice depends on structural properties of the nonsmooth map-
ping F under consideration and is, potentially, a laborious task as we will see
in Section 4, see [37] as well.

The following corollary of Theorem 3.2 shows that ||F Y| € o(|F D
can be expected under reasonable assumptions, and this will be of essential
importance later on.

Corollary 3.3: Under the assumptions of Theorem 3.2 which guarantee the super-
linear convergence of (& ken generated by Algorithm 3.1, we additionally have

17D
[7&5]

provided F is calm at z.

Proof: We choose >0 as in the proof of Theorem 3.2 and observe {ZYen C
B, (z). Exploiting the Newton-differentiability of 7 and F(z) = 0, we have

F(Z*) = DNF(E5) (& - 2) + o(llZF - ZII),

and some transformations give, for sufficiently large k € N and by boundedness
of the sequence {DNyF (@)} ken

12 — 2|l < (DNF (") TDNF () ' DNF () TF )+ S11* - 211,
i.e.
i =zl < IONF () TDNFE) DN FEINIF ) < CHIFE |
due to (5). Thus, we find

IFEHI _2CIFE) - F@I _ 2CL| — 2

IFEH ~ 2% — z|| Tl -z
2C?Lo(|IZF —z|) 0
2k — Z]|
as k — oo, where L>0 is a local calmness constant of F at z. ]

In [37, Section 3.2], a function is constructed which possesses the following
properties:

(i) it is Newton-differentiable on its set of roots with globally bounded and
nonvanishing Newton-derivative,
(ii) it is discontinuous in each open neighbourhood of its set of roots, and
(iii) it is calm at each point from its set of roots.
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This function is then used to construct a nonsmooth Newton-type method for the
computational solution of stationarity systems associated with complementarity-
constrained optimization problems. We note that it crucially violates the standard
requirement of local Lipschitzness which is typically exploited in the con-
text of nonsmooth Newton-type methods. Similarly as in [37], the analysis in
Theorem 3.2 and Corollary 3.3 only requires calmness of the mapping F (as
well as some other natural assumptions) in order to get local fast convergence
of a nonsmooth LM method. Thus, the ideas from [37] can be carried over to
the situation where over-determined stationarity systems of complementarity-
constrained optimization problems need to be solved (such systems would,
exemplary, arise when applying the theory from Section 5.1 to bilevel optimiza-
tion problems with additional complementarity constraints at the upper-level
stage or to the so-called combined reformulation of bilevel optimization prob-
lems which makes use of the so-called value function and Karush-Kuhn-Tucker
reformulation at the same time, see [43]).

For the globalization of Algorithm 3.1, one typically needs to impose addi-
tional assumptions like the smoothness of z > || F(z)||?. In the next section, we
address the prototypical setting of mixed nonlinear complementarity systems and
carve out two classical globalization strategies.

4. A global nonsmooth Levenberg-Marquardt method for mixed
nonlinear complementarity systems

For functions H: RP! x RP2 — RT and G: RP! x RP2 — RP2 being contin-
uously differentiable, we aim to solve the mixed nonlinear complementarity
system

Hw,E) =0, Gw,E)<0,&E>0, Gw,&)TE=0 (MNLCS)

where, in the application we have in mind, q;>p; holds true, see Section 5. A
comprehensive overview of available theoretical and numerical aspects as well
as applications of mixed nonlinear complementarity problems can be found
in the monograph [16]. Typical solution approaches are based on nonsmooth
Newton-type methods, see [26], smoothing methods, see [23, 27], active-set and
interior-point methods, see [24, 28], as well as penalty methods, see [25]. Let us
note that the classical formulation of mixed nonlinear complementarity systems
as considered in [23, 24, 26-28] is essentially equivalent to the one we are sug-
gesting in (MNLCS), see [23, Section 4] and [24, Section 1] for arguments which
reveal this equivalence. However, in Section 5, it will be beneficial to work with
the model (MNLCS) to preserve structural properties.

For later use, we introduce some index sets depending on a pair of vectors
(w, &) € RP1 x RP2;

Pw, &) :={ie{l,...,p2} | Gi(w,&) = 0},
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Im(w,&) = {i € {1,...,p2} | Gi(w, &) <0},
I (w, &) == {i € "W, &) | >0},
1w, &) :={i e I°(w,&) | & = 0}.

Above, Gy, ..., Gp, RP! x RP2 — R are the component functions of G.
Based on NCP-functions, see Section 1, the complementarity condition

Gw,€) <0, >0, Gw,&) E=0 (8)

can be restated in form of a (nonsmooth) equality constraint. In this paper, we
will focus on two popular choices, namely the maximum function and the famous
FB function. Clearly, (8) is equivalent to

max(G(w,§),—§) =0,

where max: RP2 x RP2 — RP2 js exploited to express the componentwise maxi-
mum. Using ¢pp: RP2 x RP2 — RP2, given by

orB (£l D)
VELE? e RP?: ¢pp(El,E7) = : ,
orp (5, €p,)

where gpp: R? — R is the FB function defined in (1), (8) is also equivalent to

dr(G(W,§), —&) = 0.

These nonsmooth equations motivate the consideration of the special residual
mappings Fmax, Frp: RPT x RP2 — RT x RP2 given by

Yw e Rpl, VS € szi fmax(wrg) = [max(g((::,g)) _é:)] >
(9)
[ Hwe
Fro(w.§) := [¢Fg<g<w,s), —e)} ’

since precisely their roots are the solutions of (MNLCS). Let us note that, in
a certain sense, these residuals are equivalent. This can be distilled from [44,
Lemma 3.1].

Lemma 4.1: There exist constants Ky, K, >0 such that
Vw e RPL, VE e RP2: Ky || Fax(W, )1l < 1Fes(W, E) || < Ko | Frnax(w, )1 -

Due to the inherent nonsmoothness of Fi,ax and Fgp from (9), we may now apply
Algorithm 3.1 in order to solve Fmax(w, &) = 0 or Frp(w, &) = 0. Note that we
have p := p; + p2 and g := g1 + p> in the context of Section 3. In the literature,
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the approach via Fp is quite popular due to the well-known observation that the
mapping Wgp: RP! x RP2 — R given by

1
Ywe RPY, VE e RP2: Wpp(w,£) = EanB(w,s)nz

is continuously differentiable, allowing for a globalization of suitable local solu-
tion methods. This is due to the fact that the squared FB function is continuously
differentiable, see e.g. [45, Lemma 3.4]. However, it has been reported in [9] in
the context of square nonlinear complementarity systems that a mixed approach
combining both residuals from (9) might be beneficial since the assumptions for
local fast convergence could be weaker while the local convergence is faster.

4.1. The mixed approach via both residual functions

First, let us focus on this mixed approach where the central LM search direction
will be computed via Fax given in (9) in order to end up with less compli-
cated Newton-derivatives in the LM system. Still, we exploit the smooth function
Wp for globalization purposes. Later, in Section 4.2, we briefly comment on the
method which exclusively uses Fgp.

Below, we provide formulas for a Newton-derivative of Fn,x and the gradient
of Wgp for later use.

Lemma 4.2: On each bounded subset of RP x RP2, the mapping Fmax is Newton-
differentiable with Newton-derivative given by

H. (w, €) H (w,8) }

w.8) = [D(Iz(w,s))g;v(w,g) D= (w, )G, (0, §) — DU~ (w,8))

and this mapping, again, is bounded on bounded sets. Whenever the derivatives of
G and 'H are locally Lipschitzian, the order of Newton-differentiability is 1. Above,
the index sets I=(w, &) and I~ (w, §) are given by

Fw,§) ={ie{l,....p2} | Gi(w, §) = —&i},

I"w, &) =={ie{l,....,p2} | Gi(w, &)< — &},
and, foreach I C {1,...,p2}, D(I) € RP2*P2 js the diagonal matrix given by
1 i=jiel

Vi,jie{l,...,p2}: D);:=
jet P2} @D 0 otherwise.

Proof: This follows easily from Lemma 2.2, Example 2.3(a), and our comments
right after Definition 2.1. [ |

Throughout the section, we will denote the Newton-derivative of Fax which
has been characterized in Lemma 4.2 by Dy Fmax.
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The next result follows simply by computing the derivative of the squared FB
function and using the standard chain rule.

Lemma4.3: At each point (w,&) € RP! x RP2, W is continuously differentiable,
and its gradient is given by

VWeg(w, &)

_ { H, (w,€) HL(w,€)

.
Dg (w, £)G.,(w, &) ﬁg(w,g)gé(w,g)_ﬁ)g(w’g)} Frs(w, &)

where

Dg(w, &) := diag(va(w, £)), De(w, &) := diag(vy(w, £)).

Above, va(w, §), vy (w, §) € RP2 are the vectors given by

1+ M i¢ IOO(W,,S;-'))
Vie{l,...,p2}:  (vaw,§)); = giZ(W,rﬁ') + 512
ﬁ ] 00
1+ 7 iel™wé),
§i 0
= 1¢I5,
(Vb (W, §)); = G2(w, &) + £}
ﬁ ] 00
1+ 7 ieI™Wé).
(10)

For local superlinear convergence of our method of interest, we need the follow-
ing result.

Lemma 4.4: Fix a solution (w,&) € RP! x RP? of (MNLCS) and assume that for
each index set I < 1 (w, é ), the matrix

H;, (#,€) Hy (,6)
gi‘,(ﬁ/;%—)l+(ﬁ,’§)\_}1 gé— (W7$)I+(ﬁ/,§)ul >
0 o
I=(w§)UL

where we used I. := I(w, &) \ I, possesses linear independent columns. Then the

matrices M(w, €) T M(w, £), where

M6 [ H, (0, €) HL(w,8) ] ’

DI=(w,E)G, (w,&) DUI=w,E)NG;(w, &) — DUI=(w,§))

are uniformly positive definite in a neighbourhood of (w, ).
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Proof: Suppose that the assertion is false. Then there exist sequences {(WFhken C
RP1, {EF} ke € RP2, {(dF, dlg)}keN C R x RP2,and {ni}ken C [0, 00) such that
wk — w, &k > &, n — 0, and, for each k € N, ||dfv|| + ||dlg|| = 1 as well as

a1’ K kT gk ok [
nk=[d”§] Mk, gb) M(w,s>[d”§].
For brevity of notation, we make use of the abbreviations

H,, (k) = H,, (W, E5), M (k) == Hy (wF,€5), )
Gy (k) = (G, W ES), (G (k) = (G (W, E%)

foralli € {1,...,py}. Due to D(I= (WK, X)) D(I= (wk, X)) = O, the above gives
e = M, (K)db |12 + 2(H,, () d%) T (ML (0 dE) + | H (o df |2

Y (@htod+ @tod) £ Y @b

iel= (wkgk) ieI<(wk,gk)

(12)

By continuity of G, each index i € I T (w, 5 ) lies in IZ (wk, & k) for sufficiently large
k € N. Furthermore, any i € I~ (w, £) lies in I< (wk, £ for sufficiently large k €
N. For i € I%°(w, é ), two scenarios are possible. Either there is an infinite subset
K' c Nsuchthati € IZ(wk, £%) forall k € K', ori € I<(wk, %) holds for all large
enough k € N. Anyhow, since there are only finitely many indices in {1, .. ., p2},
we may choose an infinite subset K C N as well as an index set I C 10w, &)
such that IZ (wk, £%) = I (w, &) U T and I< (WK, €X) = I~ (w, &) U I, is valid for
each k € K, where I. := I°(w, £) \ I. Hence, for each k € K, (12) is equivalent
to

e = IH,, (Ody 1> + 2(H,, (o dy) T (Hg () df) + 1 H (k) dg 1>

Y (@hd+ Gord) Y @b

ielt (&)Ul iel~ (w,§)UI

(13)

Clearly, along a subsubsequence (without relabelling), {(dﬁ,, d]g)}ke K converges
to some (d,, dg) € RP' x RP? such that ||d,|| + [|dg|l = 1. Thus, taking the limit
k —x oo in (13) gives

0 = (1M, (W, E)dylI> + 2(H,, (W, E)dw) T (Hy (0, E)de) + [ Hy (i, )z ||

Y (@bt GhmbdE) Y @)

ielt (w,€)UI iel~ (w,€)UI,
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This implies that the matrix M (w, & )T./{/lv 1(w, &), where

M (ﬁ/ é) =|: 7—[_/14;(1’_1/’5) _ B Hé(ﬁ_j’é) _ :|
RS Dt (w,€) U DG, (w, &) DU (W, E) U DG (w,&) = DU~ (w,§) U L) |’
which is naturally positive semidefinite by construction, is not positive definite.
Thus, M;(w,&) cannot possess full column rank, contradicting the lemma’s
assumptions. |

The qualification condition postulated in Lemma 4.4 actually corresponds to
the linear independence of the columns of all elements of Bouligand’s general-
ized Jacobian of Fay at (i, £), i.e. these assumptions recover the BD-regularity
condition from the literature, and the latter is well established in the context of
solution algorithms for nonsmooth systems. Let us also mention that it can be
easily checked by means of simple examples that full column rank of the Newton-
derivative of Fiay at (w, &), as constructed in Lemma 4.2, does, in general, not
guarantee the uniform positive definiteness which has been shown under the
assumptions of Lemma 4.4.

We note that each solution of (MNLCS) is a global minimizer of Wgp and, thus,
a stationary point of this function. The converse statement is not likely to hold.
Even for quadratic systems, one needs strong additional assumptions in order to
obtain such a result.

Next, we present the method of our interest in Algorithm 4.5. For brevity of

notation, we introduce
w Sw
Z = , d:== ,
=]

and similarly, we define ZF and d*. Recall that Dy Fimax(z) denotes the Newton-
derivative of Fpax at z characterized in Lemma 4.2.

Algorithm 4.5 (Global nonsmooth Levenberg-Marquardt method for mixed
nonlinear complementarity systems):
Input: starting point z° € RP! x RP2, parameters k € (0,1), Taps > 0, 0,8 €
0,1), p1,02 > 0, and y1,y2 > 0
1: setk:=0
while || Fip(2") || > Tabs do
set vk := min(y1, v2|| Frs 25 and compute d as the uniquely determined
solution of

(DNFimax (Z°) " DN Finax(ZF) + vil)d = —DnFinax (25) T Finax(25)

if Wp (X + d¥) < k Wep(zF) then

b
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set Zk+1 .= Zk 4 gk

5:

6: else

7o ifW(EdE > — 1 [V Wrs(Z) [[1d¥] or |48 < po then

8 set d* := —VWpp(F)

9: end if

10: set ay := B where i € N is the smallest positive integer such that
Wep (2" + Bd) < Wep(2") + Bo Wip(2d"

11: set K1 = 2K 4 o dF

122 endif

13 setk:=k+1
14: end while
15: return zk

We now present the central convergence result associated with Algorithm 4.5. Its
proof is similar to the one of [37, Theorem 5.2] but included for the purpose of
completeness.

Theorem 4.6: Let {z¥}icry be a sequence generated by Algorithm 4.5.

(a) If Wep (2K + dX) < kWep(2X) holds infinitely many times in Step 4, then
(W (Z5) ke is a null sequence and each accumulation point of {2V ken is
a solution of (MNLCS).

(b) Each accumulation point of{zk}keN is a stationary point of Wgp.

(¢) If an accumulation point Z of {z¥)ken satisfies the assumptions of Lemma 4.4,
then the whole sequence {z"}xen converges to z superlinearly. If the derivatives
of G and 'H are locally Lipschitz continuous functions, then the convergence is
even quadratic.

Proof: (a) We note that Algorithm 4.5 is a descent method with respect to
Wgp which is bounded from below by 0. Thus, the assumptions guarantee
Wep(zK) — 0. Noting that Wgp is continuous, each accumulation point z of
{2F)keny satisfies Wpp(Z) = 0 in this situation, giving Frp(z) = 0, and this
means that z solves (MNLCS).

(b) If the assumptions of the first statement hold, the assertion is clear. Thus, we
may assume that, along the tail of the sequence, Wgp (2K + d*) >k Wpp(2F)
is valid. Assume without loss of generality that ("} ken converges to some
point z. We proceed by a distinction of cases.

Iflim infy_, o ||d¥|| = 0, Algorithm 4.5 automatically gives d* = — VW ()
along a subsequence (without relabelling). Taking the limit along this sub-
sequence gives VWgg(z) = 0 by continuity of VWgp.
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Next, consider the case lim infy_, o otk ||d¥|| >0. Noting that {Wrg (25) been
is monotonically decreasing and bounded from below, this sequence con-
verges. Furthermore, for all large enough iterations k € N, the choice of the
step size and the fact that the search direction is a descent direction for Wgp
guarantee that

0 < —apo Wip(ZN)dF < Wpp(2F) — Wep(ZFHY).

Thus, since {Wpp(z%)}rey is a Cauchy sequence, we find o Wip (Z5dk — 0.
Noting that, by construction of Algorithm 4.5, each search direction passes
the angle test \IlgB(zk)dk < —p1 IV (Z) ||]1d¥| for large enough k € N,
the estimate

@ Wip (2)d* < 0 < pral| VW (29 | 1d¥ )] < —ap Wip (25)dF

follows. Taking the limit k — oo and noting that {aklld* |} ke is bounded
away from zero, VWgp (zX) — 0 follows, so VWpg(Z) = 0 is obtained from
continuity of VWgp.

Finally, we assume that liminfy_, |d*||>0 and lim infx_, o ok ||d¥|| = 0.
For simplicity of notation, let axlld*|| = 0. Then we have ap — 0 by
assumption. Particularly, for large enough k € N, the step size candidate
B~ Ly is rejected, i.e.

\IJFB(Zk + ,Bilolkdk)>\IJFB(Zk) + ,8710[]{0 ‘png(Zk)dk.

The smoothness of Wp allows for the application of the mean value theorem
in order to find 6 € (0, 8~ ary) such that

Wi (2F + B agd®) — W (2F) = B o Wi (25 + Grd™)dF,
and together with the above,
Wi (25 + Opd¥)d* >0 Wip () dF

follows. Clearly, axd* — 0 gives 6xd* — 0. Noting that VWgg is uniformly
continuous on each closed ball around z, for arbitrary >0, we can ensure

0 < Wip(Z* + Opdd)dk — o Wip(2h)d*
= (Wip (2" + 6pd") — Wi (Z))d* + (1 — o) W25 d*
< elld"|| + (1 — o) Wip(2H)d"

for large enough k € N. Combining this with the validity of the angle test
gives

elld||> — (1 — o)W (Z)d* = (1 — 0) o1 | Vs (ZF) |11,

ie. (1 —0)p1||[V¥rp(2F)| <& forall large enough k € N. Since £>0 has been
chosen arbitrarily, VWgp (zF) — 0 follows, which gives VWgp(z) = 0.
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(c)

Let {zF}rcx be a subsequence fulfilling ZF = z for some point z which
satisfies the assumptions of Lemma 4.4. Furthermore, we note that Fp.x
is locally Lipschitzian by construction. Clearly, by || Fgp(z¥)|| =k 0, which
holds since z solves Fax(z) = 0and, thus, also Frp(z) = 0, {vi}kek is a null
sequence. Due to Lemma 4.1, it holds vx € O(|| Fmax (29, so we know that,
for sufficiently large k € K, z* lies in the radius of attraction of Z mentioned
in Theorem 3.2 while vy is sufficiently small in order to apply Theorem 3.2 to
get the desired results if the LM direction is actually accepted. This, however,
follows for all large enough k € K from Corollary 3.3 since Lemma 4.1 gives

U+ d _ (17 + )
() 1 Fm @

2
< (Kz)z | Fmax (25 + d5)|
<\|—= —-k 0
Kl ||Fmax(zk)”

for the LM directions {d*}rck. [ |

Remark 4.7: (a) Clearly, Algorithm 4.5 is a descent method with respect to

(b)

Wgp, i.e. the sequence {||Frp (@) ke is monotonically decreasing. This
directly gives that {vi}ken is monotonically decreasing and, thus, bounded
by its trivial lower boundedness.

Besides the standard angle test, there is another condition in Step 7 which
avoids that the LM direction is chosen if it tends to zero while the angle test is
passed. This is due to the following observation. Suppose that (along a suit-
able subsequence without relabelling), the LM directions {d*}ken pass the
angle test but tend to zero. In order to prove in Theorem 4.6 that the accumu-
lation points of {zF}cpy are stationary for Wgp, one can exploit boundedness

of the matrices DN Fmax(z¥) T DN Finax (2F) + vEIP which would give
(e B Hw, &)

M, €)7 20 =0 14

1w ) [max<g<w,s>,—s>] =

by definition of the LM direction where (#,£) is an accumulation point of
{zF}keny. Above, we used the matrix

H, (i, &) Hy (w,8) }

Mi(w8) = [D(P(fv,é) UDG,E) DU () U DG, E) — DU~ () U 1)

as well as the index set
Fwé) ={ief{l,....,p} | Gi(w,§)> — &},

and the pair (I, I.) is a disjoint partition of {i € {1,...,m} | Gi(w, &) = —&}.
We note, however, that (14) is underdetermined, so we cannot deduce
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H(w, €) = 0 and max(G(w, &), —&) = 0 which would give us stationarity of
Z := (w, &) for Wgp. This is pretty much in contrast to the situation in [9,
Theorem 4.6] where, for square systems, stationarity has been shown under
some additional assumptions.

(c) Following the literature, see e.g. [9, 10], it is also possible to incorporate
inexact solutions of the LM equation in Algorithm 4.5 in a canonical way.
Combined with a suitable solver for this equation, this approach may lead to
an immense speed-up of the method. For brevity of presentation, we omit
this discussion here but just point out the possibility of investigating it.

4.2. On using the Fischer-Burmeister function exclusively

In this subsection, we briefly comment on an algorithm, related to Algorithm 4.5,
which fully relies on the residual Fgp introduced in (9). For completeness, we
first present a result regarding the Newton-differentiability of this function which
basically follows from the chain rule stated in Lemma 2.2 and Example 2.3(c).

Lemma 4.8: On each bounded subset of RP* x RP2, the mapping Frp is Newton-
differentiable with Newton-derivative given by

(n6) [ H,y(,8) H (w, €) }

D (w, £)G;,(w,&)  Dg(w, £)GL (w, &) — D (w, &)

and this mapping, again, is bounded on bounded sets. Whenever the derivatives of
G and H are locally Lipschitzian, the order of Newton-differentiability is 1. Above,
the matrices Dg(w, &), Dg (w, &) € RP2*P2 gre those ones defined in Lemma 4.3.

Subsequently, we will denote the Newton-derivative of Frp characterized
above by Dy Frp. Observe that, due to Lemma 4.3, we have Dy Frp (2) " Frp(z) =
VWgg(z) for each z € R?.

We also need to figure out, in which situations the Newton-derivative from
Lemma 4.8 satisfies the assumptions for local fast convergence.

Lemma 4.9: Fix a solution (w,&) € RP' x RP? of (MNLCS) and assume that for
each pair (a,b) € RP2 x RP2 of vectors satisfying

Viel (w,&): a;=0,b=1,
Vielt(w,&): aj=1, bj=0, (15)
Vielwé): (ai—1%40i—1)2=1,

the matrix

(16)

R HLV_(Wyé) o Hé(ﬁ/_,é) o
D (,£)G,,(w,&) Dg(w,§)GL(w, &) — DLW, é) |’
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where we used
D (i, £) = diag(@)D(I (#,) U I (i, §)),
D} (in, ) := diag(®)D(I~ (w,§) UT®(,£)),

possesses linearly independent columns. Then the matrices N (w, & YN (w, £),
where

N &) { Hi, (0,6) HL(w,€) } ’

Dg(w,£)G),(w,&)  Dg(w, )G, (w, &) — De (w, &)
are uniformly positive definite in a neighbourhood of (w, ).

Proof: For the proof, we partially mimic our arguments from the proof of
Lemma 4.4. Thus, let us suppose that the assertion is false. Then there
exist sequences {W }rey C RP1, {(EF ey € RP2, {(dF, d’g)}keN C RM x RP2, and
{(Nktken C [0,00) such that w* — w, €K — &, np — 0, and, for each k € N,
151l + lldE || = 1as well as

A1 kT ek ok [
77k=|:dg] Nk £ N(w@)[%}

Again, we make use of the abbreviations from (11) and obtain, by definition of
the matrix N (wk, £5),

e = M, (K dk |12 + 2(H,, () d%) T (M (R dE) + | H (o df |2

b2 5
+ D a0 62 (G0}, ol + (G (0 )

i=1

p2
=23 raWh £ WE, £ (G0, (o, + G0 () (b,

i=1

p2
+ Y W ENF D]

i=1 (17)
where we exploited the vectors v, (wk, £%) and vy, (wk, £F) defined in (10). For each
ie I+(ﬁ/,§), i€ lgo(wk,ék) ={1,...,p2} \Ioo(wk,“g‘k) holds for large enough
k € N by continuity of G;, and we find the convergences (va(Wk, E%)); > 1
and (v,(wk, £K)); = 0 as k — oo. Similarly, for each i € I~ (w, &), we find i €
ISO (wk, €Ky for all large enough k € N, and we also have (va(wk, £5)); — 0 and
(vp(WK, £5)); — 1 in this case. It remains to consider the indices i € I°(w, £).
By construction, we know that the sequence {((v, (WK, E))i, (v (W, EF)) ) bken C
R2 belongs to the sphere of radius 1 around (1,1) for each k € N and, thus,
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possesses an accumulation point in this sphere. Thus, taking into account that
Ioo(fv,é ) is a finite set, we find an infinite set K C N and vectors a,b € R??
satisfying va(WE €Y >k a, vp(wWk, €F) >k b, and (15). We may also assume
for simplicity that the convergences dX, —x d,, and d’g — dg hold for a pair
(dw, dg) € RP! x RP? which is nonvanishing. Taking the limit k — g oo in (17)
then gives

0 = 1M}, E)dyI> + 2(H,, (0, ) ) T (MG (. E)dg) + M (0, E)de )

Y (@Bt G + Y @

ielt (m,€) iel= (m,€)
+ Y @ (@ By + G E)de ) — bitde)y)?
i€l (w,§)

which, similar as in the proof of Lemma 4.4, implies that (d,,, dg) belongs to
the kernel of the matrix from (16). This, however, contradicts the lemma’s
assumptions. |

We note that the assumption of Lemma 4.9, which corresponds to the full row
rank of all matrices in Bouligand’s generalized Jacobian of F¢p at the reference
point, i.e. BD-regularity, is more restrictive than the one from Lemma 4.4. Indeed,
if the assumption of Lemma 4.9 holds, then one can choose the vectors a, b € RP2
such that

iel"(wé) UL,

0
Vi 1,..., : i = Z
relloplea {1 ielt(wé) Ul

b |0 ielr@HUL
Tl ierrwE) UL
for arbitrary I C 1°°(w, £)and I := I°°(w, ) \ I in order to validate the assump-
tion of Lemma 4.4. Clearly, the assumptions of Lemmas 4.4 and 4.9 coincide
whenever the biactive set I°°(w, &) is empty. This situation is called strict com-
plementarity in the literature.

The subsequent example shows that the assumptions of Lemma 4.9 can be
strictly stronger than those ones of Lemma 4.4.

Example 4.10: Let us consider the mixed linear complementarity system
w+&E=0,w>0, £€>0,wE=0

which possesses the uniquely determined solution (w, £) := (0,0). In the context
of this example, the functions G, H: R x R — R are given by

Yiwmé)eRxR: Gw,&):=—w, HWE) =w+E.
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Clearly, the assumption of Lemma 4.4 holds since the matrices

o [

possess full column rank 2. However, the matrix

)

possesses column rank 1 for a:=b:=14 +/2/2, ie. the assumptions of
Lemma 4.9 are violated.

From the viewpoint of semismooth solution methods, it also has been
observed in [9, Propositions 2.8 and 2.10, Example 2.1] that the mixed approach
via Fmax needs less restrictive assumptions than the one via Fgp in order to yield
local fast convergence.

Next, we state the globalized nonsmooth LM method for the numerical
solution of (MNLCS) via exclusive use of Fgp from (9) in Algorithm 4.11.

Algorithm 4.11 (Global nonsmooth Levenberg-Marquardt method for
mixed nonlinear complementarity systems via Fischer-Burmeister function):

Input: starting point z° € RP! x RP2, parameters k € (0,1), Tas > 0, 0,8 €
0,1), p > 0,and y1,y2 > 0
1: setk:=0
2 while | Fep(2%)|| = taps do
3 setvg := min(y1, 2 || Fes(Z9) ||) and compute d* as the uniquely determined
solution of

(DnFrp () DyFrp(e) + wlf)d = —Vpp()  (18)
4 if Wpp (2K + d) < k Wpp(2F) then
5: set 241 .= 2k 4 gk
6. else
7o if (YA > —p||VWrp(ZN)||d¥| then
8 set d¥ .= —VWgp (25
9: end if
10: set a ;= B where i, € N is the smallest positive integer such that

Wrp (2K 4 Bi*d") < Wpp(2F) + Bi*o Wiy (25 d*

11: set 2K .= 2K 4 ok
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122 endif

13 setk:=k+1
14: end while

15: return z¥

Below, we formulate a convergence result which addresses Algorithm 4.11.

Theorem 4.12: Let {z¥)cn be a sequence generated by Algorithm 4.11.

(a) If Wep(2F + dF) < kWpg(2X) holds infinitely many times in Step 4, then
(Ve (25) ke is a null sequence and each accumulation point of (2 ke is
a solution of (MNLCS).

(b) Each accumulation point of {2} ken is a stationary point of Wgp.

(¢c) If an accumulation point z of{zk}keN satisfies the assumptions of Lemma 4.9,
then the whole sequence {z"}en converges to z superlinearly. If the derivatives
of G and H are locally Lipschitz continuous functions, then the convergence is
even quadratic.

Proof: The only major difference to the proof of Theorem 4.6 addresses the sec-
ond statement. More precisely, we need to show that, if the ratio test in Step 4
is violated along the tail of the sequence, and if d* — 0 along a subsequence
(without relabelling) while ZK — 7 for some Zz, then Z is stationary for Wgp. As
in the proof of Theorem 4.6, this is clear if d¥ = —VWpp(zF) holds infinitely
many times. Thus, without loss of generality, let us assume that d* is the LM
direction for all k € N, i.e. the uniquely determined solution of (18). Bound-
edness of {v}ren together with Lemma 4.8 gives boundedness of the matri-
ces {DnFrp(z5) T DN Frp (25) + vilPken. Thus, d& — 0 gives VWgp(z) = 0 by
continuity of VWgp and definition of dk in (18). |

5. Applications in optimistic bilevel optimization
5.1. Model problem and optimality conditions

We consider the so-called standard optimistic bilevel optimization problem
n;iyn F(x,y) st G(xy) <0, yeSx), (OBPP)
where S: R” = R™ is given by
Vx e R":  S(x):= argminy{f(x,y) |y € Y(x)}. (19)

The terminus ‘standard’ has been coined in [46]. Above, F,f: R” x R™ — R
are referred to as the upper- and lower-level objective function, respectively,
and assumed to be twice continuously differentiable. Furthermore the map-
ping, G: R" x R™ — R’ is the twice continuously differentiable upper-level
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constraint function, and the set-valued mapping Y: R” = R™ is given by
Vx e R": Y(x):={yeR"|g(x,y) <0},

where the describing lower-level constraint function g: R” x R™ — R’ is also
assumed to be twice continuously differentiable. The component functions of g
will be denoted by g1, . . ., g

We consider the so-called lower-level value function reformulation

n;iyn F(x,y) st Gxy) <0, gxy) <0, f(x,y) < ¢Xx), (VER)

where ¢: R” — R := R U {00} is the lower-level value function given by

Vx e R":  ¢@(x):= ilylf{f(x,y) |y € Y(x)). (20)

It is well known that (OBPP) and (VFR) possess the same local and global
minimizers.

Let us fix a feasible point (x,y) € R" x R™ of (OBPP). Under mild assump-
tions, one can show that the lower-level value function ¢ is locally Lipschitz
continuous in a neighbourhood of x, and its Clarke subdifferential, see [47], obeys
the upper estimate

X)) C{Vif %) +4.E P DD € AR )} (21)

where A(x,y) is the lower-level Lagrange multiplier set which comprises all
vectors D € R’ such that

Vif . 3) +&,&) D=0,
p>0, gxy <0, D gky =0.

Let us now assume that (%, y) is already a local minimizer of (OBPP) and, thus,
of (VFR) as well. Again, under some additional assumptions, (x,y) is a (non-
smooth) stationary point of (VFR) (in Clarke’s sense). Keeping the estimate (21)
in mind while noting that, by definition of the lower-level value function,
f(x,7) = ¢(x) is valid, this amounts to the existence of u € R, v, D € R/, and
A € R such that

VE&7) + G &) n+g &y (v—21d) =0, (22a)
Vyf (5,7) + g(%7) D =0, (22b)

n=0, Gxjy <0, n' G&xj =0, (22¢)

V>0, gxy <0, v gy =0, (22d)

p>0, g&%j) <0, D'gkj =0, (22e)

A > 0. (22f)
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In the subsequently stated lemma, we postulate some conditions which ensure
that local minimizers of (OBPP) indeed are stationary in the sense that there
exist multipliers which solve the system (22). Related results can be found e.g. in
[48-50]. As we work with slightly different constraint qualifications, we provide
a proof for the convenience of the reader.

Lemma 5.1: Fix a local minimizer (x,y) € R" x R™ of (OBPP) such that x is an
interior point of dom S. The fulfillment of the following conditions implies that there
are multipliers u € RS, v, € RY, and A € R which solve the system (22).

(a) The functions fand g1, . . ., g are convex in (x, y).
(b) Either the functions f and g are affine in (x,y) or the lower-level
Mangasarian-Fromovitz constraint qualification (LMFCQ)

gy H=0, 520, PgEHN=0= D=0

holds.
(c) The set-valued mapping ®: R x R* = R" x R™ given by

Y(r,u) € R x R®:
O (r,u) :={(x,y) € gph Y [ f(x,y) — ¢(x) <1, G(x,y) < u}

is calm at ((0,0), (X, y)).

Proof: The imposed convexity assumptions on the lower-level data functions
guarantee that ¢ is convex, see e.g. [51, Lemma 2.1]. Given that X is an interior
point of dom S, we have |¢(x)|<oo for all x in some neighbourhood of x, and
therefore ¢ is Lipschitz continuous around x. Thus, (VFR) is a Lipschitz optimiza-
tion problem around the point (x, y). Hence, it follows from [52, Theorem 4.1]
and [53, Theorem 6.12] that the calmness of & at ((0,0), (x,y)) yields the
existence of u € R%, A € R, & € 0°¢(X), and v € Ngpp y(,p) such that condi-
tion (22¢) holds together with

VFE)) +G @y n+r (V&) —@3,0)+v=0  (23a)
A>0, f&y) —eX <0, A(f(x)) —eX)=0. (23b)

Above, Ngph v (X, y) denotes for the normal cone, in the sense of convex analy-
sis, to the graph of Y (which is a convex set under the assumptions made) at the
point (X, y). Due to the validity of LMFCQ or the fact that g1, . .., g are affine,
there exists some v € R’ satisfying (22d) such that v = g'(%,7) " v, see e.g. [53,
Theorem 6.14] for the nonlinear case (in the linear case, this is a consequence
of the well-known Farkas lemma). Furthermore, combining the fulfillment of
LMFCQ with the full convexity of the lower-level data functions implies that
inclusion (21) holds, see e.g. [51, Theorem 2.1]. On the other hand, if f and g
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are affine, then (21) holds due to [54, Proposition 4.1]. In both situations, we
can find some D € R’ such that (22b), (22e), and ¥ = V,f(%, ») + g.(x,7) " D are
satisfied. Plugging this information into (23a) gives

ViF(x%,7) + G35 1+ (x5 (v — aD) =0,
VyF(%,3) + G (% 7) T 1w+ AV, (% 7) + g, (%) v = 0.

Now, making use of (22b) yields (22). Finally, it remains to show that (23b)
reduces to (22f). This, however, is obvious as f(x,y) = ¢(x) holds due to y €
S(x). [

Remark 5.2: (a) Note that assumption (a) in Lemma 5.1 can be replaced by

(b)

(c)

(d)

so-called inner semicontinuity of the lower-level optimal solution mapping
S from (19) at (x,y) as this, together with LMFCQ, still yields validity of
the estimate (21) although ¢ is likely to be not convex in this situation, see
e.g. [50, Corollary 5.3, Theorem 6.1].

We note that assumption (c) is potentially weaker than the standard con-
ditions used in the literature which combine a so-called partial calmness
condition, see [55], with MFCQ-type conditions with respect to the upper-
and lower-level inequality constraints. On the one hand, we admit that a
calmness-type assumption on the constraint including the lower-level value
function is comparatively restrictive, see e.g. [56-58] for discussions, so
that (22) can be seen as a reliable necessary optimality condition for (OBPP)
in selected situations only. On the other hand, from a numerical perspective,
the computational solution of the system (22) turned out to be surprisingly
effective in order to determine minimizers of optimistic bilevel optimiza-
tion problems, see e.g. [41, 42, 59], and this observation covers situations
where the assumptions of Lemma 5.1 are not necessarily satisfied.

In the case where the functions f and g are affine in (x, y), the associated
lower-level value function ¢ is piecewise affine. Hence, whenever G is affine
as well, the set-valued mapping ® from assumption (c) is so-called poly-
hedral, i.e. its graph is the union of finitely many convex polyhedral sets. It
is well known that such mappings are inherently calm at all points of their
graph, see [60, Proposition 1]. Thus, assumptions (a), (b), and (c) are satisfied
in this situation.

A second standard approach to optimality conditions for bilevel optimiza-
tion problems is based on its so-called Karush-Kuhn-Tucker reformulation,
but as shown in [59], both approaches are, in general, completely different
when comparing the resulting optimality conditions and associated con-
straint qualifications. Optimality conditions which are based on the refor-
mulation (VFR) merely discriminate from each other due to different upper
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estimates for the subdifferential of the optimal value function and the asso-
ciated constraint qualifications which ensure their validity. For a detailed
comparison, we refer the interested reader to [48, 49, 61].

Let us now transfer the necessary optimality conditions from (22) into a mixed
nonlinear complementarity system. In order to do it in a reasonable way, we need
to comment on the role of the appearing real number A. Therefore, let us mention
again that system (22) is nothing else but the (nonsmooth) Karush-Kuhn-Tucker
system of (VFR) where the (Clarke) subdifferential of the implicitly known func-
tion ¢ has been approximated from above by initial problem data in terms of (21).
Having this in mind, there are at least two possible interpretations of the meaning
behind A. On the one hand, it may represent the Lagrange multiplier associated
with the constraint f(x, y) — ¢(x) < 0in (VFR). Clearly, in order to incorporate
optimality for the lower-level problem into the system (22), the multiplier ¥ char-
acterized in (22b), (22e), has to be meaningful, i.e. A has to be positive. Similarly,
we can interpret A as a partial penalty parameter which provides local optimality
of (x, ) for

ral’iyn F(x,y) + A(f(x,y) —o(x)) st G(xy) <0, g(x,y) <0

whose (nonsmooth) Karush-Kuhn-Tucker system reduces to (22) under mild
assumptions, and this is the fundamental idea behind the aforementioned con-
cept of partial calmness from [55]. We note that, whenever a feasible point
(x,y) € R" x R™ of (OBPP) is a local minimizer of the above partially penalized
problem for some A, then this also holds for each larger value of this parameter.
Similarly, the case A = 0 would not be reasonable here as this means that lower-
level optimality is not a restriction at all. Summing up these considerations, we
may work with A>0.

Subsequently, we will introduce some potential approaches for the reformula-
tion of (22) as a mixed nonlinear complementarity system.

5.1.1. Parametric approach
Following the ideas in [42], we suppose that >0 is not a variable in the sys-
tem (22), but a given parameter which has to be chosen before the system
is solved. Although this approach is challenging due to the obvious difficulty
of choosing an appropriate value for A, it comes along with some theoretical
advantages as we will see below.

For a compact notation, let us introduce the block variables

W= I:;i| e R, &=

c RS+2I

= < T
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as well as, for some fixed A>0, functions L,¥,¢%P: R x RSF2 — R of
Lagrangian type given by
Vw e R™ Ve e RS2
LY (w,6) == F(x,) + 1 Gx,p) + (v — 20) "g(x,7),
P (w, &) = f(x,) + D' g(x,).

Setting
G (x s y) op
Gon6) = | g | HowE = | B e
g(x.y) T

the solutions of the associated nonlinear complementarity system (MNLCS) are
precisely the solutions of (22) with a priori given A. We note that G does not
depend on the multipliers in this setting.

Let us now state some assumptions which guarantee local fast convergence of
Algorithms 4.5 and 4.11 when applied to the above setting. Therefore, we first
need to fix a point (w, &) = ((x, ¥), (i, v, D)) € R x RST2! which satisfies the
stationarity conditions (22) with given A>0. For such a point, we introduce the
following index sets:

Ig(xy) = {i € {L,....5}| Gix,y) = 0},
IG(6y) =i € {1,....s} | Gi(x,») <0},

IE (6 p, ) o= {i € Ig(x,y) | wi>0},

Ig (s ) = {i € Ig(x,9) | i = 0},
L(xy) ={ie{l,....t}]|g(xy) =0}
Iy (x,y) == {i € {1,...,t}| &(xy)<0},

I;’(x,y, v):={i€ Ig(x,y) | vi>0},

Igo(x,y, v):={ie Ig(x,y) | vi = 0}.

Furthermore, we make use of the so-called critical subspace defined by

Clme) {8 J— VGi(x,y)ow =0 ieIg(x,y,u)
w,E) = {éw

Vgi(x,y)dw=0 ie I;(x,y, v) U I;(x,y, il

We say that the lower-level linear independence constraint qualification (LLICQ)
holds at (x, y) whenever the gradients

Vygi(xy) (i€ L(x,9)

are linearly independent (note that, at the lower-level stage, only y is a variable).
Analogously, the bilevel linear independence constraint qualification (BLICQ) is
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said to hold at (x, y) whenever the gradients

VGixy) (i€lg(xy), Vgi(xy) (i€ L(xy)

are linearly independent.

The following two theorems are inspired by [41, Theorem 3.3]. Our first result
provides conditions which guarantee validity of the assumptions of Lemma 4.4
in the setting (24). These assumptions, thus, give local fast convergence of
Algorithm 4.5 in the present setting.

Theorem 5.3: Let (w,£) = ((x,y), (11, v, D)) € R x RS2 be g solution of the
stationarity system (22) with given A>0. Let LLICQ and BLICQ be satisfied at
(x, y). Finally, assume that the second-order condition

Viwe Cw,&)\{0}:  Sw' V2 L (w,&)8w>0 (25)

holds. Then, in the specific setting modelled in (24), the assumptions of Lemma 4.4
are valid.

Proof: For each sets I C Igo(x,y, W), Ig C Igo(x,y, V), and fg C Igo(x,y, D), we
need to show that the system comprising

VZ LP(w,&)8w+ G (x,y) 81+ ¢ (x,9) T (v — A8D) =0, (26a)
(VyLP),, (w,€)8w + g)(x,y) ' 89 = 0 (26b)

as well as the sign conditions

Gi(,))8w =0 iel(xyun Ul (27a)
gxydw=0 ie I;(x,y, V) U I;(x,y, D) U, ul, (27b)
Spi=0 i€l;xy) Ule)e (27¢)
Sv;=0 ie I; (6 U ) (27d)
§i=0 iel; (xy) U (27e)

only possesses the trivial solution. Above, we used (Ig). := Igo(x, ¥, 1)\ Ig,
(I)e == I9°(x, ,v) \ I, and (e == (%, 3, D) \ L.

Multiplying (26a) from the left with dw' and respecting (27a) gives
5wTVﬁ,WLgp(w, £)6w = 0. On the other hand, (27a) and (27b) yield éw €
C(w, ). Hence, the assumptions of the theorem can be used to find §w = 0. Now,
we can exploit LLICQ in order to obtain §v = 0 from (26b) and (27e). Finally,
with the aid of BLICQ, (26a), (27¢), and (27d), we find §« = 0 and §v = 0. This
shows the claim. [ ]
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Let us note from the proof that Theorem 5.3 remains correct whenever (25) is
replaced by the slightly weaker condition

Vowe Cw,&)\{0}):  Sw' V2 L (w,&)dw # 0. (28)

However, (25) is related to second-order sufficient optimality conditions for the
characterization of strict local minimizers of (OBPP), see e.g. [62], and as we aim
to find local minimizers of (OBPP), this seems to be a more natural assumption
than (28) which seemingly concerns saddle points of L}”.

Under slightly stronger conditions, we can prove that even the assumptions of
Lemma 4.9 hold in the precise setting from (24) which, in turn, guarantee local
fast convergence of Algorithm 4.11 in the present setting.

Theorem 5.4: Let (w,&) = ((x,¥), (i, v, D)) € R x RS2 be a solution of the
stationarity system (22) with given A>0. Let LLICQ and BLICQ be satisfied at
(x, ), and let Igo (x,1,0) C I;‘ (x,y,v) hold. Finally, assume that the second-order
condition (25) holds. Then, in the specific setting modelled in (24), the assumptions
of Lemma 4.9 are valid.

Proof: Foreachi e Igo(x, ¥, 1), let (aiG, b,.G) € R? satisfy
@@ -+ -1 =1.

Similarly, for each i € Igo(x,y, v) (i e Igo(x,y, D)), let (a;g, h;‘-’) € R? ((El‘lg, l;‘lg) IS
R?) satisfy

@ -1+ - =1 (@ -1*+F-1*=1).

We need to show that the system comprising the conditions from (26) as well as
the sign conditions

Gi(x,y)dw=0 ic Ig(x,y, ITHN (29a)
gxdw=0 ic I;(x,y, v)uU I;(x,y, D), (29b)
aiGG;(x,y)(Sw — b,-G8ui =0 ie I%O(x,y, w, (29¢)
a’lgg;(x,y)(Sw — b‘lngi =0 ie Igo(x,y, V), (29d)
a3 gl (x, y)dw — iff(Sﬁi =0 ie Igo(x,y, D), (29)
Sui=0 ie€l;(xy), (29f)

Svi=680i=0 i€l (xy) (29g)

only possesses the trivial solution.
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For later use, we introduce index sets PlGO, POGI, PJGr C I%O (x, y, ) by means of

PG = (i € IX(x,p, 1) |af =1, bY = 0},
P§ =i IX(x,y, 1) af =0, b% =1},

P_(’;_ = 12;0(36)/, M) \ (PIGO U P(();l)

Let us note that aP,bf>0 holds for each i € P$, which gives Gi(x,y)éw =
(biG/aiG)Sui by (29¢). Furthermore, for each i e PIGO, we have Gi(x,y)éw =
0, while du; = 0 is valid for each i e Pgl. Let the index sets PfO,P‘gl,Pi C
Igo(x, y,v) and f’fo,f)gl,f)i C Igo(x, ¥, V) be defined in analogous fashion.
I\Iote that for each i€ Pi - Igo(x,y, V) C I;‘(x,y, V), (29b) and (29e) give
(b} /a5)8%i = gj(x, y)dw = 0.

Clearly, (29a) and (29b) give §w € C(w, &). Multiplying (26a) from the left with
SwT while respecting (25), (29a), and the above discussion gives

be v o
0= 8w Vi, LT n§)dw= =3 —56u)’ = ) —@u)*+5 ) = (60’
iep§ ! ieps ! ieP% !
by v
== 2 506m)* =) — 6w’ <0,
iep¢ iepS

Thus, we have 5WTV1%,WLKP(W,S)5W =0, so (25) yields §w = 0. Now, we can
argue as in the proof of Theorem 5.3 in order to obtain 6 = 0, v = 0, and
8D = 0 from (26b), (291), and (29g) with the aid of LLICQ and BLICQ. This
completes the proof. [ |

Let us note that both Theorems 5.3 and 5.4 drastically enhance [41,
Theorem 3.3] where strict complementarity is assumed.

5.1.2. Variable approach
The discussions in [40, 42] underline that, from a numerical point of view, treat-
ing A as a parameter in (22) is nontrivial since the particular choice of it is quite
involved. We therefore aim to interpret X as a variable which is determined by the
solution algorithm. In this section, we suggest two associated approaches.

First, we may consider the block variables

W= I:;i| e R, &=

c RS-FZH-I

> o < T
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as well as Lagrangian-type functions L{¥, €17 : R"+" x Rs+2t+1

Vw e Rn+m’ VS e RS+2t+1:
op — T T
LW, &) :=F(x,y) + 1 G(x,y) + (v — AD)  g(x, ),
P W, &) = f(x,y) + ' gx, ).

— R given by

Setting
G(x, ) .
_ | g&p VWL <w,s>}
gontyi= | Sn | mone =[] oo
0

we can reformulate (22) as a mixed complementarity system of type (MNLCS).
Here, X is treated as part of the Lagrange multiplier vector associated with (22),
and this seems to be rather natural.

A second idea is based on a squaring trick. Observe that the system (22) can
be equivalently reformulated by combining

VFGEH) +G &) T u+gd@» w—r*) =0
with (22b)-(22e) for multipliers 1 € R, v,b € R, and ¢ € R. This eliminates
the sign condition (22f). Thus, using the block variables

x I
wi=|y|¢€ RHMFL = |y | e RSTH
e D

as well as Lagrangian-type functions L', £57 : R"™+1 5 RS2 5 R given by
Vw € RVH—WH—I’ V%- c RS-FZt:
Ly (w,8) = F(xy) + 1 G y) + (v = £9) ' g(x,y),
P w.6) = fxy) + 0 g(x ),

we can recast the resulting system in the form (MNLCS) when using

G(x,y)
Gw &) = | gbay) |2 HW.E) ;:[
g% )

Note that in both settings (30) and (31), the mapping G does not depend on the
multiplier.

Let us point the reader’s attention to the fact that both approaches dis-
cussed above come along with the heavy disadvantage that a result similar to
Theorem 5.3 does not seem to hold. In order to see this, one can try to mimic
the proof of Theorem 5.3 in the setting (30) and (31), respectively. After all pos-
sible eliminations, one ends up with v = A ¥ and 8v = 2¢ 8¢ 1, respectively,
and both of these linear equations possess a nonvanishing kernel. Clearly, these
arguments extend to Theorem 5.4 as well.

Viey Ly (w,& )} ' 31)

Vyls' (w, €)



OPTIMIZATION (&) 35

5.2. Computational experiments

We would like to point the reader’s attention to the fact that the numerical
application of Gauss—Newton or LM methods for the numerical solution of a
smoothed version of system (22) has been investigated in [41, 42]. Therein, the
authors challenged their methods by running experiments on the 124 nonlin-
ear bilevel optimization problems which are contained in the BOLIB library
from [63]. Let us note that only some of these examples satisfy the assumptions of
Lemma 5.1, leading to the fact that (22) does not provide a reliable necessary opti-
mality condition, i.e. system (22) does not possess a solution in many situations.
In this regard, it is not surprising that, in [41, Section 5.4], the authors admit that
the methods under consideration most often terminate since the maximum num-
ber of iterations is reached or since the norm of the difference of two consecutive
iterates becomes small, which is clearly not satisfying. In [42, Section 4.1.4], the
authors introduce additional termination criteria, based on the difference of the
norm of the FB residual and certain thresholds of the iteration number, to enforce
termination even in situations where the algorithm did not fully converge. It is
not clarified in [42] why the authors do not check for approximate stationarity of
the squared FB residual. Summarizing this, the experiments in [41, 42] visualize
some global properties of the promoted solution approaches but do not respect
the assumptions needed to ensure (local fast) convergence. The results are, thus,
of limited expressiveness.

Here, we restrict ourselves to the illustration of certain features of our non-
smooth LM methods from Algorithms 4.5 and 4.11 on problems where the
assumptions of Lemma 5.1 or even Theorems 5.3 and 5.4 hold. Furthermore, we
take care of distinguishing between the parametric approach from Section 5.1.1,
where the multiplier A is treated as a parameter which has to be chosen a priori,
see [40, 41] for further comments on how precisely this parameter can be chosen
in numerical practice, and the variable approach from Section 5.1.2, where X is
an additional variable.

5.2.1. Implementation and setting

We implemented Algorithm 4.5 (method mixLM) and Algorithm 4.11 (method
FBLM) for the three different settings described in (24) (setting Para), (30) (set-
ting Varl), and (31) (setting Var2) (making a total number of six algorithms)
in MATLAB2022b based on user-supplied gradients and Hessians. Numerical
experiments were ran for two bilevel optimization problems whose minimizers
satisfy the stationarity conditions from (22):

Experiment 1 the problem from [62, Example 8] where (22) holds at the global
minimizer for each A>0,

Experiment 2 the inverse transportation problem from [64, Section 5.3.2,
Experiment 3] whose lower-level problem and upper-level constraints are
tully affine.
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For each experiment, a certain number of (random) starting points has been
generated, and each of the algorithms has been run based on these starting
points. If the termination criterion ||Frp (2 | <taps (Term=1) is violated in
Algorithms 4.5 and 4.11, we additionally check validity of ||V Wgp (zk)||<‘1::ttf;t
(Term=2) for some constant raslg*;t>0 in order to capture situations where a
stationary point of the squared FB residual Wgp has been found. Furthermore,
we equip each algorithm with a maximum number of possible iterations, and
terminate if it is hit (Term =0).

In order to compare the output of the six methods, we make use of so-called
performance profiles, see [65], based on the following indicators: total number
of iterations, execution time (in seconds), upper-level objective value, and per-
centage of full LM steps (i.e. the quotient # full LM steps/# total iterations). We
denote by f,;>0 the metric of comparison (associated with the current perfor-
mance index) of solver s € S for solving the instance i € Z of the problem, where
S is the set of solvers and 7 represents the different starting points. We define the
performance ratio by

ts,i
min{ty;|s € S}

VseS,Viel: rg:=

This quantity is the ratio of the performance of solver s € S to solve instance
i € T compared to the best performance of any other algorithm in S to solve
instance i. The cumulative distribution function ws: [1,00) — [0,1] of the
current performance index associated with the solver s € S is defined by

HieZ]|r,=<t}
7|

VT € [1,00): ws(T):=

The performance profile for a fixed performance index shows (the illustrative
parts of) the graphs of all the functions ws, s € S. The value ws(1) represents
the fraction of problem instances for which solver s € S shows the best perfor-
mance. For arbitrary v > 1, w(r) shows the fraction of problem instances for
which solver s € S shows at most the -fold of the best performance.

Finally, let us comment on the precise construction of the performance metric.
For the comparison of the total number of iterations and execution time (in sec-
onds), we simply rely on the index under consideration. Computed upper-level
objective values are shifted by the minimum function value known in the litera-
ture to ensure that the associated performance metric does not produce negative
outputs (additionally, we also add a small positive offset to ensure positivity).
In order to benchmark the percentage of full LM steps, we subtract the afore-
mentioned quotient of full LM steps over total number of steps from 1 (again, a
positive offset is added to ensure positivity). This guarantees that small values of
the metric indicate a desirable behaviour.
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Table 1. Averaged performance indices for Experiment 1.

mixLM FBLM mixLM FBLM mixLM FBLM
Para Para Var1 Var1 Var2 Var2
Aver. # outer iter. 1476.47 1626.61 4302.02 4301.25 1476.47 1626.61
Aver. # full LM steps 43970 3.7273 3.9256 3.1157 43970 3.7273
Aver. time 0.4748 0.4839 0.9691 1.0176 0.4702 0.4840
#Term=0 13 16 52 52 13 16
#Term=1 63 56 61 49 63 56
#Term=2 45 49 8 20 45 49
# optimal solution 74 71 69 68 74 71

5.2.2. Numerical examples
Experiment 1 We investigate the bilevel optimization problem from [62, Exam-
ple 8] which is given by

min (x — 8)2 + (y — 9)2 st. x>0,y¢€ argminy{(y — 3)2 |y2 < x}.
Xy

Its global minimizer is (X, y) := (9, 3), and the corresponding stationarity con-
ditions from (22) hold for each A>0 when choosing p :=0, b > 0, and v :=
2 4 AD. One can easily check that the assumptions of Theorem 5.3 are valid. If
V>0 is chosen, strict complementarity holds. However, even for v := 0, we have
Igo (X, y,0) = Ig (X, y,v) so that the assumptions of Theorem 5.4 hold as well for
each feasible choice of the multipliers.

For this experiment, we took the maximum number of iteration to be 10°
and chose the following parameters for the algorithms: g: = 0.8, Tops := 1079,
TR=107%, B:=0.5,0 := 0.5, y1 := 2 := 0.5, p1 := 1072, py := 107 '%, and
p := 1072, We challenged our algorithms with 121 starting points constructed in
the following way. The pair (x, y) is chosen from {0, 1, ..., 10} x {—5,—4,...,5}.
For the multipliers, we always chose ; := v := 1 := 1 and A := 1. In the case of
setting Var2, we made use of ¢ := 1. The results of the experiments are illustrated
in Figure 1 and Table 1.

We immediately see that the approaches Para and Var2 perform almost
equally good. These methods terminate due to a small residual or stationarity
of the squared FB residual in 90% of all runs, and the actual optimal solution is
found in approximately 60% of all runs with slight advantages for mixLM. Let
us now report on Varl. The optimal solution is found in about 57% of all runs.
However, in this setting, both algorithms much more often do not terminate due
to stationarity of the squared FB residual but are aborted since the maximum
number of iterations is reached - the latter happens in 43% of the runs. Often,
both algorithms seem to be close (but not too close) to a stationary point of the
squared FB residual in this case, but this is not detected by our termination cri-
terion. For a better overview, Figure 2 illustrates the termination behaviour of
all six methods. Coming back to an overall comparison, mixLM in setting Para
converges to the global minimizer of the problem for starting points (x, y) chosen
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from
(o,...,10} x {0,...,5H U ({5,...,10} x {—2}H) U ({9, 10} x {—3}).

In most of the associated runs, a total number of 6 to 10 iterations is performed
out of which almost all are full LM steps, i.e. we observe local fast convergence
in our experiments. Related phenomena can be observed for the remaining five
approaches. Particularly, despite the absence of any theoretical guarantees, local
fast convergence is present in the variable settings described in Section 5.1.2.
More precisely, we observed that whenever our algorithms approach the global
minimizer, then this happens in a few number of full LM steps, and the conver-
gence is, indeed, quadratic. The large average number of iterations documented
in Table 1 results from the fact that whenever the algorithms do not approach
the global minimizer, they tend to get stuck in stationary points of the squared
residual which are approached by slow gradient steps. Typically, the algorithms
are aborted in this situation since the maximum number of iterations is reached.
The performance profiles in Figure 1 indicate that settings Para and Var2 are
superior to Varl when the total number of iterations and execution time are
investigated. Recalling that Varl does not stop until the maximum number of
iterations is reached in comparatively many runs, its (averaged) running time is

1PP based on number of iterations

_________ 1 w .
0.8 [
—mixM (Para)| | 0.6 - = ———= ' [—mixCM (Para)] |
—FBLM (Para) —FBLM (Para)
mixLM (Var1)| | 0.4 mixLM (Var1)| 1
- FBLM (Var1) - FBLM (Var1)
0.2 --mixLM (Var2)| 1 0.2 -mixLM (Var2)| |
-~FBLM (Var2) -~FBLM (Var2)
0 : : : 0 w ‘ ‘
4 6 8 10 0 10 20 30
T T

PP based on function value

] PP based on % of full LM steps

1 E: aad )
0.8
0.6 [—mixLM (Para)| —mixLM (Para)| ]|
—FBLM (Para) —FBLM (Para)
0.4 mixLM (Var1) 0.4 mixLM (Var1)| 1
- FELM (Vart) - FBLM (Var1)
0.2 --mixLM (Var2)| | 0.2 --mixLM (Var2)|
+FBLM (Var2) - FBLM (Var2)
0 0
0 5 10 15 1 2 3
T T

Figure 1. Performance profiles for Experiment 1. From top left to bottom right: number of total

iterations, execution time, upper-level objective value, and percentage of full LM steps.
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Figure 2. Reason for termination for Experiment 1.

twice as large as for Para and Var2. We note that mixLM (even in setting Varl)
performs more full LM steps than FBLM, see Table 1 as well. For more than 80%
of all starting points, mixLM in setting Varl carries out the highest number of
full LM steps among the six methods which we are comparing here. However,
there are some critical instances where, in the setting Varl, comparatively many
gradient steps are done, which explains the numbers in Table 1. All this is in line
with the above comments, and also extends to the computed upper-level objec-
tive value, although one has to be careful as all six methods compute the global
minimizer almost equally often. However, Varl ends up in points with compara-
tively high objective value in much more runs than the other two settings. Taking
a look at the averaged numbers in Table 1, we observe that mixLM performs
slightly quicker than FBLM for all three settings. Furthermore, mixLM finds the
global minimizer more often than FBLM. The highest number of total iterations
can be observed for FBLM in setting Varl.
Experiment 2 We consider the bilevel optimization problem
n;cliyn %Hy —yol> st x>0, elx>elpdem, y € S(x)

where S: R” = R"*¢ is the solution mapping of the parametric transportation
problem

n 4 4
myin Z Zcijyij s.t. Zy,'j < x; i=1,...,n),
j=1

i=1 j=1

“ (TR(x))
Yoypz b (i=1,...,0),
i=1

y=0.
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Here, £ € N is a positive integer, b%™ € N’ is an integer vector modelling the
minimum demand of the ¢ consumers, and ¢ € [0,1]"*¢ is a cost matrix. In
(TR(x)), the parameter x € R" represents the offer provided at n warehouses
which is unknown and shall be reconstructed from a given (noisy) transporta-
tion plan y, € R™<¢_ For our experiments, we chose n: = 5, £ := 7, and relied on
the data matrices given in [64, Appendix]. As mentioned in [64], the best known
solution of this bilevel optimization problem comes along with an upper-level
objective value of 5.07 - 1074,

All six methods were tested based on a collection of 500 random starting
points which were created in the following way. For the construction of the pair
(x, ), the components of x are chosen randomly from the interval [1, 10] while
the components of y are chosen randomly from [0, 10], based on a uniform
distribution, respectively. The associated multiplier vectors as well as ¢ in set-
ting Var2 are defined as in our first experiment. For our algorithms, we chose
a maximum number of 10* iterations, and we made use of the following val-
ues for all appearing parameters: g: = 0.9, T,ps := 1074, t:]t)it = 1073, B := 0.9,
o := 04,y := 1074y, := 0.05,and p; := p; := p := 10~ The resulting per-
formance profiles and averaged performance indices are documented in Figure 3
and Table 2.

1PP based on number of iterations

pr

PP based on time__

L

—mixLM (Para)| | —mixLM (Para)| |
—FBLM (Para) —FBLM (Para)
mixLM (Var1)| 1 £ mixLM (Var1)| 1
- FBLM (Vart) ; - FBLM (Var1)
--mixLM (Var2)| 0.2§ -mixLM (Var2)| -
-~FBLM (Var2) 7 -~FBLM (Var2)
0 aopnsnett . . 0 prnanaed, L L L L
0 2 4 6 0 2 4 6 8 10
T T
PP based on function value ] PP based on % of full LM steps
/"((-
—mixLM (Para)| | —mixLM (Para)| |
—FBLM (Para) —FBLM (Para)
mixLM (Var1)| mixLM (Var1)| |
- FBLM (Var1) - FBLM (Vart)
~mixLM (Var2)| 1 mixLM (Var2)| |
- FBLM (Var2) - FBLM (Var2)
4 6 0 1 2 3 4 5
T T

Figure 3. Performance profiles for Experiment 2. From top left to bottom right: number of total
iterations, execution time, upper-level objective value, and percentage of full LM steps.
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Table 2. Averaged performance indices for Experiment 2.

mixLM FBLM mixLM FBLM mixLM FBLM
Para Para Var1 Var1 Var2 Var2
Aver. # outer iter. 97.754 10.256 54.508 10.156 67.75 20.17
Aver. # full LM steps 5.902 7.79 8.684 7.782 21.064 8.832
Aver. time 2.5777 0.0391 1.0971 0.0371 0.9610 0.1198
#Term=0 1 0 0 0 0 0
#Term=1 32 301 0 142 0 421
#Term=2 467 199 500 358 500 79
# approx. optimal 1M1 397 0 162 411 378
500 I Term = 0
450 | [ | | [ Term = 1
[Cdterm=2

400

350

300

200

150 -

100 -

50 -

mixtM  FBLM  mixLtM  FBLM  mixLM  FBLM
(Para)  (Para) (Varl) (var1) (Var2) (Var2)

Figure 4. Reason for termination for Experiment 2.

From Figure 3, it is easy to see that FBLM performs better than mixLM con-
sidering the total number of iterations, execution time, and the percentage of full
LM steps although FBLM in setting Var2 cannot challenge the same algorithm in
settings Para and Var1 for these three criteria, see Table 2 as well. Our choice of
Tahs and r:lt)‘;t caused that all six methods terminated either due to a small residual
or stationarity of the squared FB residual in most of the runs. Let us point out that
mixLM terminated due to stationarity of the squared FB residual in most of the
runs, and the same holds true for FBLM in setting Varl, see Figure 4 as well.

This, however, does not tell the full story. In the last row of Table 2, we docu-
ment the number of runs where the final iterate produces an upper level objective
value between 5.06 - 10~*and 5.08 - 104, i.e. we count the number of runs where
a point is produced whose associated upper-level function value is close to the
best known one (below, we will refer to such points as reasonable). As it turns
out, mixLM in setting Varl is not competitive at all in this regard. Indeed, this
method most often terminates in points possessing upper-level objective value
around 4.07 - 10~ and norm of the FB residual around 10~>. We suspect that
this method tends to get stuck in stationary points of the squared FB residual
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which are not feasible for the inverse transportation problem. Hence, the perfor-
mance profile which monitors the upper-level objective value in Figure 3 is of
limited meaningfulness. The situation is far better for FBLM where reasonable
points are computed much more frequently, although it has to be mentioned that
the settings Para (79% reasonable) and Var2 (76% reasonable) again outrun Varl
(32% reasonable) in this regard. Interestingly, mixLM in setting Var2 always ter-
minated due to a small value of the squared FB residual, but produced reasonable
points in more than 82% of all runs. An individual fine tuning of the parameters
for the settings Para, Varl, and Var2 may lead to more convincing termination
reasons, but we abstained from it for a better comparison of all methods under
consideration. The performance profiles in Figure 3 show that FBLM in the set-
tings Para and Varl are superior to Var2, and when only computed function
values are taken into account, then, for the price of higher computation time,
mixLM in setting Var2 is acceptable as well.

Let us note that (22) turns out to be an over-determined mixed linear com-
plementarity system in the particular setting considered here and, thus, a certain
error bound condition is present. In the light of available literature on smooth
LM methods, see e.g. [66], this could be a reason for the observed local fast
convergence for a large number of starting points, although we did not prove
such a result in this paper. Furthermore, it has to be observed that a refor-
mulation via Var2 abrogates linearity of the system, but we obtained the best
results in this setting when convergence to reasonable points is the underlying
criterion.

Summary Let us briefly summarize that our experiments visualized compet-
itiveness of the settings Para and Var2, while setting Varl has turned out to
come along with numerical disadvantages in both experiments. While, in our
first experiment, there was no significant difference between Para and Var2, our
second (and, by far, more challenging) experiment revealed that Var2 also could
have some benefits over Para. Our experiments do not indicate whether it is gen-
erally better to apply mixLM or FBLM, but at least we can suggest that whenever
the parameter A is unknown, then it might be reasonable to apply mixLM in
setting Var2 to obtain good solutions.

6. Concluding remarks

In this paper, we exploited the concept of Newton-differentiability in order to
design a nonsmooth Levenberg-Marquardt method for the numerical solution
of over-determined nonsmooth equations. Our method possesses desirable local
convergence properties under reasonable assumptions and may be applied in
situations where the underlying nonsmooth mapping is even discontinuous.
We applied this idea to over-determined mixed nonlinear complementarity sys-
tems where a suitable globalization is possible via gradient steps with respect
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to the squared norm of the residual induced by the Fischer-Burmeister func-
tion. However, we investigated the method in two different flavors regarding
the computation of the Levenberg—-Marquardt direction namely via a residual
given in terms of the maximum function on the one hand and in terms of the
Fischer-Burmeister function on the other hand. For both methods, global con-
vergence results have been derived, and assumptions for local fast convergence
have been specified. Our analysis recovers the impressions from [9], obtained in a
slightly different framework, that the approach via the maximum residual works
under less restrictive assumptions. Finally, we applied these globalized non-
smooth Levenberg-Marquardt methods in order to solve bilevel optimization
problems numerically. Theoretically, we were in position to verify local fast
convergence of both algorithms under less restrictive assumptions than those
ones stated in the literature which among others assume strict complementar-
ity, see [41, Section 3]. Some numerical experiments were discussed in order to
visualize interesting computational features of this approach.

Our theoretical and numerical investigation of bilevel optimization problems
solely focused on the optimistic approach, but it might be also possible to address
(similarly over-determined) stationarity systems related to pessimistic bilevel
optimization via a similar approach. Next, we would like to point the reader’s
attention to the fact that the (inherent) inner semicontinuity assumption on the
solution mapping in Lemma 5.1, see Remark 5.2 as well, is comparatively strong
and may fail in many practically relevant scenarios. However, it is well known
from the literature that in the presence of so-called inner semicompactness,
which is inherent whenever the solution mapping is locally bounded, slightly
more general necessary optimality conditions can be derived which comprise
additional geometric constraints of polyhedral type addressing the multipliers,
see e.g. [49, Theorem 4.9]. For the numerical solution of this stationarity sys-
tem, a numerical method would be necessary which is capable of solving an
over-determined system of equations subject to polyhedral constraints where
either the polyhedral constraint set is not convex or the equations are non-
smooth. Exemplary, we refer the interested reader to [67-69] for examples of
such methods. In the future, it needs to be checked how these methods apply to
the described setting of bilevel optimization, and how the assumptions for local
fast convergence can be verified in this situation. Yet another way to extend our
approach to more general bilevel optimization problems could be to consider
the combined reformulation of bilevel optimization problems which merges the
value function and Karush-Kuhn-Tucker reformulation, see [43]. A potential
associated stationarity system can be reformulated as an overdetermined sys-
tem of discontinuous nonsmooth equations which, similar as in [37], still can be
solved with the aid of the nonsmooth Levenberg-Marquardt method developed
in Section 3 as the latter one is reasonable for functions which are merely calm at
their roots, and this property is likely to hold, see [37, Lemma 3.3(d)]. Let us also
mention that it would be interesting to study whether an error bound condition
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is enough to yield local fast convergence of Algorithms 4.5 and 4.11 even in the
nonsmooth setting, see [66] for the analysis in the smooth case. Furthermore,
it remains to be seen whether some reasonable conditions can be found which
guarantee local fast convergence of our algorithms when applied to stationarity
systems of bilevel optimization problems where the multiplier associated with the
value function constraint is treated as a variable, see Section 5.1.2.
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