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Abstract:

This report is devoted to preconditioning techniques for the matrix-free truncated Newton
method. After a review of basic known approaches, we propose new results concerning tridia-
gonal and pentadiagonal preconditioners based on the standard BFGS updates and on numerical
differentiation. Furthermore, we present results of extensive numerical experiments serving for
the careful comparison of suitable preconditioning techniques and confirming efficiency of the
band preconditioners.
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1 Introduction

We consider the unconstrained minimization problem

" = arg min F(z),
where function F': D(F) C R™ — R is twice continuously differentiable and n is large. We
use the notation
g(z) = VF(z),  Glz) = V2F(x)

and the assumption that ||G(z)| < G, Vo € D(F). Numerical methods for unconstrained
minimization are usually iterative and their iteration step has the form

Tpy1 = Tp + QgSg, k€N,

where s; is a direction vector and oy is a step-length. In this report, we will deal with the
Newton method, which uses the quadratic model

Flai +5) % Q(ae +5) = Flag) + 97 (ne)s + 557 Gla)s (1)
for direction determination in such a way that
S = arg Srg/{/rtlk Q(zg + 5). (2)
There are two basic possibilities for direction determination: the line-search method, where
M. = R",
and the trust-region method, where
M ={se€R":|s| <A}

(here Ag > 0 is the trust region radius). Properties of line search and trust region methods
together with comments concerning their implementation are perfectly introduced in [4],
[22], so no more details are given here.

In this report, we assume that neither matrix Gy = G(z) nor its sparsity pattern are
explicitly known. In this case, direct methods based on Gaussian elimination cannot be
used, so it is necessary to compute the direction vector (2) iteratively. There are many
various iterative methods making use of a symmetry of the Hessian matrix, see [26]. Some
of them, e.g. [7], [8], [24] allow us to consider indefinite Hessian matrices. Even if these
methods are of theoretical interest and lead to nontraditional preconditioners, see [9], we
restrict our attention to modifications of the conjugate gradient method [27], [28], [29],
which are simple and very efficient (also in the indefinite case).

To make the subsequent investigations clear, we first introduce two basic iterative algo-
rithms for direction determination utilizing the preconditioned conjugate gradient (PCG)
method: the line search algorithm proposed in [27] and the trust region algorithm proposed
in [28] and [29] (the outer index k is for the sake of simplicity omitted).



Algorithm 1 Direction determination by the PCG method (the line-search strategy)

s1=0, g1=¢9, M =C"lg, pr=gihi, p=—h.
Do i=1 to n+3
¢ = Gpi, o0, = piTCIzw
If 0; <g|pi]| then s=s;, stop.
;= pi/0i,  Sit1 = Si+Qipi, i1 = gi + g,
hivi =C7'gi1, pig1 = 9¢T+1hz’+1-
If ||gis1]] S w1l or i =m then s=s;, stop.
Bi = piv1/pis piv1 = —hiv1 + Bipi.
End do
Algorithm 2 Direction determination by the PCG method (the trust-region strategy)

s1=0, g1=9, M=C"g1, pr=9{h1, p1=—hi.
Doi1=1ton+3

¢ = Gp;, 0= piTCIzw

If 0, <0 then s=s;+ \ip;, ||s]| = A, stop.

a; = pi/0;.

If ||s; +aypi|| > A; then s =s;+ A\p;, ||s|| =4, stop.
Sit1 = Si + QiDiy  Gi+1 = Gi T 04Q,

hiv1 =C7'gis1,  pis1 = gipqhis.

If [|giv1]] < wllg1]| or i =m then s=s;, stop.

Bi = pis1/pis  Pit1 = —hig1 + Bips.

End do

Since matrix G is not given explicitly, we use numerical differentiation instead of matrix
multiplication. Thus the product ¢ = Gp is replaced by the difference
g(z +dp) — g(x)

G(z)p = 5 (3)
where § = ¢/||p|| (usually e = /e; and ey is a machine precision). An optimization
method, where the direction vector is computed iteratively by one of the above algorithms
and where product ¢ = Gp is replaced by difference (3), is called the truncated Newton
method. This method has been theoretically studied in many papers, see [5], [6], [19], [23].

The following theorem, which easily follows from the mean value theorem, confirms the
choice (3).

Theorem 1 Let function F : R® — R have Lipschiltz continuous second order derivatives
(with the constant L). Let ¢ = G(x)p and

gl +0p) —g(z) o _ €
0 ’ Pl

q=



Then it holds 1
13— all < 52Tlpll

A disadvantage of the truncated Newton method consists in the fact that it requires a large
number of inner iterations (i.e. a large number of gradient evaluations) if matrix G = G(x)
is ill-conditioned. Therefore, the conjugate gradient method need to be suitably precondi-
tioned. Unfortunately, the sparsity pattern of G is not known, so the usual preconditioning
methods (e.g. methods based on the incomplete Choleski decomposition) cannot be used.
In this report we confine to the following particular approaches (see [18], [19], [20], [25]).

(A1) Preconditioners based on the limited memory BFGS method.

(A2) Preconditioners obtained by the standard BFGS method equivalent to the precondi-
tioned conjugate gradient method.

(A3) Preconditioners obtained by the numerical differentiation.

(A4) Preconditioners determined by the Lanczos method equivalent to the unprecondi-
tioned conjugate gradient method.

These possibilities are described in Section 2. In Section 3, we focus on band precon-
ditioners based on approach (A2) and prove some new results concerning their positive
definiteness. Section 4 is devoted to band preconditioners based on approach (A3), where
we propose some theoretical results confirming their efficiency. The last section contains
some important comments concerning implementation of band preconditioners and results
of computational experiments comparing various preconditioning techniques.

2 Building preconditioners for the truncated Newton method

In this section, we describe four approaches mentioned above in more details. This de-
scription is necessary for understanding new results introduced in the subsequent sections
and for an extensive comparison of selected preconditioners presented in Section 5.

The idea of approach (Al), the use of the limited memory BFGS updates, is very
simple (see [18]). Matrix C; ' = Hy = HF, used as a preconditioner in the k-th step of
the truncated Newton method, is determined recurrently in such a way that Hf , = vx_ I,
where [ is the number of updates (usually [ = min(k — 1,3)) and

b y; H}yj didj — Hjydj +d;(Hjy;)"

Jj+1 J y]de ijdj y]de
T
J

VIHIV + -
ST

for k—1<j<k—1with
y;d}
vy d;’

Vi=1- dj =xj11 — x5, Yj = gjy1 — Y-



Matrix Hj is not computed explicitly. In the i-th inner step of the conjugate gradient
method, which is used in the k-th outer step of the Newton method, a vector h; = C}; Ly, =
Hy g; is determined by the Strang recurrences [17]. First, we set ux = ¢; and compute
numbers and vectors

d?UjJrl .
O'j:T and U; = Uj+1 — 05Y5, k-lg]gk—l,
Y; aj
respectively, using backward recurrences. Then we set vy_; = Yx_jur—; and compute vectors

T

S S /) S

j+1 = Uj 7T yTd; ) )= J
j

using forward recurrence. Finally, we set h; = v;. Scaling parameter ~y;_; serves for
improving the efficiency of the preconditioner. A suitable choice is v,_; = v} di/y} yx. The
use of the Strang recurrences is the oldest (and simplest) possibility for implementing the
limited memory BFGS method. There are other useful procedures based on explicit [2] or
recursive [16] matrix formulations.

Approach (A2), introduced in [20], is based on the fact that the BFGS method with
perfect line search applied to a strictly convex quadratic function is equivalent to the
conjugate gradient method with the same step-size selection. Assume that the conjugate
gradient method, used in the current step of the Newton method, is preconditioned by
the matrix C. Applying the equivalent BFGS updates, we construct matrix By, whose
elements serves for the determination of preconditioner Cy,; utilized in the next step
of the Newton method. To simplify the notation, we omit index k in the subsequent
considerations.

The BFGS method equivalent to the PCG method generates a sequence of matrices B;,
1 <4 < m, in such a way that B; = C and

yz‘yiT Bidi(Bidi)T _

By = B - =B

Gpi(sz’)T + gz’gz‘T

pfGpi  plys
for 1 < ¢ < m, where d; = s;.1 — s; = a;p; and y; = g;11 — ¢; = Gd;. Vectors p; and g;
are byproducts of the conjugate gradient method preconditioned by matrix C'. If we use

vectors ¢; (given by the numerical differentiation) and g; instead of vectors ¢; = Gp; and
gi, respectively, we can write

wiT gl
Bi=C, Biy=B+3 199 <<y, (4)
piqi  D;Gi

From the above formulation, it is evident that only vectors generated by the preconditioned
conjugate gradient method (with matrix multiplication replaced by the numerical differen-
tiation) are used for the determination of matrices B;, 1 < ¢ < m. These matrices do not
occur in correction terms, so we can update and save only their selected parts (which has
the same effect as the deletion of superfluous elements in the final matrix B = B,,41). If

4



the vectors ¢; and g; are good approximations of the vectors ¢; and g;, then the matrices B;,
1 <17 < m, are positive definite. Further, if the number of steps of the conjugate gradient
method is sufficiently large, the matrix B = B,,,11 is a good approximation of matrix G so
we can use its saved part as a preconditioner in the next step of the Newton method.
The described idea is mentioned in [20], where the author recommends to use the main
diagonal of the matrix B to define the diagonal preconditioner. If C' = D, where D is
a diagonal matrix containing diagonal elements of B, no problem arises because positive
definite matrix B has positive numbers on the main diagonal. Diagonal preconditioning
for problems with sparse Hessian matrices justifies the following theorem proved in [13].

Theorem 2 Let D,, be the set of all diagonal matrices of order n and let D be a diagonal
matrix containing diagonal elements of matriz G. Then it holds

k(GD™') <1 min k(GM™)
MeD,,

where Kk is a spectral condition number and | is a mazimum number of nonzero elements
i rows of matrix G.

Approach (A3) is based on the assumption that the Hessian matrix has a simple pattern
(even if this assumption is not really satisfied). If the fictive Hessian matrix is diagonal,
then all its elements can be approximated by using one gradient difference

G(z)v =~ g(x +v) — g(x), v=1[01,...,60]",

where 01, . .., 0, are suitable differences, see [3]. Diagonal matrix C' = D = diag(ay, ..., a,),

where Dv = g(z+v)—g(x), is then used as a preconditioner. One has «;0; = g;(z+v)—g;(x),

S0

gi(z +v) — gi(x)
J; ’

a; = 1<i<n. (5)

Remark 1 The differences 9;, 1 < i < n, can be chosen in two different ways:

(1) We set 0; =0, 1 < i < n, sov = de, where e is a vector with all elements equal to

one. Usually § = \/2x/|le]l = \/en/n (similarly as in Theorem 1).
(2) We set 6; = /ey max(|z;|,1), 1 < i < n. This choice is less sensitive to rounding
errors.

In both cases one can write §; = £6;, 1 <i < n, where ¢ = /g3 and either §; = 1/y/n or
0; = max(|z;], 1) for 1 <i < n.

A disadvantage of preconditioners based on the numerical differentiation consists in the
fact that they may not be positive definite. Consider a strictly convex quadratic function
F:R*— R:

F(x):%ﬂl_; _glx g(:l:):[_; _E]x

5



Then it holds

e | 1)1 [

pe |5 1))

which gives a; = —1, ap = 4, so matrix D is not positive definite. This drawback can be
removed by setting

thus

_ gi(z +v) — gi(=)]

d; ’
instead of (5). This modification is justified by the following theorem proved in [13] (see
also [25]).

Q; 1 <7< n,

Theorem 3 Let D, be the set of all diagonal matrices of ordern and let D = diag(ay, . . ., ay)
be a diagonal matriz such that

n
&i:Z‘Gijya 1§]§n7
j=1

where G;;, 1 < j <mn, are the elements of the i-th row of matriz G. Then it holds

R
-1y __ . -1
ki (GD™Y) = inin k1 (GM™),
where Ky is an ly condition number (the product of l; norms of a matriz and its inverse).

If all elements of Hessian matrix GG are positive and if we set v = de, then we can write

De = (g(z + de) — g(x))/d = Ge, so
ai~ )y Gy =) |Gl
j=1 =1

and matrix D is according to Theorem 3 an ideal preconditioner (in /; norm) for the system
of equations Gs + g = 0. If matrix GG does not contain only positive numbers, one has

n n
> Gy <X 1G4,
=1 =1

so the elements of modified matrix D form the lower bound for the elements of an ideal
preconditioner.

lay;| =~

Approach (A4) is based on the use of the symmetric Lanczos method, which is equiva-
lent to the conjugate gradient method. The elements of a tridiagonal matrix 7, obtained
by the Lanczos method can be determined from the coefficients of the conjugate gradient
method (Algorithm 1 and Algorithm 2) by transformations @; = 1/a; and

i i 1
5 B,

= B
ﬁi - Qi1 =
;G Q; Qg




(see [12]), where m is the number such that a; > 0 for 1 < i < m. Tridiagonal matrix 7,
obtained by this way is positive definite (it follows from the proof of Theorem 4 introduced
below). This matrix has dimension m < n.

In order to obtain a preconditioner with the dimension n, we set

where @,, is a matrix with m orthonormal columns obtained by the symmetric Lanczos
method and Q,,_, is a matrix with n—m orthonormal columns such that matrix [Qy,, Qn—m]
is square and orthogonal. Matrix C'is also positive definite and its inverse can be computed
using the simple formula

C'=(I - QuQL) + QunT,,'QF, (7)

see [9].

The disadvantage of preconditioner (6) lies in that this matrix can be defined only
in the unpreconditioned step of the Newton method. If we use a preconditioner, then
the columns of matrix @, are not orthonormal (see [4]) and matrix (6) does not have
the required properties (its inverse cannot be computed by (7)). In order to avoid such
difficulties, we would have to include the used preconditioner into expression (6) (in place of
the unit matrix). It means that we would have to store preconditioners from all previous
steps which is impractical. Thus we proceed as follows. We perform m < n steps of
the unpreconditioned conjugate gradient method and construct preconditioner (6), which
is used in the next steps of the conjugate gradient method (we can also go back to the
beginning of the iteration process or use a more complicated strategy described in [9]).

3 Band preconditioners obtained by the standard BFGS updates

Now we focus our attention on approach (A2) considering band preconditioners with the
bandwidth greater than one. Let C' = T, where T is a tridiagonal matrix containing
elements of three main diagonals of positive definite matrix B = B,,;; obtained by (4).
In this case, matrix C' may not be positive definite (even if B is positive definite). As an
example, consider matrices

2 -2 2 2 -2 0
B=|-2 3 -3|, T=|-2 3 -3
2 -3 4 0 -3 4

Both these matrices have positive elements on the main diagonal and positive main sub-
determinants of the second order. But it holds that det B = 2 and detT = —10 so T is
not positive definite, although B is positive definite. In order to remove this drawback, we
modify matrix 7" to be positive definite (see below).

First we introduce the following well-known lemma, see [11] (for convenience we denote
elements of T" by «; and f; even if they have different meaning than step-sizes «; and
coefficients f3; used in conjugate gradient algorithms).

7



Lemma 1 Consider a tridiagonal matriz

aq ,31 e 0 0

,31 Qo ... 0 0

0 0 R 6 7 | anl

0 0 ce ﬁn—l Ay
and denote A; a main subdeterminant of the i-th order of matrix T containing rows and
columns with indices 1,2, ...,1. Then we can write Ay = oy and

A =iy — 570, 2<i1<n, (9)

where Ay = 1.

This lemma can be used in the proof of the next theorem (assertion of this theorem also
follows from the Cholesky decomposition of symmetric tridiagonal matrix described in

[11]).
Theorem 4 Let v, = ay and

2
vi=oy——=, 2<i<n. (10)
Yi—1

Then tridiagonal matriz (8) is positive definite if and only if v; > 0 for 1 < i < n.

Proof We prove by induction that A; = v;,A;_1 for 1 < i < n, where again Ay = 1. This
assertion is obvious for ¢ = 1. Assume that A; ; = v;_14,;_5 for some index i > 1. Using
(9) and (10), we obtain

A = Aoy — /BialAi—Q = ;A1 + %‘—1(%‘ - Oéz‘)Az‘—2
= (Aim1 —7im1Qis2) o + Yic17iQime = iAo,

so the induction step is finished. Since A; = v;A;_1 for 1 < ¢ < n, then A; > 0 holds if
and only if 7; > 0 (for 1 <7 < n). O

Theorem 4 can be utilized in such a way that we compute numbers v;, 1 < ¢ < n, and
as soon as 7; < 0 for some index 7, we decrease the off-diagonal element (3;_; so that
2 L < vio1q; (e.g. we set B2, = Ni_1vi1qy, where 0 < \;_; < 1). The trouble is that
if we choose \;_; unsuitably, the resulting tridiagonal matrix can be ill-conditioned. For
practical purposes it is more convenient to use the following theorem and its corollary.

Theorem 5 Consider a tridiagonal matriz (8) with positive numbers on the main diagonal.
If matrices

) 1< <n—1, 11
l 20, ain ] - (11)

are positive semidefinite then matrix T is positive definite.

8



Proof For an arbitrary vector v € R", we can write

n n—1
oI Ty = Z oziv? + 2 Z Bivivisq
i=1 i=1

1 1 1
= 50[11}% + 5 Zzz:l (Oéﬂ)l-2 + Oéi+1vz'2+1 + 4/3ivivi+1) + éanvz
1 2.1 - o 25 Vi 1 2
= 50&1?)1 + 5 ; I:vi,vl'Jr]_:I [ 261 Qi1 ] [ Vi ] -+ é&nvn (12)

Since matrices (11) appearing in this equality are positive semidefinite by the assumption,
one has v"Tv > 0. Assume that v"Tv = 0. We prove by induction that v = 0, which
implies positive definiteness of T. Since a; > 0, then necessarily v; = 0. Assume that
v; = 0 for 1 < j <4, where ¢ < n. Since

[AA]OQ'Q@‘ Vi | _ 2
t i 26; ain Vit1 - Mittin

and a1 > 0, one has v;y; = 0, which finishes the induction step. O

Remark 2 Theorem 5 can be slightly weakened. As we can see, terms «;v7 and a,v? can
be added to the first and the last terms of the sum in formula (12), respectively. Thus
matrix 7" is positive definite if matrices

200 254 a; 26 Op_1 2Pn-1
2681 ay |’ 28, i1 |7 2681 20y |’

where 2 < i < n — 2, are positive semidefinite and at least one of them is positive definite.
This condition is useful, since elements a; and «,, are often smaller than we need (see
Theorem 10).

Corollary 1 Let tridiagonal matrizT contain the main diagonal and halves of co-diagonals
of the positive definite matriz B (thus a; = b;;, 1 <i <mn, and 5; = b;;41/2,1 <i <n—1).
Then T is positive definite.

Proof Substltutlng a; = bi,i7 Qi1 = bi+1,i+1 and Bz = b’i,’i+1/2) we obtain

o 26 | | b bign ’ | <i<n-—1.
23; e7an | bz’,z’+1 bz’+1,z’+1

These matrices are positive definite, since matrix B is positive definite. O

Remark 3 Theorem 5 and Corollary 1 can be utilized in three particular ways.

(1) We choose elements of matrix 7" by Corollary 1. Thus for 1 < ¢ < n — 1, we set
a; = b, Qg1 = biv141 and B; = b;;41/2.

9



(2) For 1 < i < n—1, we set oy =
determinant ;o1 — 48?2 of matrix (11).

bi,i: Qi1 = bz’+1 i+1) Bi =
If ooy — 482 > 0

unchanged, else we divide f3; by two.

(3) For 1 < i < n—1, we set oy = bij, 1 = biy1ip1, B
determinant o;a;iq

— 4% of matrix (11). If ayeyqy — 482 > 0

unchanged, else we set §; = (1/2),/a;041.
In all these cases, the resulting matrix is positive definite.

b;i+1, and compute

, then fB; remains

b;i+1, and compute

, then fB; remains

Assertions of Theorem 5 and Corollary 1 can be generalized for further band matrices.
We first show the corresponding procedure in the case of the following pentadiagonal matrix

a B 0 0 0

b as PBo ... 0 0 0

v P2 oaz ... 0 0 0

0 0 0 Qn—2 B2 Tn-2

0 0 0 Prn-2 Qn_1 Bna
(000 0 s Bur o

(13)

Theorem 6 Consider a pentadiagonal matrix P with positive elements on the main dia-
gonal. If matrices

Q (3/2)@ 37i
(3/2)8;  ain (3/2)Bi+1 |
37 (3/2)Bis1 Qg2

1<i<n-2,

are positive semidefinite, then matriz P is positive definite.

Proof For an arbitrary vector v € R", we can write

! Po

n n—1 n—2
2
Z a;; + 2 Z ﬁivivi—l—l + 2 Z YiUiVit2
] 1=1 i=1

(14)

1 1
30[11}% + 5(0611}% + OZQ/U%) + 511)11)2
| -
3 . Z (Oéﬂ)? + Xi10] + Qa7 g + 3801 + 3Bir1vis1Vise + 6%Uﬂ)i+2)
1 1
g(@n 1Un 1 + anv ) + Bn 1Un—1Un + 304n
1, 1 ar - (3/2)B1 || n
+ )
1 =2 Q; (3/2)B; 37 v;
3 > i, vig1, viga) | (3/2)6; Qg1 (3/2)Bin Vit1
=1 3 (3/2)52‘“ O7EE)) Vit2

1 Qp— (3/2)571— Up— 1
5[“"1’“"]l<3/2>5l_1 o H vn1]+§a"”’2“

10



Since matrices appearing in this equality are positive semidefinite by the assumption, one
has vT Pv > 0. Assume that v7 Pv = 0. We prove by induction that v = 0, which implies
positive definiteness of P. Similarly as in the proof of Theorem 5 we obtain v; = 0 and
v = 0. Assume that v; = 0 for 1 < 5 <4, where 7 <n — 1. Since

Q; (3/2)B; 37 v;
[Vi, Vi1, via] | (3/2)0; Qg1 (3/2)Bit Vit1 | = ai+2vi2+2
v (3/2)Bi1 qiga Viy2
and a9 > 0, one has v; ;5 = 0, which finishes the induction step. O

Corollary 2 Let a pentadiagonal matriz P contain the main diagonal, two thirds of the
first co-diagonals, and one third of the second co-diagonals of the positive definite matriz B
(thUS a; = bi,i; 1 S 1 S n, ﬁz = 2bi,i+1/37 1 S 1 S n — 1, and Yi = bi,i+2/37 1 S 1 S n — 2)
Then P 1is positive definite.

Proof SUbStltutlIlg Q; = bi,i7 iyl = bi—i—l,i—i—la Aiyo = bi+2,i+27 ﬁz = 2bi,i+1/37 /Bi-‘,-l =
2bi+1,i+2/3 and Yi = bi,i+2/3a we obtain

Q; (3/2)B: 3 bii biiv1 bijivo
(3/2)8; Qg1 (3/2)Bi1 | = | bijy1 biviiy1 biv1igo |, 1<e<n—-2.
3 (3/2)5z‘+1 Qg9 bm‘+2 bi+1,i+2 bi+2,i+2
These matrices are positive definite, since matrix B is positive definite. O

Theorem 7 Let assumptions of Theorem 6 be satisfied. Then determinants A; of matrices
(14) can be computed according to the formula

9
- (ai 2+ a5 — 65i/3i+1%‘) : (15)

A; = aiqq (Oéio‘l”r? B 9%2) 4

The determinant A; is nonnegative if and only if v, < ; <7, where

Y = 3&1i+1 (Zﬁzﬂiﬂ - \/E) )
Y= . (%/Biﬁi—l—l + \/E)

3041

are the roots of the quadratic equation A; =0 and

9 9
D; = (Oéz‘Oéz‘Jrl - 153> (O‘i“ai“ 4 ?H)

18 the discriminant, divided by 36, of this equation, which is nonnegative provided that both
multipliers are nonnegative.

11



Proof Relation (15) follows immediately by evaluation of the pertinent determinant. Since
quadratic term —947 in (15) has the negative sign and «;;; > 0 by the assumption,
determinant A; is nonnegative if and only if v, < v; < 7;, where 7., 7; are the roots of
quadratic equation A; = 0. By (15), the discriminant of this equation (divided by number
36) is given by the relation

81 9 9
D; = 1_6ﬁi2ﬁi2+1 - 10%04@41@2“ - Z@i+104i+2@2 + Oéi@?ﬂoéin
9 9 9
= Zﬁ?ﬂ <Z@2 - ai@z‘+1> — Q12 (Zﬁf - OéiOéi+1>

= <aiai+1 - Zﬁ?) <Olz‘+104z‘+2 - Z i2+1> .
O
Theorem 7 offers two possibilities how to choose a new element ~; in case that A; < 0.
If v <7, we set v; :=7,. If v >7;, we set 3; :=7,. However, more advantageous is to
set
1 388

v = 5(1#%)— T

because this choice is computationally simpler and gives better practical results.

(16)

Remark 4 Theorem 6 and Corollary 2 can be utilized in three particular ways.

(1) We choose elements of matrix P by Corollary 2. For 1 <i < n, we set o; = b;;. For
1<i<n-—1,weset §; =2b;;41/3. For 1 <i<mn—2 weset~y =b,i2/3.

(2) For 1 < i <n—2, weset a; = b;, 0iy1 = bis1i41, Qiys = biyoiro, Bi = by,
6i+1 = bi+1,i+2 and Yi = bi,i+2' If matrix (14) is pOSitiV@ deﬁnite, then 61‘, /Bi-‘,-l and Yi
remain unchanged, else we set §; = 2b;,41/3, Bit1 = 2b41,4+2/3 and v; = b;i12/3.

(3) For 1 <i <n, weset oy = b;;. For 1 <i<n—1, weset 5; = b;,;41, and compute
leading subdeterminant oo, ; — (9/4)5? of matrix (14). If auyou — (9/4)82 > 0,
then f; remains unchanged, else we set 3; = (2/3),/aza;11. For 1 <i < n —2, we
set 7; = b; ;42 and compute determinant A; by (15). If A; > 0, then 7; remains
unchanged, else we compute 7; by (16).

In all these cases, the resulting matrix is positive definite.

So far we have assumed that preconditioner C'is at most pentadiagonal, but Corollary 2
can be generalized for other band preconditioners. Let C' be a symmetric band matrix with
the bandwidth [, so it has the main diagonal and k — 1 = ([ — 1)/2 pairs of co-diagonals,
which are equal to the corresponding diagonals of positive definite matrix B. Then if we
multiply the i-th pair of co-diagonals by number (k—1)/k (for 1 < ¢ < k—1), the resulting
matrix is positive definite. The proof of this assertion is similar to proof of Corollary 2 (we
use an analogy of Theorem 6).

12



4 Band preconditioners obtained by the numerical differentiation

Now we focus our attention on approach (A3) considering band preconditioners with the
bandwidth greater than one. Assume that the Hessian matrix has a band pattern (even
if this assumption is not really satisfied). The elements of this fictive matrix, used as a
preconditioner, can be determined by the numerical differentiation. This is performed only
once at the beginning of the outer step of the Newton method.

In order to determine all elements of the band Hessian matrix which has k£ — 1 pairs
of co-diagonals (thus k = (I + 1)/2 where [ is a bandwidth), it suffices to use k gradient
differences, which means to compute k extra gradients during each outer step of the Newton
method.

Theorem 8 Let the Hessian matriz of function F be tridiagonal (as matriz T in (8)). Set
vy = [01,0,03,0,05,0,...], va = [0,02,0,04,0, 0, ...], where 6; = €d;, 1 < i < mn. Then for
1 <i<n it holds

o = i SE W =@y aEt ) — o)
e—0 0 e—0 )
i — i . Gi — gi(x) — 0i—1Bi— .
ai:hmg(varUl) 9(50)’ Bi:hmg(x—H}Q) gi(x) 15 L mod(i,2) = 1,
e—0 62 e—0 5’i+1
i — Gi . Gi — gi(x) — 0i—1Bi— .
ai:hmg(varw) 9(50)’ Bi:hmg(x—H}l) gi(x) 15 L mod(i,2) = 0,
e—0 62 e—0 5’i+1
a, = lim gn(@ +01) = gn(fc)’ mod(n,2) =1,
e—0 571
ay, = lim gn(x +v2) = gn(:r)’ mod(n,2) = 0.
e—0 5n

Proof Theorem 1 implies that g(z + v1) — g(z) = G(z)vy + o(e), gz + v2) — g(z) =
G(z)ve + o(e), so after substituting G(x) = T', where T is a tridiagonal matrix of the form
(8), and rearranging individual elements we obtain

g1(x +v1) — g1(x)

— ooy,  BEHRRIZO g o)

51 &

gi(x+v1) —gi(x) _ a; + o(1), 9:(e ) = 6u(x) _ Bit1 + fiaft+ ot),  medli,2) =1,
3, dig1 dig1

gi(x +v2) — gi(x) _ a; +o(1), gi(x+v1) —gi(x) _ Bit1 + Bi,lb +o(1), mod(:,2) =0,
5, 0ig1 dig1

gn(x + v;) —gi(r) _ an +o(1),  mod(n,2) =1,

gn(x =+ ’U;) - gl(x) = a, + 0(1)’ mOd(n, 2) - 07

where 2 <4 < n— 1. Since ratios §;_;/d;;1 = 6;_1/0;4+1 remain constant for 2 <i <mn—1,
the theorem is proved. O

13



Remark 5 Theorem 8 specifies an efficient way for building a tridiagonal preconditioner.
We choose a fixed number ¢ (e.g. € = /gp) and compute elements of matrix C = T
according to formulas mentioned in Theorem 8 (where limits are omitted).

Matrix C' = T obtained by Remark 5 may not be positive definite even if the Hessian
matrix is positive definite. Tridiagonal matrix obtained by application of Theorem 8 (with
0; = 6, 1 < i < n) to a strictly convex quadratic function of three variables with the
positive definite Hessian matrix

1 -1 =2
G=|-1 4 -1
-2 -1 8

can serve as an example. We will state two theorems supporting a choice of tridiagonal
preconditioning in cases when the actual Hessian matrix is pentadiagonal.

Theorem 9 Let the Hessian matrix G(z) be pentadiagonal, positive definite, and diago-
nally dominant. Then, if §; = €6, 1 < i < n, and if the number € is sufficiently small,
matrix C =T obtained by Remark 5 is positive definite and diagonally dominant.

Proof Consider pentadiagonal Hessian matrix of the form (13) (with elements denoted by
tilde), and set 4_1 =40 = o = Bo = 0, Yn—1 = Jn = Bn = B = 0 to simplify the notation.
Using the assumption of diagonal dominance, we obtain

&; > ool + |Bict| + 18i] + |3l
for 1 < i <n. Using Theorem 8 and Remark 5, one can write

Q; R Yimg + ay + i, Bi1 + Bi = Biy + B (17)

for 1 < i < n. Therefore 8; ~ §; and if number ¢ is sufficiently small, the strict inequality
is preserved and we can write

a; — |Bic| = |Bil ® & + Fima + i — |Bica| — 1Bil > & — [Fical — [Biza| — |Bi]| — 3] > 0
for 1 < i <n. Thus matrix C' =T is diagonally dominant and, therefore, positive definite

if number ¢ is sufficiently small. O

In Theorem 9, we assume that all differences are equal, which is fulfilled for instance
when 6; = /2ep/n, 1 < i < n. But the numerical experiments show that the choice
d; = vemax(|z;], 1), 1 <i < n, is usually more advantageous.

Matrix C' = T obtained by Remark 5 is positive definite for many practical problems.
Consider a boundary value problem for the second order ordinary differential equation

Y'(t) = p(yt), 0<t<1, y(0)=yy y(1)=uy,

14



where function ¢ : R — R is twice continuously differentiable. If we divide the interval
[0,1] onto n + 1 parts using nodes t; = ih, 0 < i < n + 1, where h = 1/(n + 1) is the
mesh-size and if we replace the second order derivatives in nodes with differences

y () = y(ti-1) — 2y(t:) +y(ti1)

we will obtain a system of n nonlinear equations
fi(z) = h2¢($i) +2x; —wi_y — w1 =0, (18)

where z; = y(t;), 0 <1 <n+1,s0 g = yo and x,41 = y;. If we solve this system by the
least squares method, the minimized function has the form

2
(hQQp(,ZIZ‘Z) + 2%, — w1 — xiJrl) ’ (19)
1

F(a) = 2 () () = %leff@ -3

n
1=

where x = [z1,...,2,)T and f = [f1,..., fa].
Theorem 10 Let the truncated Newton method be applied to the sum of squares (19) with

a linear function ¢ : R — R. Then, if 6; = €6, 1 < i < n, and if the number ¢ is sufficiently
small, matriz C' =T obtained by Remark 5 is positive definite.

Proof Obviously,
—1 0 0 0
Vii(x) = | (i) |, VEfi(x) =10 ¢'(x;) 0],
-1 0 0 0

where ¢(x;) = 24+h%¢/(x;) and o' (x;) = h?p"(z;). For a sum of squares, the Hessian matrix
G(x) can be expressed in the form G(z) = JT(x)J(x) + W (z), where J(x) is the Jacobian
matrix of mapping f(z) and W (x) is a second order term. Restricting on submatrices of
order five, we can write

Y -1 0 0 0 iy 0 0 0 0 ]
-1 ¢ =1 0 0 0  foy 0 0 0
Jx)=] 0 =1 ¢35 =1 0 |, Wx)=]| 0 0 fs¢y 0 0 |,
0 0 —1 1wy —1 0 0 0  fuy O
0 0 0 —1 s 0O 0 0 0 fsh]
VI+1 = (Y1 + 1) 1 0 0 ]
—(1+1be) Y3 +2 — (2 +i3) 1 0
M (x)J(x) = 1 —(a+vs)  YI+2 —(ds+h) 1 :
0 1 —(s ) YI+2 (st 1bs)
0 0 1 —(Yatvs)  YE+1
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where ¥; = ¥(x;), 1 <1 < n, which demonstrates that Hessian matrix G(z) = J* (z)J(z)+
W (x) is pentadiagonal. If function ¢ : R — R is linear (so ¢'(x;) = ¢, ¢"(x;) = 0,
1 <i < n, where ¢’ is the constant slope of linear function ), than one has W (z) = 0,
so G(x) = J¥(z)J(x). Denoting P = G(z) we can write (as in the proof of Theorem 9)
=2+ 1,a, =192+ 1 and

A =2 +2, 2<i<n-—l,

Bi:_(wiﬂLwiH)a 1<i<n-—1,
Ai=1, 1<i<n-—2.

If T is the matrix obtained by Remark 5, then (17) holds, which gives a; ~ ¥} + 2,

RYs+3, 0 R Pi44,3 < i <n—2, 0 R Y. 43, an R YR +2and § & —(Vi+it),
1 <i<n—1. Now we use the fact that formula (12) can be rewritten (as in Remark 2)
in the form

20Ty = [vg, 0] [ 200 20 ] lvl ]

— Q; 2@'1[%1
+ iy Ui
Zgwﬂl%

Qi1 Vi+1

Ap—2 2ﬁn72 Un—2
2ﬁn72 Q1 + 1 Un—1

po1—1 208, Up—
* [U”_I’U”][ 25271 2%1] [ vnll

- o 21D, 202

X:%mﬂl ﬁf+4 _%%+wH0]lvi]

+ [vn_Q,vn_l][

—2(i + iy1) Y +4 Vit1
2 _ ~
SECRO] i R | ol BT

Since

2007 + 2) (W7 +2) — A + 1) = 20797 + 8 — 8t

= 2(¢thip1 —2)° >0, ie{l,n—1},
i7 + 16 — 8thithiga
= (Yithip1 —4)* >0, 2<i<n-2,

(V7 +4) (W7 +4) — 4(hi + Yiga)”

all matrices used in the right hand side of (20) are positive semidefinite. Since function ¢
is linear (with the constant slope ), one has ¢; = 2+ h%¢/, 1 < i < n. If (2+ h?¢')? #£ 2,
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the first and the last matrices in (20) are positive definite. In the opposite case, all the
other matrices are positive definite. Thus matrix T is positive definite by Remark 2.
Since eigenvalues of symmetric matrix depend continuously on its elements, the positive
definiteness of T is not violated after small changes of its elements. Thus matrix T ~ T,
whose elements are obtained by using gradient differences, is positive definite if number ¢
is sufficiently small. O

Assumptions of Theorem 10 are relatively strong. Nevertheless, these assumptions are
sufficient (not necessary) for matrix 7' to be positive definite. Most of all, it is strongly
improbable that all determinants in (20) could be zeroes, so we can assume that matrix T,
appearing in (20), is positive definite. If we are close to the solution, where F(x) = 0, one
has f; =~ 0, 1 < i < n. Moreover, matrix diag(¢,...,;) is usually small in comparison
with J(z)*J(z) (if n & 1000, then h* =~ 107%). Since a small change of diagonal elements
does not violate the positive definiteness of T, we can expect that matrix T is positive
definite in a sufficiently small neighborhood of the solution even if function ¢ : R — R is
nonlinear. Then also matrix 7" is positive definite if number ¢ is sufficiently small.

If the Hessian matrix is pentadiagonal and positive definite (as in the previous two
theorems), it should be advantageous to use the pentadiagonal preconditioner introduced
in the following theorem, whose proof is very similar to the proof of Theorem 8, so it is
omitted.

Theorem 11 Let the Hessian matriz of function F' be pentadiagonal (as matriz P). Set
v = [(51, O, O, 54, 0, O, .. .], Vg = [O, (52, 0, O, (55, O, .. .], V3 = [O, 0, 63, O, O, 567 .. .], where 6@ = 8(5i,
1 <i<mn. Then it holds

gi(r +v1) — gi(v) gi(x 4+ v2) — gi(x) — bi—2vi—2

“e glg(l] 0; o Bi= 25% 0iy1 ’
: — O _ 5._ .
~; = lim gi(w +v3) — gi(x) — §;_10; L od(i3) =1,
e—0 5@'—1—2
o — 1 BEF V) 0@ L gi@teg) — @) —diarica
=0 0i e=0 di+1
: — O _ 5._ .
v = lim gz(flf + Ul) gz(flf) 7 lﬁz 1’ mod(i,S) _ 2’
e—0 5i+2
a; = lim gi(w +v3) — gi(flf)’ 5, — lim gi(x +v1) — gi(z) — 51‘—2%_2’
e—0 51 e—0 5i+1
: — O _ 5._ .
v = lim gz(flf + UQ) gz(flf) 7 lﬁz 1’ mod(z’,S) _ 07
e—0 6i+2

where quantities with indices © < 1 are assumed to be zeroes and quantities defined by expressions
containing indices © > n are not computed.
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5 Implementation notes and numerical experiments

In this section we introduce several practical comments concerning preconditioners pro-
posed in Section 3 and Section 4. First it is important to be able to decide whether
a preconditioner will be used or rejected, since the obtained preconditioner may not be
always suitable for the use. Primarily, it is necessary to emphasize that an indefinite pre-
conditioner is inappropriate also in case when the Hessian matrix is not positive definite.
In this case the direction vector usually directs towards a saddle point of a minimized
function, so it is not appropriate to obtain such a direction too quickly.

A suitable tool for testing positive definiteness and ill-conditioning of a symmetric ma-
trix is the Gill-Murray decomposition proposed in [10]. If a pivot obtained during the
Gill-Murray elimination step is less than ¢ max(1, maxi<;<,(|a;|)), where 0 is a prescribed
bound and «;, 1 < ¢ < n, are diagonal elements of the preconditioner, then the decompo-
sition is terminated and the preconditioner is rejected. If such a situation arises, it is not
worth performing the complete Gill-Murray decomposition and using the obtained positive
definite matrix as a preconditioner (this claim was confirmed by numerical experiments).
The number § is usually chosen very small (e.g. § = 10712). Sometimes, however, it is
better to choose a larger value (e.g. § = 1072).

Band preconditioners obtained by the standard BFGS updates (approach (A2)) need
to be corrected in advance, otherwise they are mostly rejected during the Gill-Murray de-
composition. Their modifications based on Theorem 5 (statement (3) of Remark 3) and
Theorem 6 (statement (3) of Remark 4), reveal to be very successful. However, precondi-
tioners based on approach (A2) require rejecting more often (e.g. by setting § = 1072).

Band preconditioners obtained by the numerical differentiation (approach (A3)) do not
require sophisticated corrections. It suffices to replace their diagonal elements with their
absolute values. Modifications based on Theorem 5 and Theorem 6 decrease effectiveness
of preconditioning in this case. Numerical experiments indicate that it suffices to choose
§ = 1072 for rejecting (except for diagonal preconditioners, which are more sensitive to
rejecting).

The truncated Newton methods that use various preconditioning techniques were tested
using two collections of unconstrained optimization problems. The first collection, TEST25
described in [14], contains 82 test problems with 1000 variables obtained from various
sources (we have used 71 problems suitable for non-derivative methods) and the second
collection, TEST11 described in [15], contains 58 test problems with 1000 variables ob-
tained from the CUTE collection [1] (we have used 54 problems suitable for non-derivative
methods). These collections can be found on http://www.cs.cas.cz/luksan/test.html
together with reports [14] and [15].

The results of computational experiments are reported in two tables corresponding to
two collections TEST25 and TEST11. The tables contain the following data: NIT — the
total number of iterations, NFV — the total number of function evaluations, NFG — the total
number of gradient evaluations, NCG — the total number of inner iterations, NCN — the
total number of preconditioned outer iterations, NCP — the total number of problems with
enlarged bound for rejecting, Time — the total computational time.
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The rows correspond to the methods tested: TN — the unpreconditioned truncated
Newton method, TNLM — preconditioning by the limited memory BFGS method, TNVM —
band preconditioning based on the standard BFGS updates (1 — diagonal, 2 — tridiagonal,
3 - pentadiagonal), TNND — band preconditioning based on the numerical differentiation
(1 — diagonal, 2 — tridiagonal, 3 — pentadiagonal), TNLT — preconditioning based on the
Lanczos method, LMVM — the limited memory BFGS method, CG — the nonlinear conjugate
gradient method. Methods LMVM and CG are mentioned only for comparison (they are quite
different from the truncated Newton methods studied in this report).

Method NIT NFV NFG NCG NCN NCP Time

TN 7425 11827 372789 359505 - - 66.08
TNLM 7270 12521 233269 219347 7270 - 42.55
TNVM-1 7095 10303 274344 262855 4335 37 50.43
TNVM-2 6751 9252 139989 129933 4260 37 2747
TNVM-3 6803 8857 229501 219820 4027 36 51.67
TNND-1 6522 8491 347384 331709 3857 40 59.51

TNND-2 7573 11245 147391 119434 4409 3 2545
TNND-3 7107 10726 125262 91665 4943 4 2457
TNLT 7398 11672 352199 339081 6808 1 55.61
LMVM | 121314 127189 127189 - - - 39.99
CG 109166 325994 325994 - - - 75.72

Test 25 — Truncated Newton line search methods

Method | NIT NFV NFG NCG NCN NCP Time

TN 14680 16253 216097 170010 - - 50.22
TNLM 6888 8106 156903 134956 6888 - 51.23
TNVM-1 | 14138 15501 222231 178150 12704 9 63.27
TNVM-2 | 13165 14395 190084 149188 13034 23 53.39
TNVM-3 | 12166 13411 181085 143146 12008 19 68.94
TNND-1 | 10298 11508 170121 127525 6139 10 32.42
TNND-2 | 14389 15960 159446 85337 2526 1 36.92
TNND-3 | 14303 15834 204090 116125 1544 2 53.01
TNLT | 14208 15809 221636 179803 5914 1 61.34

LMVM | 73754 77355 77355 - - - 31.38
CG 87687 277138 277138 - - - 7581

Test 11 — Truncated Newton trust region methods
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