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Preface

This volume contains revised versions of the papers submitted to the workshop
by the participants and accepted by the program committee after a thorough
reviewing process. The collection of papers included in the proceedings covers not
only various expanding applications of computer algebra to scientific computing
but also the computer algebra systems themselves and the CA algorithms.

The eight earlier CASC conferences, CASC 1998, CASC 1999, CASC 2000,
CASC 2001, CASC 2002, CASC 2003, CASC 2004, and CASC 2005 were held, re-
spectively, in St. Petersburg, Russia, in Munich, Germany, in Samarkand, Uzbek-
istan, in Konstanz, Germany, in Crimea, Ukraine, in Passau, Germany, in St.
Petersburg, Russia, and in Kalamata, Greece, and they proved to be successful.

It was E.A. Grebenikow (Computing Center of the Russian Academy of Sci-
ences, Moscow) who drew our attention to the group of mathematicians and com-
puter scientists at the Academy of Sciences of Moldova conducting research in the
field of computer algebra. We were impressed that this group not only is concerned
with applications of CA methods to problems of scientific computing but also car-
ries out research on the fundamental principles underlying the current computer
algebra systems themselves, see also their papers in the present proceedings vol-
ume. It was therefore decided to organize the 9th workshop on Computer Algebra
in Scientific Computing, CASC 2006, in Chiginau, the capital of Moldova. We hope
that this will foster new and closer interactions between the Moldova CA group
and other research groups working in the field of computer algebra.

The papers collected in the present volume are devoted both to the topics
that have already become traditional for the CASC workshops, and to several
new topics. Among the traditional topics, there are the studies in Grébner bases,
polynomial algebra, homological algebra, quantifier elimination, the applications
of computer algebra systems in the field of the solution of differential equations,
celestial mechanics, Newton polyhedra, mathematical physics, nuclear physics,
and fluid dynamics.

Two papers present the results in a new topic, which was addressed for the
first time during the CASC 2005 workshop: the application of computer algebra
techniques in the field of nanosciences and nanotechnology. Another novel theme
is the application of CA methods to cellular automata with symmetrical local
rules.

In addition to the accepted submissions, this volume also includes two invited
papers. The paper by T. Sturm (University of Passau) addresses various aspects of
the computer-algebra-based computer logic system REDLOG, which focuses on
real quantifier elimination algorithms. An immense potential of quantifier elimi-
nation techniques for the integers is pointed out. Another new REDLOG domain
is queues over arbitrary basic domains. Both have promising applications in prac-
tical computer science, viz. automatic loop parallelization and software security.
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The invited talk by S.M. Watt (University of Western Ontario) is devoted
to algorithms for symbolic polynomials where the exponents are not known in
advance, such as 2" — 1. The case is considered where multivariate polynomials
can have exponents which are themselves integer-valued multivariate polynomi-
als, and algorithms are presented to compute their GCD and factorization. Addi-
tionally, the case of symbolic exponents on rational coefficients (e.g., gni+n _ 81)
is treated, and it is shown how to avoid integer factorization.

Our particular thanks are due to the members of the CASC 2006 local orga-
nizing committee at the Technical University of Moldova: V. Dorogan (Chair), M.
Izman, and V. Dragan, who have ably handled local arrangements in Chiginau.
We are grateful to W. Meixner for his technical help in the preparation of the
camera ready manuscript for this volume.

July 2006 V.G. Ganzha
E.W. Mayr
E.V. Vorozhtsov
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Comparison Maps for
Relatively Free Resolutions*

V. Alvarez7 J.A. Armario, M.D. Frau, and P. Real

Depto. Matematica Aplicada I, E.T.S.I. Informética, Universidad de Sevilla,
Avda. Reina Mercedes, S.N. 41012 Sevilla (Spain)
{valvarez, armario, mdfrau, real}Qus.es
http://www.us.es/gtocoma

Abstract. Let A be a commutative ring, A an augmented differential
graded algebra over A (briefly, DGA-algebra) and X be a relatively free
resolution of A over A. The standard bar resolution of A over A, denoted
by B(A), provides an example of a resolution of this kind. The compar-
ison theorem gives inductive formulae f: B(A) — X and g: X — B(A)
termed comparison maps. In case that fg = 1x and A is connected, we
show that X is endowed a Aso-tensor product structure. In case that A
is in addition commutative then (X, px) is shown to be a commutative
DGA-algebra with the product ux = f*(g®g) (x is the shuffle product
in B(A)). Furthermore, f and g are algebra maps. We give an example
in order to illustrate the main results of this paper.

1 Introduction

Calculations in homological algebra are commonly expressed in terms of resolu-
tions. It is not unusual that these resolutions are embedded in the bar construc-
tion (or some other standard resolution) in a special way. When this occurs, they
are said to split off of the standard resolution (see [14]).

A classic example is the Koszul resolution K = A ® FE,[uy,...,u,] related
to the ideal I = (x1,...,2,) in the polynomial ring A = Alxy,...,z,]; as 4
is an augmented algebra over A, the bar resolution B(A) for A over A [5][16]
can be constructed. K is also a resolution of A over A and by the comparison
theorem [I6], there is a chain homotopy equivalence B(A) «— K. In this case,
an explicit contraction (special homotopy equivalence) B(A) = K exists [17].
This contraction makes that the Koszul resolution splits off of the bar resolution.
Using this contraction and some homological perturbation tools, perturbations
of this resolution can be computed and the perturbed resolutions can be used
to make complete effective calculations where previously only partial or indirect
results were obtainable. This idea has been exploited in a series of papers by
Lambe [12/[13,[I4] and provides an algorithm for computing resolutions which
split off of the bar construction. This algorithm has been extended to a more

* This work was partially supported by the PAICYT research project FQM-296 from
Junta de Andalucia (Spain).

V.G. Ganzha, E.-W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 1422] 2006.
© Springer-Verlag Berlin Heidelberg 2006



2 V. Alvarez et al.

general context in [I1I]. We point out that the notion of contraction is essential
in order to find effective algorithms in homological algebra using the set of tech-
niques provided by homological perturbation theory, since the input data of our
algorithm have to be codified in this form.

The well-known comparison theorem in homological algebra states that any
two projective resolutions are chain homotopy equivalent. For relatively free res-
olutions Y = A®Y and X = A® X of A over A with explicit contracting
homotopies, there are recursive procedures for obtaining explicit equivalences
Y — X and ¢g: X — Y where the explicit contracting homotopies play a prin-
cipal rule. In addition, there are inductive procedures for obtaining explicit chain
homotopies of fg and the identity and with gf and the identity. Generally,
the maps defined in this way do not form a contraction. Here, assuming that
Y = B(A), we give a necessary and sufficient condition for determining when
these maps form a contraction, which seems to be new.

In the special case that A is connected, Y is the bar resolution of A over A, and
the above maps form a contraction from B(A) to X (i.e., X is a resolution which
splits off of the bar resolution), we define a degree minus one map 7: X — A
which is an A -twisting cochain, so that (X, 7, {A; }i>0) becomes an A-twisted
tensor product where {A;}i>¢ is the Aoo-coalgebra structure of X transferred
from B(A) by means of ‘tensor trick’ [8] (see Algorithm [). This provides an
elegant codification of the differential of the complex X in terms of the A..-
twisting cochain and the A.o-coalgebra structure of X. Furthermore, assuming
in addition that A is commutative (but not necessarily connected) and that the
contracting homotopy of X is a quasi algebra homotopy (see [19]), we prove
that the morphism pux = f x (¢ ® g) (* is the shuffle product in B(A)) endows
X a commutative algebra structure, for which f and g are algebra maps (see
Theorem [7)) and give a method for computing new resolutions taking advantage
of this algebra structure (see Algorithm [2). In the example given in this paper,
we compute a resolution X of Z,, over I'(w, 2n) using an initial resolution which
splits off of the standard resolution, B(A) = X, and perturbing this contraction.
The contraction B(A) = X has been computed by means of the comparison
theorem. We prove that X is a DGA-algebra as well as X. A computational
advantage is deduced from this fact, since it is only necessary to compute the
perturbed differential on the generators of X as an algebra, better than on the
whole set of generators as a module. This type of computational advantage is our
main motivation for studying the algebra structures underlying the resolutions.

We organize the paper as follows. In section 2 we give the necessary definitions
and notations for defining the comparison maps when Y is the bar resolution and
X is a contractile relatively free resolution. We also give a necessary and sufficient
condition for guaranteeing that a contraction arises. Section 3 is devoted to study
the A,o-structure inherent in X, when X is a relatively free resolution over a
connected DGA-algebra A. In section 4 we analyse the multiplicative behaviour
of the comparison maps, assuming that A is a commutative DGA-algebra and
that the contracting homotopy of X is a quasi algebra homotopy. Finally, we
give an example in order to illustrate the main results of the paper.
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2 The Canonical Comparison Contraction — A Necessary
and Sufficient Condition

We will quickly review some basic notions of Homological Algebra. More details
can be found in [I6]. Let A be a commutative ring with 1 # 0, and A an
augmented differential graded algebra over A, briefly termed DGA-algebra. The
differential, product, augmentation and coaugmentation of A will be denoted
respectively by da, pa, €4, and n,. Nevertheless, sometimes, we will write them
simply by d, u, €, and  when no confusion can arise. In what follows, the Koszul
sign conventions will be used. A morphism p : A, — A,_; is called derivation
if it is compatible with the algebra structures on A. The degree of an element
a € A is denoted by |a|. Let us recall that if B is also a DGA-algebra, then
A ® B is canonically endowed an algebra structure by means of the morphism
Pags = (pa @ pp)(1a ® T ® 1), where T(b® a) = (—1)ll?lg @ b. If the DG-
algebra A is connected, that is Ag = A and d; : Ay — Ag is zero, then there is
a canonical augmentation e, = 1, : 49 — A.

Let n be a positive integer. The exterior algebra with one generator w in
degree 2n — 1, the polynomial algebra with one generator v in degree 2n, and
the divided power algebra with one “generator” w in degree 2n are denoted by
E(u,2n — 1), P(v,2n), and I'(w,2n), respectively.

We need here the reduced bar construction B(A) of a DGA-algebra A (be [16]).
Recall that it is defined as the connected DGA-coalgebra, B(A) = T¢(S(A))),
where T¢( ) is the tensor coalgebra, S( ) is the suspension functor, and A =
Ker €, is the augmentation ideal of A. The element of By(A) corresponding to
the identity element of A is denoted by [ ] and the element Sd; ® --- ® Sady,
of B(A) is denoted by [a1|- - |a,]. The tensor and simplicial degrees of the ele-
ment [a1]---|ay] are |[a1]|- - |an]lt = D |ai| and |[a1] - - - |an]|s = n, respectively;
its total degree is the sum of its tensor and simplicial degree. The tensor and
simplicial differential are defined by:

di([oa]---lan]) = =35 (=1)"aa]- - |da(ai)| - |an],

and
ds(lar]---lan]) = 22, (=1)%[a] -+ [palai @ aiv1)] - lay]

where
€; :i—|—|a1\+~-~+|ai|.

If the product of A is commutative, a product x (called shuffle product) can be
defined on B(A). In this way, the reduced bar construction has a commutative
Hopf algebra structure.

We will use here the structure of twisted tensor product. Let A be a DG-
algebra and C a DG-coalgebra. It is well known that 7: C, — A, is a twisting
cochain if and only if ™ =d, ® 1 + 1 @ do + 7N is a differential on A x C' (see
[4]), where the morphism 7N is defined by:

™M= (s @17 1)(1® A). (1)
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The DG-module (A ® C,d") is called the twisted tensor product (or TTP) of
A and C along 7. We will also use the notation of A ®, C for such DG-module.

A relatively free resolution of A over A is a pair (X, €) where X is a graded
differential A-module of the form X = A ®, X with X a DG-A-module and
e: X — /A a morphism of graded differential A-modules which is a weak equiva-
lence, thereby, the homology of X is zero except in degree 0 where it is A. We
will call the complex (X, dx) the reduced complex, and it is always obtained in
the form (X,dx) = (A®4 X,1, ®, dx), by means of the the classical ‘neglect’
functor on the category of all A-modules to the category of all A-modules. It
is standard terminology to call the elements of X reduced elements. Given a
morphism 9: X — Y the notation v| ¢ (Z) means ¥(1 ® ) where 1 is the unit in
A and = € X. We follow these conventions throughout the paper.

A resolution e: (X, d) — A is called contractile if there exists a ‘contracting ho-
motopy’, i.e., a family of A-module morphisms, h_1: A — Xo, hn: X, — Xp41,
such that 1 =d,11hy + hn_1d,, Yn > 0, where dy = € and h_; = 1. Besides, it
may always be assumed to hold that h% = 0 (see [3]).

Throughout this paper, (X, h,d) will denote a contractile relatively free reso-
lution (X, d) with contracting homotopy h.

An important example of relatively free and contractile resolution of A over
A is the bar resolution (B(A), s,d) (or B(A)) [16}13]. More specifically, B(A) is

the twisted tensor product A ®¢ B(A), where the twisting cochain 6 is given by

_Jan=1

O(laa] -+ lan]) = {O otherwise (2)
where the weak equivalence €z 4): B(A) — A is the canonical augmentation of
B(A) (in fact, it is a homotopy equivalence) and the contracting homotopy s is
given by

s:B(A) — B(A) where s(a® a1 --|an]) = [a]ai]| - |an].

From now on, we will use s for denoting the above homotopy.

A contraction (see [6], [9]) is a data set ¢: {N, M, f,g,$} where f : N — M
and g : M — N are morphisms of DG-modules (called, respectively, projection
and inclusion) and ¢ : N — N is a morphism of graded modules of degree +1
(called homotopy operator). These data are required to satisfy the rules: (c1)
fg=1u, (c2) ¢pdy +dyo+gf =1y (c3) ¢p¢ =0, (c4) ¢g = 0 and (c5) f¢ = 0.
These three last are called side conditions [I5]. In fact, these may always be
assumed to hold, since the homotopy ¢ can be altered to satisfy these conditions
[7,[14]. We will also denote a contraction ¢ by (f,g,¢): N = M.

For instance, the bar resolution B(A) of a DG-algebra A gives the following
contraction:

Criay  {B(A), A, €504y, M5 ays S} (3)

where g4y : A — B(A) is the canonical coaugmentation of B(A).
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By the comparison theorem for resolutions [I6], given any relatively free res-
olution X = (A® X,dy) — A of A over A, there is an A-lineal morphism (a
comparison map) g: X — B(A) inductively defined:

gOl)?o = nB(A)exl)?D’ g"+1|)?n+1 = Sgndn+1‘)?n,+1' (4)

This map is a homotopy equivalence between B(A) and X. Moreover, if the
resolution X is contractile with contracting homotopy ¢, (X, ¢, d), then compari-
son theorem provides an analogous inductive definition for the A-lineal morphism
f:B(A) — X:

fO|E<A)o = 77x63<A>|B<A>Da fn+1|E<A>n+1 = tfndn+1|1§(A)n+1' (5)

Both of the compositions fg, gf of theses comparison maps are homotopic
to the corresponding identity maps. Inductive formulae for the associated homo-
topies are also available:

6 B(A), — B(A).1a

defined on reduced elements and then extended A-linearly,

Bloay = (—89f — 56d)|5a), (6)
and
ke Xy — Xag1
where
k=1t1-gf)

Let us observe that in general x is not A-lineal. These formulae are crucial for
the work in [I3,[14]. Let us observe that the morphisms g and ¢ satisfy

9(X) € B(4),  ¢(B(4)) € B(4), (7)

but f and k do not satisfy the analogous condition.

Generally, fg is different to 15, but sometimes a contraction arises, which
we call ‘the canonical comparison contraction’. A necessary condition for guar-
anteeing that fg = 1y is given in [I1]. We next give a necessary and sufficient
condition for this purpose.

Theorem 1. The data set C:{B(A), (X,t,d), f, g, ¢} is a contraction if and
only if dt|x = 0.

PROOF. First we assume that dt|x = 0. Taking into account that ¢ is a contract-
ing homotopy of X to A, it holds that

Now we will show that fg = 1, the proof is by induction. We have fygo = 1 by
construction and for n > 0, on reduced elements,

fngn = tfnfldngn = tfnflgnfldn =td, =1
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where the first and third equality comes from () and induction hypothesis on ¢,
respectively. By A-linearity the proof is extended to elements of X. It is readily
checked that the side conditions hold.

Reciprocally, now, let us assume that fg = 1. Working in a similar way as
above, we have, on reduced elements for n > 0,

1= fngn = tfnfldngn = tfnflgnfldn = tdn
Hence, td|x = 1|x and dt|x = 0.
O

Remark 1. For the remainder of this paper, we will assume that C is a con-
traction. In this situation, C is called the canonical comparison contraction for
(X,t,d).

A resolution X splits off of the bar construction (see [14]) if there is a contrac-
tion (called comparison contraction) from B(A) to X. Note that this contraction
can be different from the canonical one.

With this definition at hand, we can state the following proposition:

Proposition 1. Let (X,t,d) be a contractile relatively free resolution. If dt|x =
0, then X splits off of the bar construction.

In the sequel proposition we analyze the contracting homotopy ¢ of (X, ¢, d).

Proposition 2. Let (X,t,d) be a contractile relatively free resolution which
splits off of the bar construction by means of the canonical comparison con-
traction. Then t = fsg.

PROOF. First, due to the fact that s: B(A) — B(A), we can use the inductive
definition of f in this composition fs, thus

fsg=(tfd)sg
since sd +ds =1,
tf(ds)g=1tf(1—sd)g=tfg—tfsdg=tfg.

The last identity results from the fact that tfs = t(tfd)s = 0 (because t? = 0).
Finally,

tfg=t
since fg=1y. O
Remark 2. If we consider ey: (Y, ty, d) — A any contractile relatively free res-

olution of A over A, instead of B(A), the comparison theorem for resolutions
provides similar formulae (comparison maps):

ffY=X gX->VY o¢Y.—>Ye, wXi— X

where under the hypothesis that ty(Y) C Y, it is possible to get the result
analogous to Theorem [Tl
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3 Differential Structures in the Comparison of
Resolutions

Up to now little has been said about the nature of the differential d in X for an
arbitrary contractile relatively free resolution with contracting homotopy ¢. Here
we show that dy can be rewritten in terms of an A, -twisting cochain 7: XA
and the A.-coalgebra structure of X transferred from the coalgebra structure
of B(A). To this end, we prove two previous results (Theorems @] and [) which
claim that working with resolutions (@ la Cartan) is equivalent to work with
reduced complexes (a la Eilenberg-Mac Lane) from a homogical point of view.
We describe a method for passing from one way to the other.

Now, we recall the concept of a perturbation datum. Let N be a graded
module and let f : N — N be a morphism of graded modules. The morphism
f is pointwise nilpotent if for all x € N (x # 0), a positive integer n exists
(in general, the number n depends on the element x) such that f"(x) = 0. A
perturbation of a DG-module N is a morphism of graded modules § : N — N
of degree —1, such that (dy + 6§)2 = 0 and §; = 0. A perturbation datum of
the contraction ¢ : {N, M, f,g,$} is a perturbation § of the DGA-module N
verifying that the composition ¢¢ is pointwise nilpotent.

We now introduce the main tool in Homological Perturbation Theory: the
Basic Perturbation Lemma ([4,[7,8,3,19]).

Theorem 2. (BPL)
Let ¢ : {N, M, f,g,¢} be a contraction and 6 : N — N be a perturbation datum
of ¢c. Then, a new contraction

cs : {(N,dy +0), (M,dy +ds), fs, gs, ds}

is defined by the formulas: ds = f65%g; fs = f(1 — 6X%¢); gs = X0g; s = X0¢;
where

I8 = Y (F1)' (98)" = 1= b + ¢85 — -+ (—1)(96)' + .
i>0

Let us note that X?(x) is a finite sum for each z € N because of the pointwise
nilpotency of the composition ¢6. Moreover, it is obvious that the morphism ds
is a perturbation of the DG-module (M, d,,).

The transference of the algebra structure up to homology equivalence has
been considered in [8[0,19]. Next, we review several notions.

Definition 1. [19] Let A and A’ be two DG-algebras and c: {A, A’, f, g, ¢} be
a contraction. The projection f is a quasi algebra projection if the following
conditions hold:

frua(dp® o) = 0, fralp®g) = 0, fralg®¢) = 0.

The homotopy operator ¢ is a a quasi algebra homotopy if the following con-
ditions hold:

buald®¢) = 0, dualp®g) = 0, dpalg®¢) = 0.
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Definition 2. [§] Let A and A’ be two DG-algebras and ¢: {A, 4’, f, g, ¢} be
a contraction. The homotopy operator ¢ is said to be an algebra homotopy if

Qs = ;LLA(]-A®¢+¢®gf)'

Definition 3. [79] Let A and A’ be two DGA-algebras and r : {A, A', f,g,0} a
contraction. We say that r is

— a semi-full algebra contraction if f is a quasi algebra projection, g is a mor-
phism of DGA-algebras and ¢ is a quasi algebra homotopy.

— an almost-full algebra contraction if f and g are morphisms of DGA-algebras
and ¢ is a quasi algebra homotopy.

— a full algebra contraction if f and g are morphisms of DGA-algebras and ¢
is an algebra homotopy.

Obviously, full and almost-full algebra contractions are, in particular, semi-full
algebra contractions. It is not difficult to prove that both sets of semi-full and
almost-full algebra contractions are closed by composition and tensor product
of contractions.

If A is a commutative DGA-algebra, the contraction (B]) is an example of an
almost-full algebra contraction.

Definition 4. [7] Let A and A’ be two DG-algebras and ¢ : {A, A, f, 9,0} a
contraction. An algebra perturbation datum 6 of ¢ is a perturbation datum of
this contraction which is also a derivation.

The following result tells us that the set of semi-full algebra contractions is
closed by homological perturbation. This theorem is used in the proof of some
theorems of this paper.

Theorem 3 (SF-APL). ([19])

Taking as data a semi-full algebra contraction r and an algebra perturbation
datum 6 of r, the perturbed contraction rs is an algebra contraction of the same
type, where the product on A's is the original product ..

3.1 From Resolutions to Reduced Complexes

Throughout this subsection, A will denote a connected DGA-algebra.

The goal of this subsection is to establish a contraction from B(A) to X
(‘reduced complexes’) by means of the canonical comparison contraction between
the contractile relatively free resolutions B(A) and (X, t,d):

C:{B(A), (X,t,d), f, g, ¢}

To this end, we will apply the classical ‘neglect’ functor on the category of all A-
modules to the category of all A-modules, A®, — and 1 ® 4, —, on the complexes
and morphisms involved in the above contraction, respectively.
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The following properties will play an important role in what follows.
. X2 (Kere,®X) @ (A® X).
2N, X2 A X and 1@, dx = (€4 @ 1) dy.
31®@ag=9lx, 1®4¢=09[50)-
410, f=(ea®1x) f.
5. f(b) =0= (1@, f)(b) = 0.
6. dx(Z) =0= (1®,dx)(z) =0.
Properties 1, 2, and 4 are deduced from the meaning of tensoring by A. Since g
and ¢ are A-lineal and satisfy (), the third is followed. Properties 5 and 6 are
consequences of 1 and 2.
By property 3 we have that 1 ® 4, g and 1 ®, ¢ are DGA-module morphisms.
In spite of the fact that f does not satisfy (), we will prove that 1 ®, f is a

morphism of DGA-modules as well.
Firstly, note that

(1@ f)(A@sd)=(ea®@1)f(ea®1)d=(e,®1) fd=(ca®1)d],

here we have used that f is A-lineal and a DGA-module morphism as well.
On the other hand,

(load)(1esf)=(a@1)d (@ 1),
Now, taking into account that the differential d of an A-module X satisfies
dla® ) =ds(a) @7+ (-1)?la @ d(z)
it is clear that if a ® 7 € KerA ® X then d(a ® ) € KerA ® X. Thereby,
(ea®1)df=(ca®1)d (ea®1)f.
The properties required for this data set
{B(A), X,1 @, f, 1®49, 1©, 0}

in order to be a contraction are inherited from C in a straightforward manner.
Therefore, we can state:

Theorem 4. The data set 1 ®, C:{B(A), X,1®, f,1 ®. 9,1 ®4 ¢} is a
contraction.
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3.2 From Reduced Complexes to Resolutions

Taking as input a contraction from the reduced bar construction of a connected
DGA-algebra A, B(A), to a free DGA-module X, we describe [2] a method for
obtaining resolutions which split off of the bar construction. This process plays
an important role in the main result of this section.

Proposition 3. [2] Let A be a connected DGA-algebra. Given a contraction ¢
from (B(A),ds) to a DGA-module (X,d), in which the homotopy operator
increases the simplicial degree by one, there is a comparison contraction from
the bar resolution B(A) to the resolution X, where the underlying module in X
is just the A @ X and the differential structure is done via perturbation of c.

Theorem 5. Assuming that (X,t,d) is a contractile relatively free resolution
which splits off of the bar construction of a connected DGA-algebra A, under the
canonical comparison contraction, then 0N is a perturbation datum for

C:{A® (A®,B(A), A (A®,X), 1013, f),10(1249), 1@ (1®,¢)}

and the perturbed contraction C,. coincides with the canonical comparison con-
traction.

PRrROOF. Theorem [ of subsection [3.I] states that from the canonical comparison
contraction C: { B(A), X, f, g, ¢} it is possible to establish a contraction between
the reduced complexes

CO¥{A®, B(A), A@, X, 1@, f, 1®49, 1 @, ¢}

Proposition [ states that if A is connected then 6N is a perturbation datum of
the contraction

10C%: {A® (AR, B(A)), A® (A2,X),1® (1&.f), 1 ® (10.49), 1 ® (10.44)}

Now, we prove that the perturbed contraction (1 ® C®4),,, coincides with C. To
this end, it suffices to show that the formulae

fon=10f-(12/Hin(1od) +12)IN129)0N(1e¢) —
Jor =1®0g - (1@9)N(12g) + (120N (1xe)IN(1Rg) — )
G =100 - (1®0)IN(12¢) +(1@4)IN(1®P)IN(1®¢) — -
dyy= D +(1/)N(1g) - 1ef)in(1lee)fn(1leg) + -

coming from the BPL are the morphisms integrating C, where D denotes the
usual differential over A ® (A®,4 X), and h denotes 1 @4 h.
Let us recall that 1 ®.4 g = g|x, 1 ®4 ¢ = ¢|(a). Furthermore,

a®[a]...|an] if a®[a1]...|a,] € Kere, @ B(A)
BN)s(a®a1]...|an]) =
0 elsewhere



Comparison Maps for Relatively Free Resolutions 11

Taking into account the above identities and the inductive definitions of f, g,
and ¢ it follows that

(0N)(10¢) = —(0N)(1®s¢d+1®59f)|s = —(1a®1)| apKer caw8(1@(¢d+9f)|5)

and,

@M1 @g) = N1 @sgdls) = (pa ®Vlagrereson(l © gdls).

In view of the previous identities and using that ¢¢ = 0, ¢g = 0 and (), we
have that

120N (1®0¢) =—(1®0)(hs @ 1) agkercsen(l® (6d+gf)|s)
—(pa ® 1)‘A®KereA®B(1 ® ¢(pd + gf)‘B) =0

Furthermore,
(12¢)0N(1®7) =10¢) (1 ®D|agrercson(l®gdls)

= (pa ® Dl agkercaon(l ® dgdls) =0
Thus, the formulae ([@) may now be rewritten as

fin=10f-(10Hin(1®d), g,,=1®3,
Go =1® ¢,  dyy =D+ (1@ )IN(1® 7).

Obviously, g,, and ¢, are the A-lineal extensions of g and ¢, hence g, = g and
@, = ¢. Working out the second summand of f, , we have that

~1® NHIN1®¢) = (1a ® f)lagker eaen(l ® (¢d +gf)|5)

= (H'A & f)|A®KereA®B(1 b2y ¢d|3) + (:uA b2y f)‘A@KereA@)B(l ®gf|3)

By property 5 of (8) the first term is zero, since f¢ = 0. The second one, acting
over an element 7, (1)®[a1] . .. |ay] coincides with the summands of f([a1]...|ax])
which becomes zero when the functor 1 ® , — is applied over it, since fgf = f.
Hence, fon = f.

In a similar way, it is proved that d,, = d.

3.3 A..-Structures and HPT

The notion of an As-(co)algebra was introduced by J. Stasheff [20], which is
“roughly speaking” a differential graded (co)algebra in which the (co)associative
law holds up to homotopy. Here we deal with the category of A..-coalgebras. Given
a DG-module (M, A;) and a sequence of maps {4; € Hom' (M, M®)}isq,
(M, A;)p>1 is called an Ao -coalgebra if the relation

7 i—n

SN (R R Ay @ 1) A =0

n=1 k=0

holds for each 7 > 1.
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The problem of transferring (co)algebra structures up to contraction has been
largely considered in the literature. Here we will need the following results:

Lemma 1. [§]  Assuming that C is a coalgebra, M a DGA-module and
r:{C, M, f, g, &} a contraction, and using the tensor trick (see [8,[9,[10]), then
M becomes an A -coalgebra.

Moreover, the maps integrating the A.-coalgebra (M, A;);>1 are shown in
[1] to be explicitly
(i=1)(i=2)

A; = (-1) T o

2 ka+1 ki—2+1i-1

oSN N [T @ Awp@1%78) | Acg, (10)

lekgl k111]2

i1
where H h; denotes the composition h;_1 0--- 0 ha.
j=2
Given a DGA-algebra A and an Ay-coalgebra C, an A -twisting cochain (or
Aso-TTP) 7: C — A is a DG-module morphism of degree -1, such that satisfies
the following identity

dr + Zﬂ(i)T@)iAi =0,
i=1

where ) = 1, u® = p, and in general u® = pu(1 @ p*=1Y). Analogously
to twisting cochain, T C — A is an A-twisting cochain [I8] if and only if
dr =d®14+); ,1( )@ 1)(1e %1 ®1)(1® 4;) is a differential on A ® C,
which, together with this differential, is denoted by A ®, C' and is referred to as
the Ay -twisted tensor product (along 7).

Theorem 6. [1]] Let t : C — A be a twisting cochain and c(f,g,¢) : C = C' be
a contraction such that ¢ induces on C' an A -coalgebra structure (see Lemma
). Additionally, assume that t¢ =0 and (1 ® @)tN is pointwise nilpotent. There
18 a contraction

AR, C= A;C,

where t = tg is an Axo-twisting cochain and A @; C' is an As-twisted tensor
product.

Remark 3. The hypotheses of Theorem [f] are satisfied when C' is a simply con-
nected DGA-coalgebra. For instance, B(A) is a simply connected DGA-coalgebra
when A is a connected DGA-algebra.

The following result is a straightforward consequence of Theorem [, and it is
a main result of this paper.
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Algorithm 1. Computing the A, -twisting tensor product structure

INPUT: A contractile relatively free resolution (X,¢,d) of A
over a connected DG-algebra A where dot|x =0.

Step 1. Form the canonical comparison contraction (f,g,¢): B(A) = X
using the formulas (&), @D and (6D .

Step 2. Form the contraction (1®, f,1®49,1®, ¢): B(A) = X as in
Theorem [ .

OUTPUT: The map 7 = fg|x which is an A, -twisting cochain and the
maps 4; (given by formula (@0D using the morphisms of the
contraction of Step 2) integrating the A, -coalgebra
structure (X, 4;)i>1.

CORRECTNESS: Let us emphasize that 1®, g = g|x and 1®,4 ¢ = ¢|54, since g
and ¢ are A-lineal and g(X) C B(A), and ¢(B(A)) C B(A). An explicit formula
for ¢ is given in [I3|[14] which increases the simplicial degree in B(A) by one
and ¢o = 0. Therefore, 0 ¢| 5., = 0 since 6: B(A) — A is the universal twisting
cochain. Now, applying Theorem [, we have the following A..-twisting cochain

T=0g|lx: X — A
The second step is to construct the tensor product contraction
A@B(A) = A® X

and to use the Basic Perturbation Lemma with 6 N as the perturbation datum
(see Theorem [Bl). Then, it is straightforward to check that (1 ® ¢|z)) 0N is
pointwise nilpotent. So we obtain the new contraction,

A®, B(A) = (A® X, d,.)
Now, using Theorem [B] we have that
(AR X, dp) = A®, X

where A ®; X is an Ao.-twisted tensor product.
In the proof of the last identity, we use the special properties of the morphisms
which take part in the canonical comparison contraction.
]

4 Algebra Structures in the Comparison of Resolutions

If Ais a commutative DGA-algebra, it is well known that it is possible to define

a commutative product x on B(A) called shuffle product. Furthermore, B(A)
has canonically associated a commutative algebra structure by means of the

morphism fis4) = (s ® *)(14 ® T ® 1504,), where T(b® a) = (—1)'5| "o @ b.
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Throughout this section, we assume that A is a commutative DGA-algebra,
(X, t,d) is a contractile relatively free resolution with ¢ as contracting homotopy
which is a quasi algebra homotopy, and there exists C: {B(4), X, f,g,¢} the
canonical comparison contraction.

Before giving the main result of this section we need some preliminary results
which are easy to prove:

Lemma 2. [19] Let M be a DGA-module and c:{A, M, f', ¢', ¢'} be a con-
traction. If ¢'na(g’ ® g') = 0, then the morphism puy = f'us(g’ ® ¢') defines a
commutative product on M. Furthermore, g' is a DGA-algebra morphism with
regard to the products p, and [ty .

Lemma 3. Let A’ be a DG-algebra, and c: {A, A", ', ¢', ¢’} be a contraction of
DG-modules. Then,

O pa — pad®? = ¢ ¢ ®Ud — dp a1 — g fruad®? (11)

where ¢'[®2 and d? denote, respectively, 1,&¢ + ¢@gf and d,@1, +1,Qd.,.
Assuming that f' is a quasi algebra projection and ¢’ is a quasi algebra homotopy,

pa(@' (@) @ ¢'(0) = (1) (ua(@'(a) @ b)) + ¢ (uala @ ¢'(b)  (12)
where a,b € A.

Lemma 4. The identity 1 = sdod+ sdgf holds on reduced elements with degree
greater than zero.

Lemma 5. If ¢npipa (9 ® g)n(d1 ® T2) = 0, for any a reduced element 1 ® i
of degree n then for any element x1 ® x2 of degree n of X @ X

Drpipa) (g ® g)n)(z1 @ 22) = 0.
Now, we state the main result of this section:

Theorem 7. The A-module (X,d) equipped with the morphism pux = f*(g®g)
becomes a commutative DGA-algebra. Furthermore, C is an almost-full algebra
contraction with regard to the products ppay and fix.

PROOF. The proof will be divided into two parts.

Firstly, we show that py defines a commutative product on X. To this end,
we apply Lemma [2 in order to prove by induction that ¢z (9 ® g) = 0 on
reduced elements. Then this relation is extended to X ® X by Lemma Bl We
have ¢y = 0 by construction and for n > 0, on reduced elements,

Onlinay(9® g)n = —5n—1dntina) (9@ 9)n — SGn frltna (9 @ G)n-

This equality comes from the fact that 4, 5ae54) C B(A) and the property
([@) of g. By induction hypothesis

5Gn—1dnpipa) (9 @ g)n = SPn—1/pa) (g ® g)n,ldf] =0.
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Now from Lemma [
sgnfn,UfB(A)(g ® g)n - Sgnfn(Sdn¢n71dn + Sdngnfn)ﬂB(A) (g ® g)n

= Sgnfn(Sdn(bnfl + sgnflfnfl),U/B(A)(g & g)nfldg]

= SgnfnSdnﬁbnfl,ufB(A)(g ® g)nfldg] + SgnfnSgnflfnflﬂB(A)(g by g)n71d£12]~

By induction and Lemma [l the first summand is null. Let us notice that in the
second summand $gn—1fn—1f54)(g ® g)n—1 can be applied on non-reduced ele-
ments, so in order to prove that it is null we need a more sophisticated argument.

We show by induction that if sgf s, (g® g) is null on any element of degree
less than n, then it is possible to extend this property to any element in X ® X of
degree n. The first case of the induction is trivial (for n = 0). We take a generic
element (a ® ) ® (a/ ® ') in degree n. Thus,

8gnfrtisa(gla @) @ g(d' @), = (—l)lallms(aa/gfﬂs(m(9(55) ® g('))).

Now, using again Lemma, [4],

s(ad'gfue) (9(7) @ g('))) = s(aa’gf (sdpd + sdgf) s (9(2) @ 9((2)))),

let us observe that the summands, (sd¢d+ sdgf) s, (9(Z) ® g(Z')), are zero by
induction hypothesis. This fact completes the proof of the first step.

Secondly, we are proving that C is an almost-full algebra contraction (i.e.,
f and g are DGA-algebra morphisms and ¢ is a quasi algebra morphism with
regard to the products iz and py). Lemma 2] guarantees that g is a DGA-
algebra morphism. In order to prove that f is a DGA-algebra morphism we need
to see that ux(f ® f) = fis. The proof is by induction on reduced elements
and then extended A-linearly in each degree. Obviously, we have px(fo ® fo) =
fottsa and for n > 0,

fix (froi(b) @ fi(D") = px(tfrim1dn—i(b) @ t fi_1di(D"))

= (_]-)lglt,ulx(tfnfifldnfi(i)) ® fi—1di(b)) + thx (fo—i—1dn—i(b) @ tfi_1d;(b))
= (1) Pltp (faei(b) @ fi1di(V) + tix (fai-1dn—i(b) ® fi(B)).

In the second identity above we have taken into account that ¢ is a quasi
algebra homotopy with respect to the product ux and we have applied (I2)).
On the other hand,

Frbte (b @) =t fu1dnpisa, (b®b)

=t fa—1lpa)(dn—i(b) @ V') + (_1)|B|tfn—1HB(A>(E ®d; (b))
= tpix (fa—ic1dn—i(0) @ £ (1) + (= 1) ltp (faei(b) @ fioadi(B)),

the last identity is obtained from induction hypothesis. So we have actually
proved that f is a DGA-algebra morphism.
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Finally, we will prove that ¢ is a quasi algebra homotopy, i.e., the conditions

Plpay(P®9) =0, Ousa(g®¢) =0, ousu(¢®@¢) =0 hold.

The proof is by induction. We have ¢g = 0 by construction, so the above three
identities hold. For n > 0, on reduced elements, the proof consists in replacing
Pincay by

—5¢dipay — S9f ) = SOpa(dR1+10d) — sgux(f ® f),

then, the summands of the form sguy (f® f) are all null, since f¢ = 0. Moreover,
the summands which contain dg ® ¢ or ¢ ® dg are zero, since d,gn = gn—1dy.
So it is possible to apply induction hypothesis. To sum up, we must only study
the summands of the form:

5O (dP®g), 5Oppa (gRde), 5OHpa) (AP @), 5 pa) (9@ dP).

Replacing d¢ by 1 — gf — ¢d is immediate to see that all summands are null.
By A-linearity the proof is extended to elements of B(A). This completes the
proof. a

Finally, we provide the following algorithm for computing (algebra) resolutions
which split off of the bar construction of a commutative DGA-algebra A, taking
as input datum a contractile relatively free resolution of A over a commutative
DGA-algebra A, where A and A coincide as graded module.

Algorithm 2. Computing ‘algebra’ resolutions which split off

INPUT: A contractile relatively free resolution (X,¢,d) of A
over a commutative DG-algebra A where dot|x =0 and ¢t is a
quasi algebra homotopy.
A commutative DGA-algebra A which has the same underlying
graded A-module structure than A.

Step 1. Form the canonical comparison contraction (f,g,¢): B(A) = X
using the formulas (&), @D and (6D .

Step 2. Construct the bar constructions (B(A), ) and (B(A), 9).
Define the morphism § = 9T — 9.

Step 3. Perturb the above contraction using 6, (if ¢d is
nilpotent).

OUTPUT: A semi-full algebra contraction B(A)= X. Hence, X is

an algebra resolution of A over A, where uz = fx*(g®yg).

We point out that the contraction of Step 1 is almost-full (see Theorem[7]). Fur-
thermore, in the case that ¢¢ is pointwise nilpotent, thus ¢ is an algebra pertur-
bation datum of the contraction of Step 1. Hence, using Theorem [Bl we conclude
with the desired result. The main computational advantage of the algebra struc-
ture in X is that it is only necessary to compute the perturbed differential on
the generators of X as an algebra, in spite of, on the whole set of generators as
a module. We will clarify this aspect in the following example.
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5 An Example

Now, we give an example in order to illustrate the main results of the paper. We
work with the resolution Q) (w,2n) ® E(o(w),2n+1) @ I'(¢,(w), 2np +2) (see
[B]). Making use of the main results of the paper we reach the same results on
the Aso-structure of this DG-module as Proute in [I§]. Furthermore, we prove
that this complex is a DGA-algebra. Hence, it is an example of a multiplicative
A -twisted tensor product. Moreover, this resolution can be “perturbed” into a
resolution of Z, over I'(w, 2n). Notice that the way for obtaining the resolution
above is different from that given in [2].

Following Cartan’s work in [5], we will use in the sequel the suspension ‘o”,
p-transpotence ‘p,’ and k-th divided power ‘y;’ for terming the generators of
the DGA-algebras.

Let p be a prime number and I = (wP) be the ideal generated by wP. Then,
Q) (w,2n) = P(w,2n)/I is the truncated polynomial algebra on one generator
w of degree 2n with zero differential. We consider here the resolution X =
Q) (w,2n) @ E(o(w),2n + 1) @ I'(pp(w),2np + 2) where the differential is a
derivation and is defined by

d(o(w)) = w,  d(yi(pp(w)) = W™ o(w) yim1(pp(w)).

The following degree one morphism ¢: X — X linear over A (but not over
Qp)(w,2n)) defined as

t(1) =0, tw"yi(pp(w))) = w* o (w)yi(pp(w))
and

twatupite ) = { ) B

is a contracting homotopy for X. This explicit formula for ¢ is crucial to many
constructions but it is not widely distributed. Moreover, the data set

Cx: {Xv Av €, 1, t} (13)

is a contraction, where ¢g = 1,4, €, =0, n > 0 and n(\) = A® 1 ® 1. Now, by
comparison theorem for resolutions and using the formulae @), @) and (@) for
comparison maps, we have the following Q) (w, 2n)-lineal morphisms defined
on the reduced complexes by

Flw™ [w™ ] " [wh ] = {H Op, i+ } T (pp(w)),

k=1

=

flwtw™ [w']. .. jw™™ |wtm] = w ! {

Op,rittn } o (w)ym (pp(w)),
k

I
-

where the symbols §; ; are defined by: §; ; = {(1) z :é?
i».ti.rrl.es ‘

glo(w)) =[],  g(ri(ep(w))) = [w" ™" |w] w? ™ ],
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i-times

w|wP ™ w]

g(o(w)vi(pp(w))) = [wlw ™|
and the homotopy operator ¢ is defined by —1, where

P[] =0, Plu] =0,
Ylw] = [w ], 1<z <p,

Bl ] = [ w1 ul,

Ylelw® w] = [2lw® 1w~ |w] + 6,0y [ (2) 0P ]

for z € B(Qp)(w,2n)).
It is a straightforward computation to verify that dt|x = 0. Then by Theorem
[l we can state that the data set

Co_x: {B(Q(p)(w’Qn))7 X, [, 9, ¢}

is a contraction: the canonical comparison contraction between B(Q(y)(w,2n))
and X. It is immediate to see that t is a quasi algebra homotopy, then by
Theorem [1] we can guarantee that Cp_x is an almost-full contraction.

Now, we can apply Algorithm [ to the resolution X, and define the degree
minus one morphism 7: E(o(w),2n + 1) @ I'(pp(w), 2np 4 2) — Q) (w,2n) by

T(o(w)) =0g(c(w)) =w and 7=0 otherwise

which is a As.-twisting cochain.
Working with coefficients in Z,, Proute determined in [I8] the As-coalgebra
structure of E(o(w),2n + 1) ® I'(pp(w), 2np + 2) given the following formulae:

Ah = 0, h 75 2, D,
Az(o(wyyi(pp(w)) =Y Y a(w) ulpp(w)) © o(w) Fyii(py(w)),

Aoy yilepw))= D> (W), (pp(w)) @ @ (w) My, (op(w)).
Lt tlp=i—1

In [I8 pp.148-149] it is proved that
d=po)1er71)(1® A)+EP 1)1 o)1 A4,)

as the output of the Algorithm [I] states.

Summing up, X = Q)(w,2n) @, E(o(w),2n + 1) @ I'(pp(w),2np + 2) is
a multiplicative As-twisted tensor product, i.e., X is a DGA-algebra and an
A-TTP simultaneously.

For the remainder of this example we have taken Z,) (Z localized at prime
p) as the ground ring. In the following, we give the outline of a process for
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constructing a resolution of Z,) over I'(w,2n). It is obtained by perturbing a
resolution of Z,) over ®;>0Q ) (wi, 2np").

Firstly, we use an isomorphism of DGA-algebras [19, Prop. 5.24] between
I'(w, 2n) and ®;>0Q () (w;, 2np"). As Z,)-module, this last DGA-algebra is equal
to the ordinary tensor product ®;>0Q ) (w;, 2np’). Its multiplicative law is given
by

wi“ ® w;l if 7 #£ 4,
= ¢ whth ifi=jand h+k < p,
—pwiw;pifi=jand h+k=p+t
From now on, we will identify the generators w; of the truncated algebras with
the elements 7,:(w) of I'(w,2n); in fact, the image by the isomorphism of w;
coincides with 7, (w) excluding the coefficient.
Secondly, we give an explicit contracting homotopy t® for the resolution

X® = ®i>0Q (p) (Wi, 2np’) @ (®iZOE(G(wi), 2np' +1) ® I (pp(wy), 2np’ + 2)) .
To this end, we use that the complex above is just the tensor product complex
®i>0 (Qp) (Wi, 2np") ® E(o(w;),2np" + 1) @ I'(ipp(w;), 2np’ + 2))

and the formula for ¢ is:
tR1IRI®...+1eRtR1I®1...+nNe@nNeRtR1IR1IR ...+,

thus,

tP(1@ Hire @l @z 2) = 1@ Hire @1 @ t(z) ® 2
where |z > 0, z € Q) (wi, 2np') @ E(o(wy), 2np' +1) @ I'(pp(wy), 2np' +2) and
2 € @i (Qp) (wi, 2np") ® E(o(w;), 2np" + 1) ® I'(¢p(w;), 2np° + 2)).

Since the contraction ([I3]) is an almost-full algebra contraction, and the class
of almost-full contraction is closed by tensor product [19], it follows that t® is a
quasi algebra homotopy.

Now, by comparison theorem for resolutions and using the formulae (@), (@)
and ([B]) for comparison maps, it is possible to construct three morphisms denoted
by €, g%, ¢%.

Since t|x = 0, we have that dt®| = 0. Then by Theorem [I] we can state
that the data set

{B(®i>0Qp) (wi, 2np")), X%, [, g%, ¢®} (14)

is a contraction. Besides, it is an almost-full algebra contraction thanks to Theo-
rem[7} Hence, in particular, g® is DGA-algebra morphism, then g® is completely
determined by g, i.e.,

9% (20 ®@ - @ xp) = g(x0) * g(21) * -+ % g(20), Y1 > 0;

where z; € E(o(w;),2np'+1)@ (¢, (w;), 2np'+2) and * denotes the well-known
shuffle product in the bar construction.
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The projection f€ is given by

f®[wfl1 ® zﬂwfj ® za|... \wfn ® 2zn]
wflrlzlwirlzz “'wf:'712n o(wiy)o(wi,) o(w;,) i1 <ig <o <y,
m—1 . . .
Hj:(] 5p,k2‘,+1+k‘2]+2 21" Zn P‘/m((;pp(’wil)) 11 =12 =" " = ln=2m,
= H;ﬂzl 57?,k2]+k'2]+1 } wfllilzl cttZn U(wil )'Ym(‘fgp(wil)) i1 =19 =+++= i,LZ2m+17
f®[a,;l|...\a,;ll]®---®f®[ailh\...\ai,n} i :..A:’LAZI L - <ilh =...=1y
0 otherwise,

where z; € ®i>;Q ) (Wi, 2np?) and a; = wf]] ® z;j. And the homotopy operator
¢® is defined by —¢®,

P2l =0,
PO ® 2] = [wit 2wy,
[w%lilef22;133|wi2] + (w2 w2 g wi, |wiy ] — o
¢®[wf1121|w2222] _ [wif zw;! 22| wi, |wg, | 11 < 12,
[wfllzl|wi2_122\wi2] i > 2.

The situation in higher degrees is similar but slightly more complicated and is
left to the interested reader.

For the sake of clarity, we will write the DGA-algebras without denoting the
degree of the generators.

[19, Prop. 5.24] tells that there is an isomorphism between I'(w) and a tensor
pr0~dUCt ®iZOQ(p) (’Ypi (w))

®Ri>0Qp) (1pi (w))) and ®;>0Q (p)(Vpi(w))) have the same underlying graded
Z(,)-module structure and because of this, B(®;>0Q ) (Vi (w)))) has the same
underlying graded Z,)-module structure as B(®;>0Q )(Vpi (w)))). Let B denote
this graded Z,)-module structure for either case. Thus B supports two different
differentials, viz., the bar construction differential 0% for @;>0Q ) (Vi (w))) and
the bar construction differential 9 for ®;>0Q ) (i (w))). Let 6 = 9% — 9 be the
perturbation of the DG-module B. The formula for §, up to sign, is

8 (®iz0 (i (W) [®i20 (Vi (0)) "] @izo (e (w))">]...])
= 'p(’ypl (w))t’}/p“rl (’LU) T [®i20(7pi (w))h2l .- ]
+ ®iz0 (Vi (W) [+ p(yps (w)) o ypar (w) -+ ]+ ...

The first summand appears (it is non-zero) if there exists at least one value
for ¢ such that ho; + h1; = p+t where 0 < ¢t < p — 2. The second summand
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appears if there exists at least one value for 7 such that h; ; + ha; = p 4t where
0<t<p-—2.And so on.

It is clear that ¢ is a derivation and represents the perturbation induced in
the differential of B(®i>0Q ) (7pi(w)))) by the modification produced in the
product of the algebra ®;>0Q ) (7p:(w))). In this situation, there is a formal
process (the Basic Perturbation Lemma) which, taking as the input data the
contraction (4] and the perturbation §, when §¢® is nilpotent in each degree,
it gives a new contraction

B(®i>0Qp) (Vpi (w)))

(3
(2i20Q ) (Vi (w)) @ (Riz0E (07 (W) @ I'(@pypi (w))) , d + ds) (15)

Our aim here is to verify that §¢® is nilpotent in each degree. To this end, we
take an element of the form

®io (Yt ()" [B7o (1 ()] .| BT (i ()] € B,

the number: Zé‘:o S o hj,i defines a filtration in B.

It is easy to see that ¢® does not increase the filtration degree. On the other
hand, § either lowers the filtration degree or is null, Vn, Vi € N. Then, §¢® either
lowers filtration or is null, and this means that this composition is nilpotent in
each degree.

Taking into account Theorem [3] the contraction above is a semi-full algebra
contraction. Notice that the product on the second complex coincides with the
product on X®. Then, we only need to compute ds on the algebra generators,
in order to compute ds on all module generators. Moreover, we shall show that

¢¥89% =0 (16)

Let us observe that ¢g® carries any algebra generator = of the reduced complex
into an element y of the form [y, (w)] or [(pi (w))?~ |7, (w)]. Now, we study the
image of y under 6. It is not difficult to see that this image is zero if y = [, (w)]
and p[yyi+1 (w)] if y = [(p: (w))P i (w)]. Since ¢® [y i+1(w)] = 0, we obtain
the desired result.

Consequences of (1) are:

(9%)s = 9%, ds = f®0g°%.

Summing up, (IF) is a resolution of Z, over I'(w) where
ds(o7p(w)) = fP0g% (07 (w)) = fE8[y (w)] = f¥(0) =0,
ds(pprpi (W) = FE89% (0prpi (W) = FE8[(7pi ()P~ e (w)]

= 2Pl (w)]) = poypis,

ds (VP yp () = f€6g9% (Vepppi (W) = P oYpit1 (W) Ve—19pVpi ().
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Abstract. A general scheme of a symbolic-numeric approach for solving
the eigenvalue problem for the one-dimensional Shrédinger equation is
presented. The corresponding algorithm of the developed program EWA
using a conventional pseudocode is described too. With the help of this
program the energy spectra and the wave functions for some Schrédinger
operators such as quartic, sextic, octic anharmonic oscillators including
the quartic oscillator with double well are calculated.

1 Introduction

For solving a stationary Shrodinger equation a lot of approximate analytical
and numerical methods are elaborated and applied because an exact solution
in explicit form exists only for some specific hamiltonians [I]. As is known,
the more used methods are diagonalization [2,[3], quasiclassical approach [4],
continuous analogue of Newton’s method [5], different versions of perturbation
theory [6], normal form method [7},8,[,10,11], finite-element method [12], 1/N
expansion [I3], oscillator representation [I4], variational and operational meth-
ods [I5L[I6L17], simplectic method [I8] and etc.

The method of integration by means of the power series is known to be a
simple one but it requires cumbersome work, and difficulties are increasing in
the cases when a differential equation has singularities[I9]. On the other hand, an
application of the modern PC together with packages of symbolic manipulations
such as MAPLE, MATHEMATICA, REDUCE enable us to carry out necessary
calculations and construct the solution of differential equation in the form of
power series up to a desired degree.

In the present work, an analytic numeric approach for solving the time in-
dependent Shrédinger equation is proposed. The developed method is based on
finding a general solution as a sum of two independent solutions.

By this method the spectra and wave functions for a quartic, sextic, and octic
anharmonic oscillators and also for the quartic oscillator with two minima were
calculated. Obtained results are in good agreement with the ones available in
literature.

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 23321 2006.
© Springer-Verlag Berlin Heidelberg 2006
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2 General Scheme of the Method

Let us consider the eigenvalue problem for ordinary differential equation

d*y(z)

dx?

+2(E -V (z)¥(z) =0, (1)

where the function V' (z) can have a pole not above the second order in a vicinity
of the point zy, and independent variable x belong to the real axis or semiaxis.
For fixed value of F differential equation (]) has two linear independent so-
lutions y; (z) and ya(z). If the function V(z) is regular at point = z¢ we find
y1(z) and ya(x) as solutions of Cauchy problem () with boundary conditions

dy1 () dya(z)
=1, =0, =0, =1 2
Y1 (o) x|, y2(20) i |, (2)
in the form of Taylor series
N N
n@ =1+ @ -2, w@) =@-w)+Y ¢@-m). (3)
k=2 k=2

Substituting (@) into () we obtain recurrence relations for evaluation of coeffi-

cients cg) and cgf).

If the function V(x) has a pole of order not higher than the second, i.e.

N

2AE—V(@) = (@ —20)2 S fulw — 20,

k=0
the solutions of ([Il) will be found in form of generalized power series

N

y(@) = (x —20)” Y enlz —zo)". (4)

k=0

Substituting (@) into () we find determining equation

p(p—1) = fo=0. (5)

It is known from the theory of ordinary differential equations [23] that the
form of independent solutions depends on the roots p; and ps2 of Eq. ().

1. If the difference of roots, p; — p2 is not equal to an integer, then two linear
independent solutions can be present in the form

N
yi(z) = (z—20)" Y et (x — 20)", (6)
k=0

N
yz(.ﬁ) = (l‘ - xo)pz chf)(a@ - l‘o)k.
k=0
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2. If the difference of roots, p1 — p2 is equal to an integer, then two linear
independent solutions can be present in the form

N

(@) = (v —20)™ > cf) (w — w0)", (7)

k=0

N
ya2(x) = (& — mo)P? Z c?(x —20)" 4+ €191 (x) In(z — 20),
k=0

where p; > pa.
In these two cases we also find the recurrence relations for coefficients c,(cl),

c,(f) by substitution of expansion (@) or (@) into differential equation ().
The general solution of Eq. (Il) takes the form

Y(z) = Cryr(z) + Caya(x). (8)

In physical applications, one needs to find bounded solutions, therefore, we
truncate an infinite interval to a finite one x € (Rjeft, Ryright) and supply the
following boundary conditions

Y(Riept) =0,  Y(Rrignt) = 0. 9)

Then coefficients C; and C5 satisfy the set of homogeneous algebraic equations
Cry1(Rieypt) + Coyo(Rieie) =0,  Cryi(Rrignt) + Coyo(Rright) = 0. (10)

A nontrivial solution of system (I0) is found from condition of equality to zero
of determinant

Y1 (Riept) yo(Riest)

D(F) =
( ) yl(Rright) y2(R7‘ight)

=0, (11)

which is carried out at certain values of energy making an energy spectrum
E = {Ei} of Schrédinger equation (I). For given E = Ej, the coefficients
Cy and C5 are calculated from Eq. (I0), including an additional normalization
condition

Rright
/ () Pz = 1 (12)

Rieyt

for the wave function (8.

3 Description of the Program

Following the description of the method for solving the eigenvalue problem for
equation (J), we present below the algorithm EWA. The corresponding program
EWA has been implemented in a Maple Package.
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Input:

V() is potential;

Ryepi and Ryigne are bounds of a truncated interval of the independent variable
x;

N is the number of terms of the power series;

Output:

{Ey} and {¢x(z)} are set of energy levels and wave functions of the equation
@;

The description of the local variables:

TypeV is the flag, if TypeV=0 then V(z) does not have singularity in zg, if
TypeV=1 then V(x) has a pole in zy;

c,(cl) and c,(f) are coefficients of the two linear independent solutions of the equa-

tion ([);

p1, p2 are the solutions of the determining equation ({);

&_1 is a coefficient in expansion ({);

y1,2(Riest), y1,2(Rright) are values of two linear independent solutions in bounds
of interval;

C, and Cy are auxiliary coefficients;

1:  V(z),zg — TypeV;

2:  if TypeV=0 then

2.1: y1(x) — 1+Zg:2621)(x—m0)k;

2.2: ya(x) — (x — x0) + Zgﬁ cgf)(ac — x0)";

3:  else if TypeV=1 then

3.1: plp—=1)—fo=0 — p1, pa;

3.2: y1(x) — (x — x0)™ fov:o c,gl)(x —x0)k;

3.3:  yo(x) — (z — )P Ziv:o c,(f)(x —20)F + & qy1(z) In(z — x0);
end if

4:  Ciy1(Ricst) + Coya(Riept) = 0,
Cry1(Rrignt) + Coy2(Rrigne) =0, —  Ej;

5: Ej + normalization conditions — Ci, Co —  ¢i(x)

Remark: This program involves the following sequence of steps.

Step 1. Determination of value of flag TypeV.

Step 2. Finding two linear independent solutions if the potential function V(x)
does not have a pole.

Step 3. The coefficients p1, pa, 621)7 cf) and £_1 of expansion (@) for regular
potential, or (@), (@) depending on the result of the solution for the determining
equation (B for singular potential, are evaluated. At this step, the coefficients
c,(cl), c,(f), and £_1 depend on E explicitly.

Step 4. Evaluation of the energy spectrum from boundary conditions (I0).
Step 5. Evaluation of the eigenfunctions using normalization conditions.
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Table 1. The comparison of energy levels Frw 4 with their exact values Eezace (I4)
for 1 =1,2,3 (Riefe = 1075, Ryigne = 5.6, N = 116, ¢ = |Epwa — Fexact|/Eezact)

=1
n EEWA Eezact g, %
0 2.00000000044 2 0.0000000022
1 4.000000017 4 0.00000043
2 6.0000020 6 0.000033
3 8.000083 8 0.0010
=2
n EEWA Eezact g, %
0 3.00000000066 3 0.000000022
1 5.00000016 5 0.0000032
2 7.000013 7 0.00018
3 9.00037 9 0.0041
=3
n EEWA Eezact g, %
0 4.0000000067 4 0.00000016
1 6.0000011 6 0.000018
2 8.000066 8 0.00082
3 10.0013 10 0.013

4 Examples of the EWA Program Runs

To test the EWA program the one-dimensional (IJ) and radial Shrédinger equa-
tions were considered with the potential functions such that solutions are known:
A) infinite rectangular wall V(z) = {0, |z| < R; o0, |z| > R};

B) harmonic oscillator V (x) = 22/2;

C) the two-dimensional axial symmetric harmonic oscillator V (r) = 1/2wr? (in
this case we use r instead of ).

In case A), ten lowest energy levels coincide with exact F,, = n2n?/8R?, n =
1,...10, ... to nine significant figure accuracy if N = 68 and Rjeft = — R, Ryight =
R, R=1.

In case B), for @ € [Ricft, Rright] (—Rieft = Rright = R = 5.9, N = 138) the
accuracy ¢ of the 10th energy level obtained is less than 0.004% compared with
exact value Fqgp = 10.5. And absolute difference between calculated and exact
wave function [ pw A — Yezact| is less than 1079, Note, the accuracy depends on
values of R and N, and its magnitude may be increased.

In case C), for w = 1 the differential equation on the semiaxis r € [0, 00)

d?y(r)
dr?

1 — 472
472

+ <2E + - r2)y(r) =0, (13)

has the double pole in origin, and its eigenvalues and functions are known [20]

En=2n+l|+1, n=01,2,..., 1=0,+1,42, ... (14)
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Table 2. The comparison of energy levels 2Egw 4 with their values Fegact from [3] for
different powers p (o = 0.0005 for p = 4,6 and « = 0.00005 for p = 8)

(15)

L =4, Riest = —5.6, Ryight = 5.6, N =116
n 2Epwa Eezact €
0 1.0007486926734  1.00074869267319 0.000000000019
1 3.00373974818 3.00373974816873 0.00000000046
2 5.009711873 5.00971187278811 0.0000000080
3 7.018652599 7.01865259205752 0.00000010
4 9.0305496 9.03054956607471 0.0000011
5 11.045391 11.0453905781793 0.0000094
6 13.06317 13.0631635776785 0.000065
7 15.0839 15.0838565876260 0.00043
8 17.1078 17.1074577926535 0.0022
9 19.134 19.1339554918523 0.0031
10 21.164 21.1633381057038 0.0060
w = 6, Rleft = —4.7, er’ght = 4.7, N =116
n 2EEWA Eezact £
0 1.001848816 1.0018488155723 0.000000045
1 3.01278097 3.0127809606901 0.00000056
2 5.0448002 5.0447999257845 0.0000060
3 7.110096 7.1100928558609 0.000048
4 9.21860 9.2185817487322 0.00030
5 11.3779 11.377808617207 0.0015
w = 8, Rleft = —4.6, R”'ghz =46 ) N =108
n 2-EEWA Eezact £
0 1.00064637 1.0006463698740 0.00000012
1 3.00572693 3.0057269553512 0.00000070
2 5.0253946 5.0253949690878 0.0000061
3 7.07668 7.0766689726027 0.00016
4 9.18033 9.1802567401069 0.00088
5 11.3565 11.356154413293 0.0038
2n)! r
(1) = (1)) | g (=) 1 L0 6),
where L (r?) are the Chebyshev-Laguerre polynomials. For equation (3], the

eigenfunctions and the energy spectrum were found with the help of the program
EWA. A comparison of the calculated and exact eigenvalues for different values
of [ is presented in Table 1. As an example, we present the series expansion of
two linear independent solutions of equation (I3)) at point 7 = 0 for [ = 1 and

N =8:

n(r)=r

(E® +8E)r®

(E* 4+ 20E2 + 24)r8

2‘<1_E_r2+ (B2 4+ 2)r*

4

48 1152

46080

).
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30
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Fig. 1. The evaluated energy levels Fy,k = 1,...,7 of anharmonic oscillator with po-
tential (6] versus the boundary point R for p = 4, a = 1, and N = 72. Exact values
Eg** are shown by straight lines.

+ —yi1(r)Inr.

1 Er2 (1-E** (2E-— 11E3)r6>
* 2

2 8 16 + 1152

4.1 Quartic, Sextic, and Octic Anharmonic Oscillators

The above presented method has been applied for calculation of energy levels and
wave functions of anharmonic oscillator with nonlinearity of the fourth, sixth,
and eighth degrees so that potential functions V() have the following forms

2
V(e) = T +az", =468, (16)

where a > 0 is parameter of nonlinearity. Using EWA program for Shrédinger
equation ([Il) with potential functions ([8) the energy spectra and wave functions
in the form of power series were found. The calculated energy levels are present
in Table 2 The behaviour of determinant D(E), and, hence, of roots {Fy} of
equation (I0) strongly depends on the number of terms N in power series ()
and on the value of R = —Rjef; = Ryigne- As N increases the values of roots of
equation ({0} come nearer to true values if as necessary to increase the value of
R. In Fig. 1, the energy values are shown at fixed IV versus the R value.

4.2 Anharmonic Oscillator with Two Minima
The potential function of anharmonic oscillator with two minima takes form
V(z) = a(z? — a?)?. (17)

Here o > 0 is parameter of nonlinearity, and a is parameter that determine the
position of two minima of potential function (I7). In this case wave functions
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Table 3. The comparison of energy levels 2Egw 4 of potential function (7)) with their
values 2E; from [I5]

a=+v?2,a=1, Rest = =34, Rright = 3.4, N = 180

n Epwa Ey €
0 1.80081349 1.80081349 0
1 1.89650538 1.89650538 0
2 4.37046673 4.37046673 0
3 5.57335024 5.5733520 0.0000007

4 7.65142527 - -
5 9.92036057 - -

Fig. 2. The square of wave function, |¥(x)|*> of the ground state (left panel) and for
state with n = 2 (right panel). The thick lines is the potential function V().

and energy spectrum for Schrédinger equation (I) were also calculated by means
of the program EWA for different values of parameters a and . As an example,
we show the series expansion of two linear independent solutions at point z = 0
for N=1T:

1
y1(x) =1+ (aa* — E)2? + 6 (E2 —2EBaa® 4+ o%a® — 2aa2) x?

1
+— (—E3 + 3E%aa* — 3Ea%a® + 14Eaa® + o?a'? — 14a%a% + 6a) z8,

90
1 1
yo(z) = = + 3 (aa4 - E) 3+ 30 (E2 —2Faa* + o%a® — 6aa2) x5,
1
—|—@ (—E3 + 3E%aa* — 3Ea?a® + 26 Faa® + o®a'? — 260245 + 20a) z’.

The values of lowest energy levels and plots of wave functions are presented in
Table Bl and in Fig. 2
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Abstract. Homological Perturbation Theory [IIL[13] is a well-known
general method for computing homology, but its main algorithm, the Ba-
sic Perturbation Lemma, presents, in general, high computational costs.
In this paper, we propose a general strategy in order to reduce the com-
plexity in some important formulas (those following a specific pattern)
obtained by this algorithm. Then, we show two examples of application
of this methodology.

1 Introduction

Most algorithms in Algebraic Topology and Homological Algebra carry high
computational costs. We are concerned with the search of techniques that cut
down complexity in processes from these areas. In order to compute homology,
two important tools in Homological Algebra are, on the one hand, the notion
of contraction [6], a special type of homotopy equivalence, between differential
graded modules (DG-modules) and, on the other hand, the Basic Perturbation
Lemma (BPL), which allows one to generate a new contraction by “perturbation”
of a previous one (see [2] or [I§]). In fact, the BPL, is an algorithm whose
input is a contraction between two differential graded modules together with a
“perturbation” of the differential structure on the first DG—module; the output
is a contraction from the perturbed module onto the second module, whose
differential comes out to be modified. The formulas of the latter contraction as
well as the modification in the differential structure of the second DG-module
often imply high computational costs. Thanks to a tool introduced in this paper,
compatible grading, we are able to reduce this complexity in time and space.
In fact, we establish some proper conditions under which the calculus implied
in the computation of several formulas obtained by the BPL, with a specific
structure, can be significantly cut down. However, the improvement achieved
in computation will depend on the specific morphisms implied, as well as the
compatible grading considered.

* Partially supported by the PAICYT research project FQM-296 and the UPV-EHU
project 00127.310-E-15916.
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We describe two important applications, showing the advantages from the
computational point of view in each case. The first one is related to the algebraic
structure of the homology of a truncated polynomial algebra. Another example
of application of the general strategy presented here is the so-called inversion
theory, which was born in [I7] and was later used in [4] and [14] in order to
simplify the computation of the perturbed differential of a 1-homological model
for a commutative DGA-algebra. We must say that we only recall here these
results, under the new viewpoint.

This paper is divided as follows. First, we give some preliminaries and nota-
tions. Secondly, we establish the theory of compatible gradings, which represents
the main original contribution of this paper. Finally, two different applications
of this novel strategy for reducing the computational costs of the BPL are shown
in the last two sections.

2 Preliminaries and Notations

Here we will collect some basic definitions and results in the context of Homo-
logical Algebra, as well as the notations that we will adopt. See [5], [16] or [19]
for further information.

Take a commutative ground ring with unit, A. We will work with differential
graded modules, DG-modules, which are graded modules endowed with a mor-
phism d of graded modules of degree —1 such that dd = 0. A graded module M
is connected whenever My = A in which case, the graded module M is defined
as M, = M, forn > 1 and My = 0.

We strictly adhere to the Koszul conventions with regard to signs, meaning
that if f: M — M’ and g : N — N’ are both DG-module morphisms, then

(fegey) =1 f@) @ g(y).

Given a DG-module (M,d,,), the suspension of M is the DG-module (sM,
d.n), where (sM),, = M,,_1 and d.,, = —d,,. Analogously, the desuspension of
M is given by (stM),, = M, with differential —d,,. We will denote by T and
| the suspension and desuspension morphisms which shift the degree by +1 and
—1, respectively.

Given a DG-module (M, d), the tensor module of M, T'(M), is constructed as

follows:
T(M) = Me.
n>0

The (tensor) grading of a homogeneous element of T'(M), a1 ® -+ ® ay, is
given by Y7 | |a;|. The differential structure in T'(M) is provided by the tensor
differential,

n—1
di =Y 19 ®dy @197,
=0
Any morphism of DG-modules f : M — N induces another one T'(f) : T(M) —
T(N), being T(f)[aron = .
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If a DG-module A is endowed with an associative product with unit, it is
called a DG-algebra, (A,d 4, 14). Sometimes we will use the notation x, for the
product on A. A DG-coalgebra is a DG—module provided with a compatible
coproduct and counit.

There are several examples of connected commutative DG-algebras with null
differential:

— The polynomial DG-algebra P(v,2n), generated by v of degree 2n, where n
is a positive integer. The product is the usual one of monomials i.e., viv? =
Vit

— The truncated polynomial DG-algebra Q,(v,2n), which is the quotient alge-
bra P(v,2n)/(vP).

— The exterior DG-algebra E(u,2n + 1), n > 0, with algebra generator u of
degree 2n + 1 and trivial product u? = 0.

— The divided polynomial DG-algebra I'(w,2n), n > 1, generated by 71 (w) = w

(7o(w) = 1) with product the one given by v (w)vyn(w) = (]CJ—}Z)' Vie+n(w);

Given a connected DG-algebra A, one can construct the reduced bar cons-
truction of A, B(A), whose underlying module is T'(sA). A typical element of
B(A), is denoted by a = [a1] - - |an] € (sA)®™. The total differential dj is given
by ds = di + ds, being d; the natural one on the tensor module and ds the
simplicial differential, that depends on the product on A. This DG—module is
endowed with a structure of DG—coalgebra by the natural coproduct Az defined
on the tensor module:

T

Ap(lar] - lag]) = Y laal -+ Jai] @ [aiga] - Jas].

i=0

If A is a commutative DG—algebra, B(A) is endowed with an additional struc-
ture of algebra by the shuffle product, *.

Let p and ¢ be two nonnegative integers, a (p, q)—shuffle is defined as a per-
mutation 7 of the set {0,1,...,p + ¢ — 1} such that (i) < w(j) whenever
0<i<j<p—lorp<i<j<p+gqg-—1

Notice that there are (p ; q) different (p, ¢)—shuffles.

So, the shuffle product * on B(A), is defined (up to sign) by:

lax] -~ [ap] * [b1] - - |bg] = Z Elero | [erp-vlCam| [Crpra-];

re{(p,q)—shuffles}

where (co, ..., Cp—1,Cpy-- -, Cprq_1) = (A1, ., p, b1,...Dg).

_ Given a simply connected DG-coalgebra C, the reduced cobar construction,
2(0), is a DG-algebra whose underlying module is T'(s~'C). A typical element
of £2(C) will be written ¢ = (c1|- - - |cn). The total differential dg is given by the
sum of the tensor differential and the cosimplicial differential:
n—1
dcos - Z 1®i® l®2 AC T ®1®n7i71. (1)
i=0
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The product pg is the natural one on the underlying module, which works by
juxtaposition.

Now we briefly recall the main concepts from Homological Perturbation The-
ory that we will use in this paper.

A contraction ¢ : {N, M, f, g,$} [6,13], also denoted by (f,g,6) : N = M,
from a DG-module (N,dy) to another one (M,d,,) is a especial type of ho-
motopy equivalence given by the morphisms f, g and ¢; f : N, — M, and
g : M, — N, are two morphisms of DG-modules and ¢ : N, — N.;1 is a
homotopy operator. This way, apart from the conditions

(€) fg="1u, (c2) ¢dy +dno¢+gf =1x,

the following ones must be satisfied
(c3) fo=0, (c4) ¢g=0,  (cb) ¢¢=0.
Given two contractions of DG-modules
¢i : {Ni, My, fi, gi, $i} i=1,2,
one can construct the following ones [T011]:

1. The suspension contraction of c1, s(c1), which consists in taking the suspen-
sion DG—modules and the induced morphisms:

s(e1) : {s(N1), s(M1), f1, g1, —o1}-

2. The tensor module contraction, T(c1), obtained by taking the tensor modules
of M; and N; and the induced morphisms,

T(Cl) : {T(N1)7T(Ml)aT(fl)aT(gl)vT(¢l)}§
where

n—1
T(#)lypr =617 = 3 1% @ 61 ® (91 1)
=0

3. The tensor product contraction:
c1®cy: {N1® Na, My ® Mz, f1 ® fa, 1 ® g2, 1 ® gafa + 1y ® ¢a}.

4. In the case that Ny = My, the composition contraction, given by:

caocy {N1, Mo, fofi, 9192, &1+ g1d2f1}

Let N be a graded module and let f : N — N be a morphism of graded
modules. The morphism f is called to be pointwise nilpotent if for each x € N,
x # 0, there exists a positive integer n such that f™(z) = 0. A perturbation
of a DG-module N consists in a morphism of graded modules 6 : N — N of
degree —1, such that (dy + 6)> = 0. A perturbation datum of the contraction
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c:{N,M, f,g,¢} is a perturbation § of the DG-module N such that the com-
position ¢é is pointwise nilpotent.

The key in the Homological Perturbation Theory is the Basic Perturbation
Lemma (briefly, BPL) [I8]2,[8,[15], which is an algorithm whose input is a con-
traction of DG-modules ¢ : {N, M, f, g, ¢} and a perturbation datum é of ¢ and
whose output is a new contraction cs. The only requirement is the pointwise
nilpotency of the composition ¢d, that guarantees that the sums involved on the
formulas are finite for each x € N.

(M,dy) + perturbation 6

P
Y\ s

Output: ¢s: (N,dn +6) (M, dpr + ds)

gs

where fs, gs, ¢s,ds are given by the formulas
ds=f620g;  fs=f(1-6200);  gs=20g;  ¢s=20¢;

and X9 = Zizo(_l)i (¢8)" .

3 Compatible Gradings

Let us consider a contraction of DG—-modules ¢ : {N, M, f,g,$} and a pertur-
bation datum for this contraction, 6. The BPL allows one to construct, under
certain conditions, a new contraction cs : {(N,dy +6), (M, dp + ds), fs,9s, s}
The first motivation of this paper was the search of a general way of determining
“classes” of elements for which the final result in the calculation of ds would be
zero. However, the results obtained will mean a possibility of reducing costs in
any formula containing the composition f (6 ¢). In fact, the pattern

fo9bg---b69v,

repeatedly appears inside several formulas obtained by BPL (included ds) where
1 can be different compositions of morphisms. Obviously, there is a possibility
of reducing the complexity of the morphisms with the pattern above by looking
for the elements such that the application of (§ )¢ to them belongs to the kernel
of f. This simple idea is the key of the original theory developed in this section.

Definition 1. Let ¢ : {N, M, f,g,$} be a contraction of DG-modules. Let S
be a submodule of N and G = {S;};>0 be a grading on S over the nonnegative
integers, that is, S = @, ;. This grading is called c-compatible if it satisfies
the following conditions:
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— f(S;) =0 fori>1;

~as)c @ s

Jj>it+1
The degree of an element with respect to this new grading will be called G—degree.

Definition 2. Let ¢: {N, M, f, g, ¢} be a contraction of DG-modules, S C N a
submodule, G a c-compatible grading on S and § a perturbation datum for the
contraction ¢. The grading G on S is called to be (¢, §)—compatible if

58 c @ s,

j>i-1

Taking into account these definitions, it is immediate to state the following
proposition.

Proposition 1. Let c¢: {N, M, f, g, $} be a contraction of DG-modules, S C N
a submodule, 6 a perturbation datum for ¢ and G = {Sk}tr>0 @ (¢, §)—compatible
grading on S. Then,

FEo) (@S =0 forallix>o.

k>1

Proof. 1t is obvious, because of the previous definitions, that the composition
6 ¢ keeps the G—degree the same or increases it, that is,

(60)'(S;) c D S

k>j
for any 4. This way, if j > 1, f(6 $)*(S;) = 0.

The desired consequence of this result is to find a reduction in complexity of
formulas containing the sequence of morphisms f (6 ¢)" when they are applied
to elements of the submodule S. For instance, the calculus of the perturbed
differential ds, as well as the projection fs obtained from the application of the
BPL to the initial contraction could be reduced: on the one hand, (6 ¢) will only
have to be applied to elements of G—degree zero and, on the other hand, there
will only have to consider summands of ¢ giving place to elements with G—degree
1, at the same time that § must provide elements of G-degree 0.

We now wonder what conditions are needed in order to establish compatible
gradings for tensor product and composition of contractions. In the case of the
tensor product, the compatible gradings have a nice behavior.

Theorem 1. Let ¢ : {N, M, f, g, ¢} and ¢ : {N', M', ', ¢, &'} be two con-

tractions, let G = {Sk}r>0 and G' = {5} }k>0 be c-compatible and ¢’ -compatible

gradings of respective submodules S of N and S" of N'. Then the natural grading

on the tensor product G ® G' = {(S® 85" )k} k>0, with (S® 5", = @ (Si®S7),
iti=k

s ¢ ® ' —compatible.
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Proof. — Obviously, (f @ f')(S; ® S}) =01if i +j > 1;

- (g ff+12¢)(5®S5)) C @ (S® 8", since ¢(S. @ Sk and
E>i4j+1 E>i+1
£/(S})=01if j > 1 and, on the other hand, ¢/(5}) @ S;.
k>j+1

We can extend this result, in a natural way, to the tensor module.

Corollary 1. Let ¢ : {N, M, f, g, #} be a contraction and G = {Sk}r>0 a
c-compatible grading. Take the tensor module contraction T(c), then the natu-
ral grading on the tensor module T(S) C T(N), T(G) = {(T(S))k} k>0, with
(TS = @ (Si, ®---®8;,) is T(c)-compatible.
i1t tin=k
The natural grading on the tensor product of two DG—modules is also com-

patible with the perturbation naturally induced by both perturbations of the
initial contractions.

Proposition 2. Under the conditions in the theorem [, let 6 and 6" be pertur-
bation data of ¢ and ¢, respectively, such that the gradings G and G' on S and
S’ are (c,6) and (c',8")—compatible, respectively. Then, the grading G @ G' on
S®S is (c®d, 6 @14 1® 8)—compatible.

Corollary 2. Let ¢ : {N, M, f, g, ¢} be a contraction and G = {Sk}r>0 a c-
compatible grading on S C N; let § be a perturbation datum of ¢ such that the
grading G s (c,8)—compatible. Then, the grading T(G) on T(S) is (T'(c),6:)~
compatible, where bt|yon = Z?:_Ol 188 ® 6@ 1on—i-1

Concerning the composition of contractions, we are able to state some condi-

tions under which it is possible to establish a compatible grading for a contraction
¢’ o c, starting from a contraction ¢’ with a compatible grading.

Theorem 2. Let ¢ : {N, M, f, g, ¢} and ¢ : {M, N', f', ¢', ¢'} be two con-
tractions, let G' = {My}r>0 be a ¢'-compatible grading on a submodule of M.
Take a grading G = {N}r>0 on a submodule of N such that:

= f(@rs0Nk) C Dyso Mi and f is a morphism of DG-modules of degree 0
with respect to both gradings;

- g(My) C P Ni;

i>k

C@Ni.

i>k+1
Then the grading G is (¢’ o ¢)—compatible.
Proof. Recall that

(oc): {N, N, f' f. 99, 6 +gd f}.
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— Of course, f' f(Ng) C f'(My) =0if k > 1, since G’ is ¢/-compatible;

— Take now ¢ + g ¢’ f. We must check that g ¢’ f(Ni) C ;)1 Ni, but this
is obvious due to the conditions imposed on f and g and the fact that G’ is
c’~compatible.

Notice that, given a contraction, one may construct lots of compatible grad-
ings, so an important task is to determine which is a good one for our purposes,
depending on the formula we want to reduce. The improvements achieved in
each case will depend on the compatible grading considered.

4 Application 1: The A, -Structure of the Homology of
Qp(u,2n)

Here we present an example of using compatible gradings to reduce complexity in
the computation of some morphisms obtained by perturbation theory. We study
the Aoo-coalgebra structure of the homology H.(Qp(u,2n);Z) of a truncated
polynomial algebra in the ring Z.
An A, -coalgebra is a DG-module (M, A;) endowed with a family of mor-
phisms of graded modules
A M — M®?

of degree i — 2 such that, for n > 1,

ZZ kR (19i-n—k @ A @ 19K) A, 4y =0, (2)
n=1 k=0

To study the structure of the homology we need to consider the contraction

Cpq * {E(Qp(uv 2n)), E(v,2n +1) ® I'(w, 2np + 2), fsq; Isas ¢BQ}

From now on, E(v,2n + 1) ® I'(w, 2np + 2) will be denoted by F ® I" as well
s B(Qp(u,2n)) by B(Q,), for short.
Then, an As,—coalgebra structure is induced on E ® I, via the tensor trick
(see [OLT2LA1]) and the BPL (using as a perturbation datum the cosimplicial
differential d.,.). In fact, it is possible to construct a new contraction

0B(Q,) = 2(E®T),

where 2(E ® I') = (Ts™*(E ® I'), d) and the morphism d, obtained by the
perturbation process, induces an A.—coalgebra structure (A;, Ay, As,...) on
(F ®I). Our aim is to use a compatible grading that allows a complexity re-
duction for the morphisms A;.

We denote an element of B(Q,) of the form [u™|...|[u™] by [r1]...|rm],
where 0 < r; < p.
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The explicit morphisms of the contraction ¢z, are described below:
~ foo:B(Qp) = E® T

feolriltal . rmltm] = {T1isy 6p.rete } Ym(w),

faolllrlta] - frmltm] = 61 {ITily fpreten } v @ Y (W),

0 ifi#j

i 1ifi=j

— gpo : E® I — B(Q)p)) is defined over the algebra generators as follows:
9sa(v) = (1], gso(w(w)) = [1lp — 1] *sme= [1]p — 1.

— ¢5q : B(Qp) — B(Q,) is defined by:

where the symbols §; ; are defined by: 6;; =

¢BQH =0
Ppolr] = —[llz—1] 1<z <p;
Prolzlyl = —[1|z — 1yl;

Puo([zlyllz) = =[x — 1y]|z = bp.aty [1lp — 1] 6(2)
where 2 € B(Q,) and | denotes the juxtaposing product.

Let us consider the submodule S of B(Q,(u,2n)) generated by the elements
[a1]az|- - - |ar] such that either ag;11 =1 for all ¢ or ag; =1 for all 4.

We now construct a grading, G = {Sk}x>0, over S in the search of a cpo—
compatible grading. Take the submodule S; C S described bellow:

— Sp is generated by the elements of the form [p — 1|1|p — 1|1--], of any

simplicial dimension; [aq]1]az|1- -], with a; = p — 1 except for one of them,
a;, which satisfies 1 < a; < p—2; [1lp—1|1|p — 1|1---], of any simplicial
dimension.

— Sk, for k> 1, is generated by the elements of

type It [1]a1]---|1]ar|1] or [1|ai]---|1|a,], where at least one component
a; # 1 and there are k components (at even positions) satisfying
l<ai<p-2

type IL: [a1|1|azg]|---|1] or [a1|1|az]| - - |a,] where at least one component a; #
1 and there are k 4+ 1 components (at odd positions) satisfying
1<a; <p-—2;
type II: [1]1]---|1] with simplicial dimension 2k or 2k + 1.
Then, it is easy to prove that G is cz,—compatible:

— Obviously, fsq(Sk) =0 for any k > 1;
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— ¢(S;) C @ S;. More specifically, it is easy to prove, by induction, that
j>i+l
#(S;) C Siy1. Moreover, that ¢(elements of type II) = (elements of type I)
and that ¢( elements of type I) = 0 = ¢( elements of type III).

The grading G on S induces in a natural way, a grading over Ts~1(5), T(G),
as indicated in corollary I that is T's~lcy,—compatible.

Moreover, the cosimplicial differential, d.,,, which depends on the coproduct
on B(Q,) (see formula[l]), is a perturbation datum for the latter contraction and
satisfies

deos (T'(5);) C Bizj—1T(S):.

In fact, it is easy to check that d.,.(T(S5);) C T(S);—1 ® T(5);.
All these results lead to the following theorem.

Theorem 3. Let T(G) be the grading naturally induced on Ts~1(S) by corollary
[, being G the grading described above. Then T(G) is (T's 'cpq, d...)-compatible.

Now, we are in conditions of analyzing the consequences of having a (T's ¢y,
d.,.)-compatible grading in the computation of the A,,—coalgebra structure on
E®I.

The differential obtained by the BPL on Ts ' (E ® I) is
=3 (1) T(f)d...(T(~¢)d...) ' T(g),

i>0

and the morphisms 4; : E® I' — (E ® I')®?, providing an A.,—coalgebra
structure on F ® I', are given by

Ay = (—1)/A @1 g8 (g T(—$)) 2 d,,. g | 3)

Notice that Im gpo C Sp and that according to proposition [T

T(f) (deo. T(—)) (EP(T(S))k) =0 for all i >0,

k>1

so we can conclude that, since T'(—@)(T(S)x) C T(S)k+1, we only must consider
the summands of d.,, such that

d(:ﬂs (T(S)k) - T(S)k—l-

This means that any time we apply d.,. to an element of cosimplicial dimension
m, one can consider only one summand in formula [I] instead of m. That
summand is the one that applies Az on the factor on which ¢ has just been
applied. Moreover, since the output of ¢ is always a sum of elements of type I,
we only need to consider the half of the summands of Az (those that decrease
the degree by one). So, we could express the “reduced” formula of A; by

A; = (=121 12 T(=)) 2 d.. g | (4)
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where i )
deos = 1®k® l®2 A1 ®1®n—k—1

and k depends on the factor on which ¢ has been applied in T'(—¢). Then,

Lr/2]

Ap(laa]---lag)) = Y ] -+ lazi—1] ® [az] - -+ Ja].
i=1

Finally, we expose some examples in order to illustrate the improvements
achieved in complexity. The calculations have been made (up to signs) using
MATHEMATICA 4.0, in which we have implemented the formulas of A; and
A;, in a Pentium IV 1,6GHz 512MB RAM.

Firstly, we will express the time used in the computation of Agz(vi(w)) for

different values of k£ in the case p = 3.

Time used (Seconds) |k =5 k=10 k=20 k=30
As 0.15 1.072 50.282 882,959
Az 0.07 0.391 5.859 77.392

~ The following table shows the time used in computing A;(vys(w)) versus
A;(ys5(w)) for different values of i and p.

Timeused(seconds)|i:3:p i=4=p 1=5=p 1=6=p
A; 0.15 1.081 16.373 226.456
A; 0.07 0.311 2.043 16.213

In the last table we expose the number of summands at different stages of the
computation of Ag(ys(w)) as well as Ag(vs5(w)) in the case p = 6.

Number of summands  [i=1 =2 i=3 i=4
(doo. T(=8))i do, g((vs(w))) | 135 945 4410 15876
(deos T(—9)) dos g({y5(w))) | 55 315 1274 4116

5 Application 2: On the 1-Homological Model of a
Commutative Connected DG—Algebra

In [4] and [14] a strategy was developed, called “inversion theory”, with the goal
of improving the computation of some formulas (obtained by the BPL) involved
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in the 1-homological model of a commutative DGA-algebra (see [I]). In this
section, we will see that this theory fits perfectly in the framework developed
before, so we will briefly review the concepts given in the inversion theory under
this new viewpoint to realize that, in fact, it can be considered as an application
of the general methodology of this paper.

Every commutative DGA-algebra A is quasi-isomorphic (there is a homomor-
phism that induces an isomorphism in homology) to a twisted tensor product
(TTP) of exterior and polynomial algebras, that is, a tensor product ®;esA4;,
each A; being an exterior or a polynomial algebra, endowed with an additional
differential structure p (see [3]).

Here we will restrict to the case of commutative connected DG—algebras, in
order to deal with simpler formulas.

Take, then, a TTP of exterior and polynomial algebras A = (®;ecrA;,p).
In [I] a process is described consisting in composition and tensor product of
contractions followed by the application of the BPL in order to obtain a new
contraction called a 1-homological model for A:

cs : {(B(®ierdi),8), (®ierhBA;,ds), fs, gs, ¢s}

where § is a perturbation on B(®;e14;) induced by p and hBA; is an exterior
or a divided polynomial algebra, depending on whether A; was a polynomial or
an exterior algebra. The search of a (¢, §)-compatible grading on B(®;c14;) is
motivated by the high computational cost of ds, which is of exponential nature,
since shuffles are involved in the formulas.

The construction of ¢s makes use of three basic contractions:

— The contraction given in [7]:

Cpp ' {B(P(’U, 2”))7 E(S(’U), 2n + ]-)7 fBPagBPu ¢BP} .
If an element [v™]---|v"™™] is denoted by [r1] - - |ry] for short, then,

0 if 1
Farll) = {2y r N5 ol =0
goe(sv) = [1; dop(lri]---|rm]) = [Lr1 = 1] -[rm] .
— The isomorphism of DG-algebras (also described in [7]):

coe  {B(E(u,2n + 1)), ['(s(u),2n + 2), fsp, gse, 0},

where

m times m times
o S0 )

for([ul u]) = ym(s(w); goe(ym(s(u))) = [u]

— Let A and A’ be two commutative connected DG-algebras. There is a con-
traction cpgy : {B(A® A'),B(A) ® B(A"), fse,9ss, Pse} (see [1]), whose
formulas (for the connected case) are recalled here:
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® fpg is null except for the case

foelar @ 1]+ +la; @ 11 @ ajyq| - 1@ ay] = a1 -+ |a;] @ [a 4] - - [ag,] .
® guo(lar] - lan] ®[ar] - las,]) = laa] - |an] x [a1] - - [a},] -
° ¢E®([a1 ® a'1| T |anfq ® afnfq‘aiz—q-&-ll T |a’;zD
n—qg—1
= tlar ®a}| - |an—1 @ al;_
1;_0 ; [ 1| | 1| (5)
(af *ar - *ar a;hq)‘cw(oﬂ Rl [

where 7 runs over the {(p + 1, ¢)-shuffles}, 7 = n — p — ¢ and

(Cose ey Cpig) = (Qrs ooy Qngy @y gy, - - Gy).

Notice that gze and ¢pg works in exponential time due to the shuffles in-
volved.

So, for a commutative connected DG-algebra (A ® A’, p), being A and A" an
exterior or polynomial algebra, one can construct, by composition and tensor
product of the previous contractions, the contraction ¢ = (¢z4 ® C5a/) © Cpe,

(f,9,0) : BLA® A') = B(A)® B(A') = hBA® hBA’

where hBA as well as hBA' are either a polynomial or a divided polynomial
algebra depending on whether A and A’ were, respectively, an exterior or a
polynomial algebra. The morphisms are given by

[= (fBA ®fBA’)fB®
9=0ps(9pa ® gpar)
¢ = ¢B® + gB®(¢BA & gBA’fBA’ + 14 ® ¢BA’)fB®

Take the contraction cgzp. Consider the grading Gzr = {G7”}k>0 by which
GPF is the submodule generated by the elements of the form [r{]- - - [rg41] (that
is, those of simplicial degree k + 1). It is easy to check that Grpr is a czp—
compatible grading.

Consider, now, the contraction c¢z. The grading Gzp = {G}”}i>0 with
GE® = B(E(u,2n + 1)) and GE? =0 for k > 0 is, trivially, a c¢;,—compatible
grading.

Then, Gz, ® Gpa is a ¢z, ® cpar—compatible grading, by theorem [l

Then, we must look for a grading on B(A® A’) (or a submodule of it) such that
the conditions stated in theorem [2] are satisfied, in order to have a c—compatible
grading.

Take the notation Gps @ Gpar = {GE " }r>0, meanwhile the desired grading on
B(A ® A’) will be denoted by Gpe = {G®}izo0-

Let us consider G7® as the submodule of B(A® A’) generated by the elements
with k inversions as defined in [I4]: Let @ = [a1 ® ajlaz ® ab|---|a, ® al] be
an homogeneous element of B(A ® A’). The component a; ® a is said to be an
inversion if one of the the following cases occurs:
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— a; = 1 and there exists an index j > 7 with a; € A (we say that a; is a
®-inversion);

— A’ is a polynomial algebra and a;—1 =1 =a; = --- = a, (we say that a; is
a p—inversion).

— A is a polynomial algebra, a; € A and there exists an index j > i such that
aj € A (we say that a; is a pl-inversion).

This grading verifies the conditions in theorem

— fse is a morphism of degree 0 with respect to the gradings Gz and Gz, ®
Gpar: This is obvious, since fpg(a) # 0, only for the elements of the form

a = [a1]---|ajla}|---|a}], with a; € A and @} € A’, which has the same
degree in Gpe than [a1|---|a;] ® [af]---|a}] in Gpa @ Gpar.
- gse(GY7) C @ G : this is easy to see since g makes the shuffle product.
i>k
— o) c @ e
i>k+1

Recall that ¢ = ¢pg + gpe (s @ gpar foar + 1sa @ dpar) [5e and that either
$pe OF ¢pp always produce at least one more inversion [4,[14].

So, Gy is a c—compatible grading on B(A ® A').

Now, take a perturbation p of the tensor product A ® A’, then p produces a

perturbation
n—1

5= — Z 1®i® T p l ®1®n7i71
=0

on B(A® A’). Then we can state the following result.
Theorem 4. The grading Gy on B(A®A’) described above is (c, §)—compatible.

Proof. We must check that §(Gy®) C @,~,_, Gi®, for any k > 1. The key of
the proof lays in the fact that each summand of § acts only on one component
a; ® a} of the element [a1 ® a}|--|a, ® al]. So, at most, only one inversion can
disappear. On the contrary, if p is applied to a component which is not implied
in any inversion, the summand obtained could have an amount of inversions
greater or equal to the original one.

We then have a (¢, §)—compatible grading, what means that
F0)(EPGRe) =0 foralli>0.
k>1
This way, we can conclude that, in order to compute ds, whose formula is
dy = (-1)'f5($6)' g,
i>0

we can ignore those summands of ¢ that increase more than by one the degree
of the element. This conclusion leads to the following result already proved by
inversion theory.
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Corollary 3. [JL[T]] The formula for ¢, involved in the perturbed differential,
ds, of the 1-homological model of a commutative connected DG-algebra (A &
A’ p) can be reduced to the following one:

QZ) = &B@ + §B®(¢BA ® gBA’fBA’ +1® ¢BA’)fB®a
where

- (ZSB@([GI ®ay|---lan @ ay])

= Z tlar @ ay] - |an—1 @ ag_|(ap *ar - karag,_ )
0<p<n—qg—1<n—1
|an] - lan—glal, g1l lag].
= goollar] - lan] @ [ah| - |ap,]) = [aa] -+ |anlay] - -+ |ag,].

This way, the formula of ¢z, comes out to be of quadratic instead of expo-
nential order. On the other hand, the formula for gz¢ is reduced to 1 summand
in contrast with the original men .

These results can be extended, recursively, to the general case of a commu-
tative connected DG-algebra factored as a twisted tensor product (®_,A;,p),
being A; an exterior or polynomial algebra, i = 1,2,...,n and p a differential,
such that p(Ay) C ®F_ A;.
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Solving Algorithmic Problems on Orders and
Lattices by Relation Algebra and RELVIEW

Rudolf Berghammer

Institut fiir Informatik, Universitat Kiel
Olshausenstrafie 40, D-24098 Kiel

Abstract. Relation algebra is well suited for dealing with many prob-
lems on ordered sets. Introducing lattices via order relations, this sug-
gests to apply it and tools for its mechanization for lattice-theoretical
problems, too. We combine relation algebra and the specific purpose
Computer Algebra system RELVIEW to solve some algorithmic problems.

1 Introduction

An ordered set (X, C) consists of a non-empty set X and a partial order relation
C on X. It is a lattice if every pair of elements x,y € X has a greatest lower bound
z My and a least upper bound x LI y. Lattices play an important role in many
areas of computer science. These include, e.g., knowledge representation, data
mining, information retrieval, cryptography and cryptanalysis, static program
analysis, logic programming, algorithmics, and models of computation.

Relation algebra [16]14] generalizes lattices since it additionally uses comple-
ments, compositions with identities, and transpositions. Its use in computer sci-
ence is mainly due to the fact that many datatypes can be modeled via relations,
many problems on them can be naturally specified by relation-algebraic expres-
sions and formulae, and, therefore, many solutions reduce to relation-algebraic
computations. Finite relations can be implemented very efficiently. At Kiel Uni-
versity we have developed a Computer Algebra system for the manipulation and
visualization of relations and for relational programming, called RELVIEW [I1[5].
It is written in C, uses binary decision diagrams for representing relations (see
[11.[4,12]), and makes full use of the X-windows GUIL The main purpose of REL-
VIEW is the evaluation of relation-algebraic expressions, which are constructed
from the relations of its workspace using pre-defined operations and tests, user-
defined relational functions, and user-defined relational programs. Relational
functions are defined as is customary in mathematics, where the right-hand sides
are relation-algebraic expressions over the relations of the system’s workspace
and the formal parameters. A relational program is much like a function proce-
dure in Modula 2, except that it only uses relations as datatype.

As demonstrated e.g., in [I4], relation algebra is well suited for dealing with
many problems concerning order relations in a component-free manner. Tak-
ing ordered sets as a starting point for introducing lattices (instead of algebras
having two binary operations M and L), lattices are nothing else than specific

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 49631 2006.
© Springer-Verlag Berlin Heidelberg 2006
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partial order relations. This suggests to apply the formal apparatus of relation
algebra and tools for its mechanization for lattice-theoretical problems, too. First
examples for this approach are [6,[5], where relation algebra and the RELVIEW
system are combined for computing and visualizing cut completions and concept
lattices. The material presented in this paper is a continuation of [6,[5]. Having a
Computer Algebra system for computations on orders and lattices is potentially
very useful and in the following we also want to demonstrate that the RELVIEW
system is especially suited to this task. The remainder of the paper is orga-
nized as follows. First we collect some technical preliminaries of relation algebra
and the relation-algebraic treatment of orders, extremal elements, and Hasse-
diagrams in Sections 2] and Bl Then we concentrate in the main part (Sections
M until [7) on some applications in lattice theory. In doing so, we also want to
illustrate the advantages of RELVIEW when using it for visualization purposes.
Section [§] contains some concluding remarks.

2 Relational Preliminaries

We write R : X <Y if R is a relation with domain X and range Y, i.e., a
subset of X x Y. If the sets X and Y of R’s type X <Y are finite and of
size m and n, respectively, we may consider R as a Boolean m x n matrix.
Since this interpretation is well suited for many purposes and also used by REL-
VIEW, in the following we often use matrix terminology and notation. Especially,
we speak about rows and columns and write R, , instead of (z,y) € R. We
assume the reader to be familiar with the basic operations on relations, viz. R"
(transposition), R (complement), R U S (union), R N S (intersection), and
RS (composition), the predicate R C S (inclusion), and the special relations O

(empty relation), L (universal relation), and | (identity relation).

By syq(R,S):= RTS N R'S .Y & Z the symmetric quotient of two rela-
tions R: X <Y and S : X < Z is defined. Many properties of this construct
can be found in [I4]. In this paper we only need that for ally € Y and z € Z

syq(R,S)y,. <= Va:Ryy— Sy ..

Given a product X x Y, there are two projection functions which decompose
a pair u = (uy,uz) into its first componen u1 and its second component us.
We consider instead of these functions the corresponding projection relations
m: XXY <X and p: XXY <Y such that for all u € X xY, x € X, and
y € Y we have m , iff u; = = and p, 4 iff ug = y. Projection relations enable us
to specify the well known pairing operation of functional programming relation-
algebraically as follows: For relations R : Z+«+< X and S : Z <Y we define their
fork [R,S]: Z+— XxY by [R,S] := Rr"NSp". Component-wisely we then have
forall z € Z and u € X xY that [R,S], . iff R, ., and S, 4,.

1 'We denote the first component of a pair v by u; and the second component of u by
us. In such a case we also write Mu instead of w1 M us and Uwu instead of w1 U ua.
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There are some relation-algebraic possibilities to model sets. Our first mod-
eling uses wectors, which are relations v with v = wL. Since for a vector the
range is irrelevant, we consider in the following mostly vectors v : X «» 1 with
a specific singleton set 1 := {1} as range and omit in such cases the second
subscript, i.e., write v, instead of v, ;. Such a vector can be considered as a
Boolean matrix with exactly one column, i.e., as a Boolean column vector, and
represents the subset {x € X | v} of X. A non-empty vector v is said to be
a point if voT C |, i.e., v is injective. This means that it represents a singleton
subset of its domain or an element from it if we identify a singleton set with the
only element it contains. In the Boolean matrix model, hence, a point v : X < 1
is a Boolean column vector in which exactly one component is true.

As a second way to model sets we will apply the relation-level equivalents
of the set-theoretic symbol €, i.e., membership-relations M : X < 2% . These
specific relations are defined by demanding for all x € X and Y € 2% that M,y
iff z € Y. A Boolean matrix implementation of M requires exponential space.
However, in [T1,[4,12] an implementation of M using reduced ordered binary
decision diagrams is presented, where the number of vertices is linear in the size
of X. This implementation is part of RELVIEW.

Finally, we will use injective functions for modeling sets. Given an injective
function 2 : Y — X, we may consider Y as a subset of X by identifying it with
its image under 2. If Y is actually a subset of X and 2 is given as a relation
of type Y <+ X such that ¢, , iff y = 2 for all y € Y and # € X, then the
vector 2TL : X « 1 represents Y as a subset of X in the sense above. Clearly, the
transition in the other direction is also possible, i.e., the generation of a relation
inj(v) : Y X from the vector representation v : X «»1 of Y C X such that
for all y € Y and « € X we have inj(v)y, iff y = 2. A combination of such
relations with membership relations allows a column-wise representation of sets
of subsets. More specifically, if the vector v : 2%X <5 1 represents a subset & of
2% in the sense above, then for all z € X and Y € & we get the equivalence of
(M ing (U)T)m,Y and z € Y. This means that the elements of & are represented
precisely by the columns of the relation M inj(U)T : X 6.

The choice of a point point(v) contained in a vector v # O is fundamental for
relational programming since it corresponds to the choice of an element from a
non-empty set. A generalization to arbitrary relations is atom(R), which yields
an atom included in R # O, i.e., a subrelation of R with exactly one pair. The
implementation of these choices in RELVIEW is deterministic and bases upon
the fact that all carrier sets are linearly ordered by an internal enumeration.

3 Orders

Given a relation R : X < X, it is rather easy to calculate relation-algebraic
specifications of reflexivity, antisymmetry, and transitivity from the usual logical
formulations of these properties. As result we obtain that (X, R) is an ordered
set if | C R, RN R'T C I, and RR C R hold. Using this relation-algebraic
specification, to be an ordered set can be easily tested using the RELVIEW tool.
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When dealing with ordered sets, one typically investigates extremal elements.
Based upon the representation of sets as vectors, in [I4] this is done using re-
lation algebra. The descriptions of [14] lead to the following relation-algebraic
specifications; they compute for a partial order relation R : X < X and a vector
v : X < 1 vectors of type X < 1, which represent the set of lower bounds (least
element and greatest lower bound, respectively) of the set represented by v:

Ibds(R,v) = Rv
lel(R,v) = vNlbds(R,v)
glb(R,v) = lel(RT, Ibds(R, v))

Transposing the relation R immediately yields upds(R,v) = Ibds(R",v) for
the set of upper bounds, gel(R,v) = lel(R",v) for the greatest element, and
lub(R,v) = glb(RT,v) for the least upper bound.

Geometrical representations of ordered sets have been used and investigated
by mathematicians and computer scientists for centuries, e.g., for visualization,
the discovery of new results, and the construction of counter-examples. Usually,
one draws the Hasse-diagram of a partial order relation R : X < X, which is
the geometrical representation of the (unique) least relation S contained in R
such that its reflexive and transitive closure S* := [ J, .y S™ equals R. In [3] it is
shown that every discrete (especially every finite) partial order relation has such
a relation (called the Hasse-diagram, too), which is computed by the relational

function hasse(R) = RN 1N (RN 1) (RN1).

4 Lattices

Assume R : X <> X to be a partial order relation. The objective of this section is
to obtain relation-algebraic specifications of the two lattice operations M and LI as
relations Inf(R) and Sup(R) of type X x X < X. We start with the development
of Inf(R). Assume u € X x X and z € X. Then we have:

x is the greatest lower bound of u
Rfﬂﬂu A RI,uQ /\Vy : Ryvul A Ryym - Ry@

==
& Rywuy ANRpuy N3yt Ryuy ARy s A Ry
& [R.R],, A3y :[R.R|, ARy,

& ([R,R'N[R,R"R )y

If we remove the subscripts u and x from the last expression of this calculation,
we get the relation-algebraic specification we are looking for as follows:

Inf(R) = [R,R]' N [R,R'R (1)

The relational function Sup(R) = Inf(RT") for specifying the Ll-operation as
relation of type X x X < X is an immediate consequence of ().
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Having obtained relation-algebraic specifications for the two lattice operations
M and U, we also are able to test relation-algebraically an ordered set (X, R) to
be a lattice. We have that (X, R) constitutes a lattice iff L = Inf(R)L and
L = Sup(R)L, since the right-hand side of this equivalence describes that the
two relations Inf(R) and Sup(R) are total.

At this place it should be remarked that all relation-algebraic specifications
we have presented so far and we will present in the remainder of the paper can
be straightforwardly translated in the programming language of RELVIEW. As
an example, the translation of (Il) into RELVIEW-code looks as follows:

Inf(R) = [R,R]” & -([R,R]™ * -R)

Hence, the system can be used for dealing with ordered sets and lattices. An-
imation and visualization is also possible since RELVIEW allows besides fully
automatic executions also step-wise executions and offers a representation of
relations as directed graphs. In addition, sophisticated algorithms for drawing
graphs nicely and some possibilities for marking vertices and edges are available.

5 Modularity and Distributivity

We now pass from general lattices to specific classes and start with the class
of modular lattices. These are lattices (X, R) such that for all z,y,z € X the
property R, . implies the modular equation x U (y M z) = (x U y) M z. (Since
R : X < X is the partial order relation of the lattice, R, . corresponds to the
usual notation z C z.) Various equivalent formulations to this definition exist.
For developing a relational modularity-test, we use in the following (see e.g., [8])
that a lattice (X, R) is modular iff for all z,y € X the existence of z € X with
zMNz=yMNzand zUz=yUzand R, , imply x = y.

Concentrating on the premise of the implication of the universal quantifica-
tion, we can calculate as given below. In doing so, we assume 7, p : XXX < X
to be the projection relations as introduced in Section [2I Furthermore, we ab-
breviate the relations Inf(R) and Sup(R) for the lattice operations M and U by
I and S respectively, which yields the equivalence of Mu = Mv and (I1"),,, and
the equivalence of Uu = Uv and (SST), ,. Let #,y € X. Then we have:

dz:izNz=yMNzAzUz=yUz) ARy,

Juiug=zATv:ivy=yAus =v2 ATlu=Tv AlUu =) A Ry,
Fu Ty ATV Ty A (pp )uw A (IIT)%U A(SST)uw) A R,y
Ju:ml ,AJv: (pp" NIITNSST)yw ATyy) A Rey

Ju:ml , A((pp" NIITNSSTT)uy) A Rey

T (pp" NITTNSSHTNR),

tos s

Because of the last expression of this derivation and the above characterization,
we get the following relation-algebraic specification of modularity:

(X,R)is modular < 7" (pp' NIT"NSST)TNRCI (2)
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Fig. 1. Hasse diagrams of N5 and M3
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Distributive lattices form an important subclass of the class of modular lat-
tices. They are important in many applications of computer science and math-
ematics because they can be easily associated with set families. Originally de-
fined by the distributive law z U (y M z) = (z Uy) N (z U 2) (or its dual version
M (yUz) = (xMNy)U(xMz)) to hold for all z,y,z € X, we apply the following
equivalent characterization (see again [8]): A lattice (X, R) is distributive iff for
all z,;y € X from the existence of z € X such that xMz =yMzand zUz =ylUz
it follows that = = y. Compared with the above characterization of modularity,
only the relationship R, , is missing within the premise. Hence, an immediate
consequence of (2)) is the following fact:

(X,R) is distributive < 7' (pp' NIITNSST)w C | (3)

Other popular characterizations of modular and distributive lattices are given
by forbidden substructures. Here two lattices play a decisive role, viz. the “pen-
tagon lattice” N5, whose Hasse-diagram is shown as the left one of the REL-
ViEw-pictures of Figure[Il and the “diamond lattice” M3, whose Hasse-diagram
is shown as the right RELVIEW-picture of Figure [l It is well known (cf. again
[8]) that a lattice is non-modular iff it contains a sublattice that is isomorphic
to N5 and a modular lattice is non-distributive iff it contains a sublattice that is
isomorphic to M3. In the remainder of this section we show how relation algebra
and RELVIEW can be combined to compute for a non-modular lattice (X, R)
a sublattice that is isomorphic to N5 and to visualize its Hasse-diagram in the
drawing of (X, R). The technique we use can be applied to a modular and non-
distributive lattice, too, to compute and visualize in such a case a sublattice that
is isomorphic to Msj.

Assume R : X < X to be the partial order relation of a non-modular lattice
(X,R) and m,p : XxX < X to be the projection relations as introduced in
Section [ Furthermore, let I abbreviate Inf(R) and S abbreviate Sup(R). In
the first step, we consider the relation

U= RURT (4)
of type X «» X and develop with its help a relation C' of the same type such that
Coy © Fz:zNz=yNzAzUz=yUzAU, . NUy,,

holds for all z,y € X. Due to definition (@), the relationships U, . and U, . of
this component-wise specification of C' say that the pairs (z,2), (y,2) € X x X
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are incomparable with respect to the partial order relation R. As a consequence,
the intersection C N RN | contains exactly the pairs (x,y) € X x X that are
elements of a sublattice of (X, R) being isomorphic to Ns, such that = corre-
sponds to vertex 2 and y corresponds to vertex 4 of the above RELVIEW-picture
of N5. To obtain from the component-wise specification of C' a relation-algebraic
specification, we only have to modify the above development of the expression
(7T (pp" NITT N SST)7), , accordingly. The result is:

C=n"(pp"NIIT"NSSTNaUp" NpUr" )7 (5)

Since the lattice (X, R) is assumed to be non-modular, the relation CN RN |
is non-empty. In the second step, we first select an atom from C N RN | by
means of the operation atom of Section [2] and define afterwards with the atom’s
help two points p,q : X <+ 1 in the following way:

p=atom(CNRNI)L qg=atom(CNRN T)TL (6)

If p represents the element « € X and ¢ represents the element y € X, then (z, y)
is a pair from C' N RN |. Because of the above described meaning of = and y
with respect to the lattice Nj, it suffices to compute a third point, say r : X < 1,
that represents the element z of a sublattice of (X, R) we are searching for, such
that z corresponds to vertex 3 of the RELVIEW-picture of N5. The properties z
has to fulfill are U, ., Uy, x Mz =yMz, and x Uz =y U 2. This leads to

c=UpnUgn(ANII™B)'LN(ANSSTB)'L (7)

as the vector representation ¢ : X < 1 of all candidates for z, where the auxiliary
relations A, B : X x X <« X are defined as A := wpL N p and B := wqL N p. To
verify that Up : X < 1 represents the elements which are incomparable to x
and Uq : X <1 does the same for y is trivial. Here is the justification that

(AﬁIITB)TL:X<—>1 represents the elements z € X such that Mz =y Mz:
rMNz=yMNz & Juiuy=zAuz=2A3v:vy=yAva=2zATI" )y,
S Fu: (TP)u A puz NIV (7Q)w A ppz AT )y
< Ju:(mpLNp)u: Av: (ITM)yw A (Tgl N p)y 2

& Ju:(ANI'B)., AL,
& (ANIT™B)'L),
Replacing I by the relation S shows that (AN SSTB)TL : X < 1 represents the

elements z € X such that x Ll z = y U z. Finally, r is obtained by selecting it as
a point from the vector ¢ of (@) using the operation point of Section

r = point(c) (8)

The third step consists of the application of the two relational functions glb
and lub of Section Bl to get a further vector v : X <+ 1 as follows:

v=pUqUrUghb(R,pUr)Ulub(R,qUr) 9)
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Fig. 2. The non-modular product lattice N5 x M3

A little reflection shows that the two elements represented by the two points
glb(R,pUr) : X < 1 and lub(R,qUr) : X < 1 correspond exactly to the vertices 1
and 5, respectively, of the lattice N5 in the RELVIEW-picture of Figure[Il Hence,
the vector v : X <1 of (@) represents the carrier set of a “pentagon sublattice”
of the lattice (X, R) we are searching for. The relation of this sublattice is im-
mediately obtained (as a subrelation of R to facilitate a RELVIEW-visualization
via the marking of edges) as RNwvvT : X < X.

It is straightforward to translate (@) to (@) into a RELVIEW-program, that
computes for the input relation R the vector v of ([@). The RELVIEW-picture
of Figure 2] demonstrates how then the system can be used for visualization
purposes. It is the graphical representation of the Hasse-diagram of the direct
product of the lattices N5 and Ms. The product-lattice N5 x M3 is non-modular.
In the graph this fact is visualized by the Hasse-diagram of a sublattice that is
isomorphic to N5, which is emphasized by bold-face edges and black vertices.

6 Pseudo Complements

For dealing with intuitionistic propositional logic, (relative) pseudo complements
and Heyting algebras (and some variants) have been introduced in the following
sense: Given a lattice (X, R) and x,y € X, the greatest element of {z € X |
R.rz,y} is called the relative pseudo complement of = with respect to y and
denoted as zxy (or x — y). If (X, R) is a distributive lattice, has a least element
1 and a greatest element T, and the relative pseudo complement x * y exists
for all pairs z,y € X, then the lattice is called a Heyting algebra. In Heyting
algebras x x L is defined as the pseudo complement x* of x.

In the following, we consider a lattice (X, R) with least element | and greatest
element T. Furthermore, we define two points b,t : X« 1 by b := lel(R,L)
and t := gel(R,L), where L : X < 1. Hence, b represents the least element
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Fig. 3. (Relative) pseudo complement relation of Ns

1 and t represents the greatest element T of the lattice. Finally, we assume
m,p: XXX < X to be the projection relations on X x X. Our goal is to develop
relation-algebraic specifications RelPcompl(R) : X x X < X for relative pseudo
complements and Pcompl(R) : X < X for pseudo complements, which allow to
compute and visualize these constructions using RELVIEW and which also lead
to tests for a lattice to be a Heyting algebra or some of its variants.

We start with the relative pseudo complement and calculate a relation-
algebraic specification of the partial function that maps a pair to the relative
pseudo complement. Given v € X x X and ¢ € X, the component-wise specifi-
cation of symmetric quotients of Section [2] yields

c relative pseudo complement of u; wrt. uz < syq(S, R)u,c,

where the auxiliary relation S : X < X xX satisfies S, iff R.ny, 4, for all
u € X x X and z € X. It remains to develop a relation-algebraic specification
of S. To reach this goal, we calculate for all u € X x X and z € X as follows:

Riruyuy © Jata=zMur A Rgu,
S Jvivy=zAn=u1AJa:a=TWwA Ry,
< Fv:mu s Alpm o A(Inf(R)Rp )y u
& (T (pr" N Inf(R)Rp")):u

A removal of the subscripts u and z from the last expression of this calcula-
tion yields S = 7" (pn' N Inf(R) Rp"). If we unfold this description of S in
syq(S, R)y . and remove after that the two subscripts u and ¢, we get the fol-
lowing relation-algebraic specification:

RelPcompl(R) = syq(n" (pr' N Inf(R)Rp"), R) (10)

Pseudo complements are relative pseudo complements with respect to the
least element . Relation-algebraically this specialization is described by the ex-
pression [I, Lb"] RelPcompl(R). To enhance efficiency, in the following we develop
a specification of the pseudo complement relation which does not use a fork and
the relative pseudo complement relation. We start with the same idea as in the
case of relative pseudo complements and obtain for all ¢,z € X that

¢ pseudo complement of x < syq(S, R)y.c,

where now the auxiliary relation S : X <> X is component-wisely defined by
demanding for all z,z € X that S, ; iff R.q, 1. Similar to the case above we can
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Fig. 4. An ordered set with 6 elements

show that the equivalence of R.n, 1 and (RT(RN b L)),z holds for all z,z € X,
yielding the following relation-algebraic specification:

Pcompl(R) = syq(RT(RN bL), R) (11)

We have translated (I0) and () into RELVIEW-programs and these applied
to the partial order relation of the lattice N5. The results are shown in the
pictures of Figure Bl On the left we present the Boolean matrix of the relative
pseudo complement relation of Ns. For reasons of space it is depicted in its
transposed form, i.e., with 5 rows and 25 columns. The picture on the right
shows the pseudo complement relation of N5 as Boolean 5 x 5 matrix. A black
square of such a RELVIEW-matrix means that the elements are in relationship
and a white square means that they are not. So, e.g., from the pictures we see
that (4,2) is the only pair without a relative pseudo complement.

7 Completions

Embeddings into complete lattices play an important role in order and lattice
theory. In this section we show how such “completions” can be computed and
visualized by means of relation algebra and RELVIEW..

Assume (X, R) to be an ordered set. A subset Y of X is called a cut of (X, R) if
it coincides with the lower bounds of its upper bounds. It is well known (see e.g.,
[8]) that the set € of all cuts together with set inclusion constitutes a complete
lattice (€, C), called the (Dedekind-McNeille) cut completion of (X, R) since it
contains a suborder that is order-isomorphic to (X, R). This suborder is given
by the the set of all principal cuts (] :== {y € X | Ry}, where x € X. The
isomorphism is established via

c: X —¢ o(x) = [z], (12)

as this function is an order-embedding of (X, R) into (&, C), i.e., satisfies R, ,
iff o(z) Co(y) for all x,y € X.

Using the operations syq and inj of Section 2] and the membership-relation
M : X « 2% in [6] the following three relational functions for computing the cut
completion of (X, R) are developed from formal predicate logic specifications:

CutList(R) =M inj ((syq(M, Ibds(R, upds(R,M))) N L)
CutLat(R) = CutList(R)" CutList(R) (13)
Sigma(R) = syq(R, CutList(R))
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Fig. 5. ...the order as part of the cut completion

The columns of CutList(R) : X «+ € represent the subset € of 2% as explained in
Section 2l CutLat(R) : €« € is the relation-algebraic description of the set in-
clusion on €, and sigma(R) : X < € specifies the order-embedding (I2)) relation-
algebraically, i.e., for all z € X and Y € € we have sigma(R),y iff o(z) =Y.

It is straightforward to translate the relational functions of (I3]) into the pro-
gramming language of RELVIEW. This allows to compute and visualize cut com-
pletions by means of the system. We demonstrate this using a small example. As
starting point we consider an ordered set, the graphical representation of which
in RELVIEW looks as given in Figure[l The RELVIEW-picture of Figure B shows
the cut completion of this ordered set as a directed graph and emphasizes the
completion’s Hasse-diagram as bold-face edges. Furthermore, it visualizes the
embedding of the ordered set of Figure[d into the cut completion by drawing the
elements of the suborder that is order-isomorphic to it as black vertices and the
Hasse-diagram of the suborder as dotted bold-face edges.

It is also well known that the cut completion (€, C) of an ordered set (X, R) is
in a certain sense the least complete lattice containing a suborder that is order-
isomorphic to (X, R). Formally, this is expressed by the following fact (a proof
can be found in [I5] for example): If (X, R) is order-isomorphic to a suborder of
a complete lattice (V, Q) via the order-embedding ¢ : X — V, then also (€, C)
is order-isomorphic to a suborder of (V, Q) via the order-embedding

$:C—V (V) =| [{¢(x) |z €Y} (14)

and, furthermore, ¢(z) = ¥ (o(x)) holds for all z € X.

As continuation of the work of [6], in the following we show how to calculate a
relation-algebraic specification of the order-embedding (I4)) as a relation of type
¢V and how to apply it in the context of another completion. In doing so,
we abbreviate the column-wise representation CutList(R) of the set € of all cuts
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Fig. 6. ...and the cut completion as part of the ideal completion

of (X, R) as C and assume the function ¢ : X — V to be given as a relation
@ : X « V. The latter means that we assume the equivalence of ¢(x) = z and
&, . forall z € X and z € V. Then, for all Y € € and z € V' we obtain:

P(Y)=2 & [ o) |[zeY} ==

Vy:yeY = Qpuy) NVr: (Vy:yeY — Qupy)z) = Qzz)
(m3y: Cyy A @yZ) A(Vz:(=3y:Cyy A @yyr) = Qz2)
CToQ v A(Va: CTPQ y,o — Qx2)

CT3Q y. A (-Fz: CTdQ v A Q)

(OT@ )Y,z/\ ( CTo Q )Y,z
& (CT3Q N CTdQ Q' )y-

S

Note that the equivalence of y € Y and Cyy (which we have used in the third
step) follows from the fact that C' : X < € represents € column-wisely. If we
remove the subscripts Y and z from the last expression of the calculation, we
get the following relation-algebraic specification of the order-embedding (I4):

psi(R,8,Q)= CTdQ N CTaQ Q' (15)

To demonstrate an application of ([T), we now consider a further completion
procedure for embedding an ordered set (X, R) into a complete lattice. As carrier
set of the complete lattice we take the set J of all order ideals, i.e., all subsets I of
X such that for all z € I and y € X from R, , it follows y € I. Like cuts, ideals
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are ordered by set inclusion. The complete lattice (J,C) is called the (order)
ideal completion of (X, R). Again a suborder that is order-isomorphic to (X, R)
is given by the set of principal cuts — in this context called principal ideals — and
the isomorphism is established via ¢ : X — J, where ¢(z) ={y € X | Ry, }.

It is not hard to calculate a vector representation of the subset J of 2X.
Assuming a set I € 2%, we have the following equivalence:

Ve, y:x €I ARy, —wyel & Vo:zel—--3dy: Ry, Ny&l

& Vo:M,— MTRI,m
—T
& —Jdx: M;x AN(M R)r,
= (MT N MTR)L I
Because of the last expression of this calculation, the vector (MT N MTR)L :
2% < 1 represents the set J of all order ideals of (X, R). The following relation-

algebraic specifications of the column-wise representation of J, the inclusion
order on J, and the order-embedding ¢ are immediate consequences:

—
IdealList(R) =M inj((MT N M ' R)L)

IdealLat(R) = IdealList(R)" IdealList(R)
phi(R) = syq(R, IdealList(R))

(16)

Translating (6] into RELVIEW-code, we have computed the ideal completion
of the ordered set of Figure @l and have compared it with the cut completion
(Figure[]). The marked directed graph of Figure[f] visualizes the containedness of
the cut completion in the ideal completion. To obtain this picture, in a first step
we have computed the Hasse-diagrams Hz of the ideal completion of the original
6-element ordered set as well as the Hasse-diagrams He of its cut completion.
Then we have adapted the type of H¢ to the type of Hz. In Boolean matrix
terminology this means that we have translated the 10 x 10 matrix H¢ into
a 17 x 17 matrix He by adding empty rows and columns for all elements of
the ideal completion not being contained in the cut completion. This easily is
possible using the relation-algebraic specification ([I3]) of the order embedding 1),
since He = WTHeW with ¥ being the relation corresponding to . In the third
step we have joined Hz and He. Finally, we have drawn this union as a directed
graph and marked in the graph the arcs corresponding to He by boldface arcs
and the elements represented by the vector ¥'L as black vertices.

8 Conclusion

In this paper we have used relation algebra and the specific purpose Computer
Algebra system RELVIEW for solving order- and lattice-theoretic problems and
for visualizing their solutions. We have demonstrated this fruitful combination
by means of some small examples. Space restrictions did not allow to represent
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Fig. 7. A Dilworth chain partition

larger and more impressive examples for RELVIEW’s computational power and
visualization possibilities, like Dilworth chain partitions (based upon a maximum
bipartite matching program), the more efficient computation of cut completions
and ideal completions as sequences of vectors generated by union from a basis
(inspired by [13]), the construction of specific lattices (e.g., subgroup lattices,
lattices of maximum antichains, and lattices obtained by doublings), and the
computation/approximation of free lattices from partial order relations on the
set of generators (guided by [9]). To give a least an impression of the potential of
RELVIEW regarding the visualization of such advanced applications, in Figure [
the Dilworth chain partition of a 32-element Boolean lattice is shown. The black
vertices of this Hasse-diagram depict a maximum antichain of size (g) =10 and
the boldface arcs represent the 10 chains of the chain partition.

Of course, in spite of the fact that the system implements relations very
efficiently with the help of reduced binary decision diagrams frequently REL-
VIEW-programs cannot compete with special programs tailored for problems of
the kind we just have mentioned — although in the case of NP-hard problems
or problems with a result set of potentially exponential size (like the set of all
cuts, all order ideals, and all extremal chains/antichains) the complexities are
usually the same. Nevertheless, a lot of experiments have shown that precisely
the computation of huge result sets via membership relations is a strength of
RELVIEW. See [TTL[AL[6L5,2L7] for some examples.

Nowadays, systematic experiments are accepted as a way for obtaining new
mathematical insights. As a consequence, tools for symbolic manipulation, proto-
typic computation, animation, and visualization become increasingly important
as one proceeds in investigations. We believe that the attraction of RELVIEW in
this area lies in its flexibility, its large application area, its computational power
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when dealing with enumerations of huge sets of “interesting objects” (e.g., to
verify an example or to construct a counter-example), its manifold animation
and visualization possibilities, and the concise form of its programs. Of course,
applications cover all relation-based discrete structures, but also objects which
at first glance do not seem to be closely connected to relations. See e.g., [7], where
RELVIEW is used as a SAT-solver. New properties and types of and problems on
such structures and objects are introduced (discovered and investigated, respec-
tively) all the time and RELVIEW proved to be an ideal tool for experimenting
with a lot of the new concepts while avoiding unnecessary overhead. RELVIEW-
programs are built very quickly and, combining relation algebra with predicate
logic and other formal tools (e.g., assertion logics or fixed point calculus), their
correctness is guaranteed by the completely formal developments.
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Abstract. In Grobner bases computation, as in other algorithms in
commutative algebra, a general open question is how to guide the calcu-
lations coping with numerical coefficients and/or not exact input data. It
often happens that, due to error accumulation and/or insufficient work-
ing precision, the obtained result is not one expects from a theoretical
derivation. The resulting basis may have more or less polynomials, a
different number of solution, roots with different multiplicity, another
Hilbert function, and so on. Augmenting precision we may overcome al-
gorithmic errors, but one does not know in advance how much this pre-
cision should be, and a trial-and—error approach is often the only way
to follow. Coping with initial errors is an even more difficult task. In this
experimental work we propose the combined use of syzygies and inter-
val arithmetic to decide what to do at each critical point of the algorithm.
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1 Introduction

For a general reference to Grobuner bases, we cite [I], [6], [B], [§] and [9]. Nu-
merical stability for Grébner bases computation has been studied by, among
others, Stetter [14], [I5] who considers coefficient sizes to influence term order-
ing. Shirayanagy [I3] gives a theoretical basis to floating point computation for
systems with exact coefficients, using a sufficiently high working precision. His
stabilization technique is based on a clever rewriting rule concerning zero test-
ing. Unfortunately, no upper bound on the initial sufficient precision is known.
Migheli [12] uses Hybrids coeflicients H = (n, f) — where n is a number modulo
a prime and f a floating point value — to measure the stabilization with respect
to small variations. Zanoni [20], [2I] mimics Migheli’s approach using double—
floats coefficients F'2 = (f1, f2), where two different precisions are used at the
same time in the computation to control the behaviour of Buchberger algorithm.
Traverso [16] presents an idea which is later partially developed in [3].
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Being many concepts of algebra intrinsically discrete (dimensions of vector
spaces, matrices rank, root multiplicity, etc.), when working with real or com-
plex coefficients, usually the critical points arise when we have to decide if a
coefficient ¢ is zero or not. It’s what we called the zero test (ZT). We are facing a
bifurcation, and in the general case the algorithm under consideration can follow
two completely different paths according to ¢ =0 or ¢ # 0.

The weak point in easily definable ZTs is lack of flexibility. If we define a too
strict one, we could keep too many things that should instead be thrown away.
On the contrary, a ZT discarding too many things may equally lead to a not
correct behaviour. For example, one may obtain (1) as final basis.

Moreover, there may be cases in which the same ZT is sometimes good, some-
times bad. Infact, it is usually based on some parameters (coefficient sizes, num-
ber of correct digits, initial precision, and so on), and to the best of our knowledge
nowadays there is no automatic procedure to detect which are the best values
(when they exist) for a system to be correctly treated. Some heuristics may be
used, but, again, trial-and—error is still the only general method to analyze all
the cases which are treatable with a ZT with fixed behaviour.

Let’s now consider our case, the Buchberger algorithm. What one looks for is
an adaptive test, defining a well-determined more general procedure to decide
case by case the result of the ZT. In other words, we’d like that the system
itself imposes the conditions that should be satisfied to fulfil, if possible, the
ZT. This particularly in the case when initial coefficients are not exact, but
known to belong to an interval of possible values, usually determined by available
precision.

A zero value is a very particular case, indicating that the system has some
hidden relations among its coefficients, which may be not clear from the be-
ginning, because of the limited initial precision. The first problem is to distin-
guish between possible zeroes, moving initial coefficients in the interval, and
values which seems to be zero just because of computational errors. Our phi-
losophy would then be that of trying to (find and) impose these relations dur-
ing the way, such that at each point of the algorithm in which a coefficient
can be zero, it is forced to zero. In a certain sense we are looking for the
most “degenerate” polynomial system, having coefficients compatible with initial
precision.

With this in mind, in [I6] the use of syzygies is proposed. Giving relations
expressing the “history” (trace) of all the performed computations, they seem
to be a good tool to analyze the current situation when a ZT has to be applied.
A prototype implementation for the first experiments is being developed using
the C+4 PoSSoLib library, result of the FRISCO [10] project.

2 Syzygies

Let K be a field and F = {f1,..., fs} C K[X] = K[z, ...,z,] a list of polyno-
mials representing the initial system. In this paper we consider the field of real
numbers, K = R. Syzygies express polynomial relations among the f;.
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Definition 1. A syzygy for F is a s—tuple H = (hy,...,hs) C K[X]® such that
H-F=>) hi(X) fi(X)=0
i=1

Let G = {g1,...,9:} C K[X] be a system obtained from F at a certain point
of a Buchberger algorithm application. The idea is to keep track of the steps
to derive G from F, in a similar way as in the extended Euclid algorithm for
Bezout’s identity. In other words, we look for k;;(X) € K[X] with

g;(X) :Zkij(X)ji(X) j=1,..,t (1)

We can obtain syzygies and k;; by using a variant of Buchberger algorithm itself
(see [7]). Look at fi,..., fs € K[X] as vectors (f1,1,0,...,0),...,(fs,0,...,0,1)
€ K[X]**!, considered as a K[X]-module, with a term ordering in which com-
parisons are on pairs (t,47) — where ¢ is a term and 4 is a position index — such that
any term in initial position is greater than whatever term in any other position.

3 Multi-coefficients and Numerical Buchberger
Algorithm

The fundamental idea for the mCoeff type is to take benefit from the combined
use of the floating point and interval arithmetic. A mCoeff m = (mg, mr, m;, ms)
is an “enriched” representation of a real number. It has two almost equal floats
with different precisions, called short (mg) and long (my,) part, respectively, and
an interval my = [m;, m;] containing both mg and my,.

Definition 2. Let z € R\ {0}. The natural number n = size(z) such that

x=a-2" with <a| < 1.

N | —

18 called the size of x.

In our implementation, the initial interval m; = [m;, m;] containing v is
computed by default as follows: if s(v) denotes the sign of v we have

v>0:[w(l—-27¢),v(1+27Y)]

v<0:l+27%),v(1-2")] or
v=20:]0,0]

v#0:[v(l=s)27¢),0(1 4+ s(v)-27%)]
v =0:[0,0]

In a future version, we will be possible to set interval width for each coefficient
independently. In some cases a trivial interval [v,v] is necessary: e.g. when we
know in advance that a (initial) coefficient is exact, or when dividing a coefficient
by itself. Even if in general it is difficult to detect such cases, there is one in which



Intervals, Syzygies, Numerical Grébner Bases: A Mixed Study 67

this is evident: when making a polynomial monic (leading coefficient becomes
exactly 1).

To cope with easily detectable zeroes, we propose the below test. We plan
to avoid using user-defined parameters or to change the definition when we’ll
have evidence of the effectiveness of the approach proposed in the following
sections.

ZERO TEST : A mCoeff m is considered to be zero when (see [20], [21])

— its short or long part is exactly zero, or

— it is the result of an algebraic sum in which the size drops too much, or

— size(mg) — size(my) grows too much (indicating that all the meaningful
digits disappeared, and only garbage remained).

The “too much” quantities are controlled by user-defined integer parameters.

Definition 3. An interval I = [a,b] C R is dangerous when 0 € I. A mCoeff
m is dangerous when my is dangerous. A polynomial p with mCoeffs involved in
the Buchberger algorithm is dangerous when its leading coefficient is dangerous
and p is mo more head-reducible with respect to the current basis.

Let F be given, together with the finite precision determining the width of the
initial intervals I; for its coefficients. Any system F’ obtained from F slightly
moving the coefficients inside the corresponding I; is considered as an equally
valid representation of the problem to be solved, indistinguishable from F (we
say it is near F). This is the freedom we have in looking for the most interesting
representative, that is the most unstable one, having presumably more interesting
properties (such as positive root multiplicity, etc.) than all the near ones. The
main point in the Numerical Buchberger Algorithm is the ZT in (IV). Details
about NBA are explained in section

Numerical Buchberger Algorithm (NBA) ‘

I Construct the F system with mCoefficients, and start Buchberger algorithm.

IT If there is a remaining S-polynomial, compute 7, its complete reduction with respect
to the current basis, otherwise go to step V.

IIT If r = 0 or its head coefficient ¢ is not dangerous, update the data structures as
usual and go to step I, otherwise to IV.

IV Decide if ¢ can really be or is surely different from 0. Update data structures and
in the first case modify F and go to I, otherwise continue from II.

V  Extract the final polynomials g; from the obtained basis, and output them.

4 The Zero Test

Let a, 3,7, -+ € N* be multindexes, T = {X® | |§| = 0,1,...} the term basis,
and lt(r) = X* the leading term of r € K[X]. We indicate with 1 the term with
multiexponent (0, ...,0). We consider relations () concerning r
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r(X) =) X7 =Y ki(X)- fi(X)
% =1

Let K be the not zero coefficient of k; in the monomial containing the term
X and Fiﬁ similarly for f;. Abusing notation, we also introduce new variables
F={F’|pBeByi=1,..,stand K = {K* |« € Aj,i = 1,...,5} corre-
sponding to these coefficients. Thanks to the mCoeff approach, interval limits
for F, K unknowns are also available. If we expand the right hand side of this
relation and equalize coefficients, we obtain the following system

= {0=X wer me s oY wE ) o
i=1

=1
a+pB=y a+pB=y

The zero test asks if:

: is there a set of values for K;* and Ff inside their definition intervals

“

satisfying the “= 0” equations of S, . and such that le(r) =r, =c=07?

This means to detect an initial system near F and a set of syzygy values
letting the computation trace up to now still be valid, but such that (iterating
the process) we can force to zero as many coeflicients as possible. We use the
following notation for easiness of reference in the following:

1. 2. F)

2. K¢ K,

i

: whose entries are the initial intervals limits for Ff , for all 7, 3.

: similarly for K¢*, for all possible ¢ and a.

By definition, 0 is never contained in the initial intervals for F. This prevents
the trivial null solution to be admissible. One could be tempted to write/solve

min c= 2‘3: KiaFf ‘ (0)
e
P, 0= KrF’ y>p (V1) (3)
athe
F? S Fiﬂ gii}vam (B)
K < K < K;

From now on we will call 7, the objective function (o.f.) and the restrictions
(B) for F, K the F- and K-box, respectively (B = Br U Bg).
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5 System Solving

We have a quadratic optimization problem with quadratic restrictions. The gen-
eral analysis can proceed following two main directions to nullify the o.f.:

Symbolic (S) : Extract the coefficient relations (polynomials in F') that were
used in the algorithm. That is, make explicit w.r.t. F' the conditions to fulfil
for the trace to remain valid up to the current point and, in addition, the
new relation (in F' again) which represents the o.f., to be forced to zero.

Numeric (N) : Find numerically only some particular values for the K¢, Ff
satisfying above relations.

Obtaining exact, symbolic relations in F' is the best way to understand what’s
going on and set appropriately the initial values for F. Tuning the F' such that
these relations are satisfied exactly, we force the critical dangerous ¢ coefficients
to be zero, skipping critical points. Note that each time that new F-relations
are determined, they must be still verified in all of the following computations.
The wish is that after some solving of P, critical point systems, we have suf-
ficient new relations in F' variables forming a zero dimensional system, whose
solution(s) correspond(s) to one (or many) distinguished system F' near F with
more interesting properties.

We consider the system composed by (V1) equations as living in K[F][K]
instead than K[K, F|, that is, with F' variables considered as parameters. The
system becomes then a sparse parametric linear one.

M £ entries are monic F-monomials. Regard-
ing symbolic manipulations, we can consider
R : the system as temporarily living in Z[F|[K],
Mzp-K=| -Fj-||Kij] =0 and pass to K only if necessary. There is no
SRR : predefined term ordering for F' and K: this
freedom will be fruitful.

The symbolic approach (K variables ordering, system reduction, etc.) was
described in [3]: we will refer here mainly to the numeric approach, apart from
some initial symbolic management we report below, which can anyway be done.

5.1 Preprocessing

Let It(f;) = X®: looking for a simplification of the system shape, we render the
initial polynomials f; monic. This gives the advantage, all leading coefficients
being exactly equal to 1, that Fi‘s"' variables are now fixed, and there is then no
reason at all even to introduce them. We therefore have once and for all reduced
in a trivial way the research space dimension: F{' = Fj (= 1) variables will
never appear in V.

Definition 4. A polynomial p (an equation p = 0) is mute if p is a linear
binomial with its two coefficients equal to 1.
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Mute equations are the simplest ones that can appear in the system (we are
working with monic f; polynomials !). Due to their nothing more than “renam-
ing” function, we can substitute (we use only one index for simplicity) as follows

Ki—FKj:O - KZ‘:—KJ'

deleting some K; once and for all from the system. This helps in reducing the
number of variables to be treated, saving thus space and elaboration time for
data structures management representing polynomials on a computer.

It helps from the numerical point of view, too. Frequently the intervals of the
two variables K; and K; are widely different, e.g one is dangerous and the other
is not. The simple equality relation allows us to consider the intersection of the
intervals, and store the new obtained ones for the forthcoming computations.

Generalizing the mute equations interval analysis, for equations like (F;)K7 +
(Fy)Ko = 0, using the two derived expressions

we obtain easy alternative formulae to recompute intervals for two K variables,
and possibly refine them by intersection.

Definition 5. A variable v is single for a linear system S (S-single, or simply
single if S is clear from the context) if it appears only once in S (in polyno-
mial py).

If K, is Vi-single, we may consider a block term ordering (possibly changing
the one we’re currently using) such that it is the greatest variable. Then pg,
will have it as leading term, and it will not be used at all, for there is nothing to
reduce by it. We can then consider it as virtually discarded from V7, and look
now at V{ = V1 \ {pk, }. It may happen that some other K, variable appeared
two times in the system, one in pg, and one elsewhere. Having deleted pg,,
K5 is now single for V{, and we can discard pg,, too. Proceeding this way —
possibly continuing changing ordering — until possible, we reduce the size of the
really meaningful part of the system (less equations and variables), simulating
non-effective reductions at practically no cost.

5.2 Looking for a Minimum

Working numerically, we must look in the F-box for an optimal point 7 for which
the o.f. computed absolute value ¢, is zero or minimal.

Being ours a (numerical) point-wise approach, we must necessarily enter a
cycle of o.f. evaluations to analyze behaviour. Various zero searching criteria
— grid analysis, descent gradient, etc. — may be followed, but there may be
problems for all of them passing from the continue to the discrete environment
(local minima, saddles, etc.) In any case, for all of them we need a procedure to
compute the o.f. pointwise for various points in the F-box.
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Having performed all the computations with MCoeffs, we obtained the desired
intervals for every coefficient, but also a distinguished value inside it (approx-
imated by the mg, my corresponding value). We indicate these values for K
variables with ¢ = (0y;). In order to work mainly with F' variables (which K
ones really depend on), the body of the cycle may be composed by the follow-
ing black-box procedure: given an admissible point = = (m;;) in the F-box, the
corresponding ¢, value is returned.

Specialize Mz entries with 7 (Fj; = m;;), obtaining M.

Solve the system M, - K = 0, that is, find £ = ker(Mjz) in the form
K, = N(m) - K,, where K, is the set of remaining “free parameters”.
Eliminate K, variables in the o.f. by means of the found expressions in terms
of K, ones.

Now the o.f. depends only on K, variables: instantiate them with corre-
sponding o;; values.

We note that, given F, we always use the same o values for K, for every 7.
When there is only one free parameter K, = {K} we have

¢e=D(m) - K

where D is a rational function, indicating explicitly that and how ¢ depends on
initial coefficients, remembering the always present degree of freedom deriving
from the possibility to multiply a polynomial for a not zero scalar, signed by the
surviving K variable. In this case it is more evident that what really counts is
essentially working on D(m).

If we find an admissible point 71 such that s(cr,) # s(cq,) — where 7 is the
one we have obtained in our particular computation — we may easily recover with
the desired precision a root of the o.f., because the admissible region (F-box)
is convex. We consider the segment connecting the two points, reducing thus to
the univariate case. Because of the zero theorem for continue functions, there
exists mp = mp + t - (m — mp) solving the problem, with ¢ € (0,1), and we can
approximate it e.g. by successive bisections.

6 The Procedure

In the general setting of the NBA, we detail here the things to be done. First of
all, we attach a label (a natural number) to every reduced S-polynomial in the
course of the computation: we indicate with S; the i*" reduced S-polynomial.

We introduce two data structures (lists): A (the agenda), and O (the restric-
tions), in which we sign all the information we obtained up to now.

> A contains triples: A = {a;} = {(ij,¢;,t;)} where i; € N are labels (j <
¢ = i; < ig) and c;,t; individuate the “actual” lc(S;,),[t(S;, ), respectively
(see below). We say a; has label i .
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> O contains triples: O = {(0;,V;,0;)}, where 0; = Z K&F? are o.f. ex-
i,a+B=p;
pressions, V; are the corresponding (V1) equations and o; the found values
for the K variables.

What does “actual” mean ? The idea is the following one. We may have
obtained from precedent computations that, for a specific critical point, the
head of the reduced S-polynomial r could effectively be set to zero. Because of
numerical errors, however, the cancellations that should have taken place were
not exact, and we obtained again the leading dangerous coefficient. But we know
that it must be zero, because the actual F' values were set such that it should. The
same may happen for other monomials beyond the head. The “actual” head is
the first monomial m, starting from the leading one, such that the answer to the
corresponding P, problem was not “c; = 0” (that is, either it’s ¢; # 0 or P, was
still not solved). In both cases we record in the corresponding entry of the agenda
the coefficient and term of the actual head. If all  coefficients can be set to zero
at the same time, we use the default monomial mo =0-1 = (c¢;,t;) = (0,1),
where 1 is the constant term.

Let’s see how A, O are updated. At the beginning, they are both empty. When
we find a dangerous polynomial, let ¢ be the current label and r = S;. Look in

A:

-

If no a € A has label i (in particular, if A=0), set 7’ = r,¢’ = le(r), go to 6.

If A>a=(4,0,1), set r = 0 and continue the algorithm with no updating.

3. Otherwise we must have A > a = (i, ¢, t) with ¢ # 0, then remove from r all
the monomials m; = ¢; - t; with ¢; > t, obtaining r’.

4. If ¢ is not dangerous (it’s an already discussed critical point), substitute
with ¢ the coefficient related to the leading term ¢ of r’ and continue with
the algorithm.

5. (c is dangerous, that is, we must still decide) Let ¢/ = le(r’). If ¢’ is not
dangerous, update a with (¢,¢/,t) and continue with the algorithm.

6. If ¢’ is dangerous, set up and solve a P,—like problem (see details below).
Let m € F-box be the minimum point of the o.f. ¢, = o.f.(7).

6a. If ¢, = 0 (the coeflicient can be set to zero), do
% update: set (or add to A, if not present) a = (i,¢,t), where (¢,1) are

respectively the coefficient and term in the successive monomial of 1/,
or (i,0,1) if there are none left. Add (o,V;,0) to O, where o is the
o.f. equation and V;,’K its related data, as explained above.

* set initial values (mg,my) for F coeflicients as 7 values, obtaining F.

* clear all data structures except A, O: restart all the computation from F.
6b. If ¢, # 0 (the coefficient is surely different from zero), we must refine ¢
interval I' = [c], c,]:

* if ¢z > 0 set ¢, = ¢g, otherwise set ¢, = c;. Let ¢’ be the result, with
I" = I

* update (or add to A) a = (i,c”,t) , substitute with ¢” the coefficient
related to the leading term ¢ of 7' and continue with the algorithm.

B
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We now specify the details for the P,-like problem in point 6. If O = 0,
we have the P, problem introduced in section [l If O # () we must take into
account all the precedent added “= 0” conditions. Unfortunately, simply adding
the corresponding precedent o.f. equations in (F, K) to the set of restrictions
V1 is generally not possible, because, given a point 7 in the F-box, we are not
sure if it satisfies these added conditions. It would only if it lies on the variety
associated to the set of polynomials expressing the dangerous coeflicients in
terms of the initial ones (this is the power of symbolic approach, that we would
explicitly obtain these relations!). With the numerical approach it is practically
impossible to consider exclusively points on this variety inside the F-box.

We propose a possible workaround: we consider a P, problem with a modified
o.f., that considers all the precedent obtained conditions (O entries). Let w =% O:
a modified o.f. may be

0 =2 ol +lo| (4)
i=1

We squared the o; to let O being differentiable (apart from the absolute value,
difficulty solvable with a simple case distinction). Similar functions with anal-
ogous behaviour may be equivalently used. In this way, if a point 7 is found
such that the sum is zero, then it satisfies all the restrictions, and therefore it is
admissible. If the sum is not zero, then if the last term |o,| has a positive value
v, then the coefficient under study is different from zero, and we can use v as
new interval (first or second) extreme to exclude 0 from it. If |o| is zero another
7w must be tested.

We again underline that after the first P,-like problem (really, a P, problem),
we cannot guarantee that V; equations have a solution inside the (F, K) box,
because of new restrictions overlapping. This case must still be deeply investi-
gated by the authors, but we underline that there is the possibility that some
o.f. cannot be computed, and therefore the above procedure does not apply. In
this case some other kind of ZT must be defined by the user.

7 Examples

We present here some preliminary partial results concerning easy system exam-
ples, to show what may happen in practical cases. For simplicity, we indicate
only the floating point values of the coefficients. Intervals are determined as
explained in section [3

For each example, we use e.g. the [ M(11,96,256,10,3,0,27) DRL | notation to
indicate the use of PL MCoeffs with 7 parameters — of which the first one (a
prime number) is not used now — and DRL for the degree reverse lexicographic
term ordering (L for lexicographic).

z — 1000 =0
[ M(32003,128,256,10,3,0,3) DRL] Ei={ 2?y+z2x+2=0
zy? + 2y =0
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In this simple example we have that the S-poly s = S(z%y+zx+xz, xy%+2y) =
xy. So where is the problem ? The algorithm added and subtracted xzy(z —1000),
and therefore the head coeflicient seems to be zero. The resulting system is:

Kio+Kzp =0

O=(F2)K ;o V1=
( 1,2) 1,0 > 1 { (Fl,l)Kl,O + (F271)K270 =0

From this we can see that the objective function can not be zero (indeed, the
interval for K o does not contain zero). Simplifying it, we obtain the relation
Fi1—F>1 =0 (which was quite easy to detect looking at the initial system). In
this case, we have a critical point which is really a “false alarm”, being due only
to useless computations. Doing the same calculation using syzygies eliminates
the uncertainty.

z—10 =0
2% + 2022y + 212y = 0
2% + 21xy? 4+ 20y% =0

Buchberger algorithm simplifies 2° to 10z* and so on till we obtain 10°. This
process gives us all the Ky ; variables, which are completely independent from
computation of critical heads. The first S-polynomial is

[ M(32003,128,256,10,3,0,3) DRL | E, =

= S(202%y + 21zy + 10°,212y® + 20y* + 10°) = (20 - 20 — 21 - 21)ay? +.

Since these values are really intervals, it is possible to have that the obtained
head coefficient equals zero. This is not the relation we see as an objective
function, because the algorithm does continue, simplifying xy?. That’s why we
have to study a function of the form F - K, where K is dangerous.

More precisely, we have that for 6t" critical pair we find a dangerous situation:

O=(Fz2)K21

‘/1:

Koo+ Kap =
Ko1+Kip =
(Fo,1)Ko,0 + Ko =
(Fo,1)Ko,1 + Ko3 =
Koa+ Ko =
(Fi11)K10+ (F21)K20 =

(Fo,1)Ko2+Kos =
(Fo,1)Ko3+ Ko =
(Fo,1)Koa+ Ko7 =
(Fo,1)Kos + Kog =
(Fo,1)Koe + Koo =
(Fo,1)Ko7 + Ko10 =

(F1,2)K10 + (Fo2)Ka,0+ (F21)K21 0(

We show here in some detail the effect of the preprocessing: to do this we
numbered Vi equations for clarity. Equations (1), (2) and (5) are mute. Ko g is
single: after having removed (10), K¢ 5 becomes single, and (7) is removed, too.
Continuing in this way we see that the variables (and equations in which they
appear) we can avoid to consider are

s

{ Kos, Kos, Koz, Koo, Kos, Koz, Koo, Koz}
Performing all the simplifications, the new “initial” system is surprisingly simple

v, = (F1,1)Ki0+ (F21)K2,0 =0
(F12)K10+ (Fo2) Koo + (F2,1) K21 =0
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from the computation, we have that K; o and K> o are not dangerous, while K5 ;
is. We then change ordering, with K ; as greatest variable. We finally have

Ko
—_— Fi 1 F: Fy1F5 9 — Fy oF: ’
My K — 1121 0 |Fi1Fo9 1,2F%1 Ko | = 0
0 Fia Fyq K 0
2,0
N(F) 1 Fyo — FroFo
d the o.f. O b S0 = —+~ Kogg= —12 =2 Koo
an €0 ecomes D(F) 2,0 F1’1F2’1 2,0

As expected, N(F) represents a determinant. We translated the uncertainty
problem from K space (K3 1 is dangerous) to a convex 4-dimensional F' subspace.

[ M(32003,64,128,10,3,0,22) L. ]| Windsteiger’s system: the exact version is

172966043 42176556 \* (1 = 42176556 172966043 \*
—4+3 T — y = T y)] =0
174178537 358072327 3 358072327 174178537

Es =

2

gy (142176556 172966043 2 /172966043 | 4217655
37 3580723277 " 174178537 1741785377 " 358072327

and the approximated one (which we use) is

5 =

;o 10277480y> — 4678710xy + 297225202 + 6620260y + 7852527 — 38888890 = 0
39583780y 4 7018070zy + 1041622022 — 785252y + 66202602 — 38888890 = 0

We report the obtained condition (partially factorized) and after substituting
the exact values for F; ;: we see that

O=(Fi5—Fos)(Foq— Fi1)*+ (Foa— Fra)(Foqp — Fi1)(Fo2 — Fi2)+
(Fis — Fos)(Fos — Fr)? ~ 3.4125131480145708084595190432555 - 1016

A very small value which justifies the point to be critical.

8 Conclusions

In this paper we presented a possible approach to zero testing in numerical
Grobner bases computations with not exact initial coefficients. The combined use
of the ad—hoc introduced multi-component coefficients and of syzygies permitted
to obtain equations to be fulfilled by the coefficients of the initial polynomials
and syzygies. If, within interval tolerances, the doubtful coefficient can be zero,
a new equation/restriction must be taken care of, otherwise intervals can be
refined and computations proceed.

Both symbolic and numeric analysis are possible, the former slow but giving
more information, the latter computationally faster but giving only punctual
results. A deeper numerical analysis behaviour on real-life examples is planned.

The addition of a modular part to multi-component coefficients might also be
used to apply the Grobner trace algorithm proposed in [I7]. This could lead to
further improvements for guided floating point computations/analysis.
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Application of Computer Algebra
for Construction of Quasi-periodic Solutions
for Restricted Circular Planar
Three Body Problem

V.P. Borunov!, Yu. A. Ryabov?, and O.V. Surkov?

! Computing Center of RAS, Moscow
2 Moscow Auto and Highway Construction Inst. (Technical University)

Abstract. The algorithm is realized (with the help of computer alge-
bra methods) for construction of numeric-analytical quasi-periodic so-
lutions of precise(!) equations of restricted planar circular three-body
problem (Sun—Jupiter-small planet) for an arbitrary sufficiently wide va-
riety of initial data. This algorithm and corresponding exe-code allows
us to obtain solutions in automatic mode (certainly, approximate but
satisfying the motion equations with user-specified high precision) rep-
resented by twofold Fourier polynomials. Besides, the development of
so-called perturbation function is not required (essential fact). These
solutions are valid in principle for infinite time interval unlike known
classical solutions of such problem. Such solutions are obtained for the
first time.

1 Problem Formulation

The following precise(not averaged) equations of restricted planar circular three-
body problem (Sun—Jupiter—asteroid) are considered that determine the orbital
elements:

d dG

_p::u’Fl(pueaGaL)a _:]—_NFS(paeaGuL)v

df df (1)
de dL

@_NFQ(pvevaL)v @—1—F4(p,€,G),

where @ is the asteroid longitude measured from some constant direction, p is
the orbital parameter, e is the orbital eccentricity, G = € — g is the true anomaly
(the difference between 6 and the longitude of orbit perihelion g), L = § — n;t
(the difference between 6 is the longitude of Jupiter moving uniformly at the
angular velocity n;), and g is the mass of Jupiter. Units of mass and time are
chosen to be defined in the manner that the gravitational constant k2 = 1, the
semiaxis of the circular orbit of Jupiter orbit a; = 1, the Jupiter angular velocity
n; = 1, the sum of the mass of the Sun m,, and the mass of Jupiter i is equal

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 7788 2006.
© Springer-Verlag Berlin Heidelberg 2006
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to 1. The functions in the right-hand sides of equations (1) may be expressed by
following formulae:

Fy = 2pTy, Fy = (2e+2cosG — e sin? G)T1 + T sinG,
F3 = é(2+ecosG)sinG~T1 — %COSG'TQ,

Fy =p*2(1 + ecosG)72,

where
Ty = p*[(1 4+ ecosG) ™3 — A’S/Q] sin L,

Ty =1—-p*(14ecosG) "2 cos L + p?[(1 + ecos G) cos L — p] A3/,
A=p*+(1+ecosG)? —2p(1 +ecosG)cosL. (3)

Equations (1) and formulae (2), (3) are derived from Clairau-Laplace equa-
tions (see [1]) with the perturbation function

1 1
R=—-— s L+ — 4
~—reosL4 =, (4)
where
A= (147r2—2rcosL)/2 4"

These equations determine the orbital elements p, e, g of asteroid and the variable
L as the functions of the longitude . We do not know the papers of other authors,
where right these equations are considered. The time ¢ is considered also as the
function of # according to the relation

t=0-L(0). (4)

This relation is some analog of Kepler equation well known in celestial me-
chanics, and it is possible to obtain the explicit expression 6(t) after obtaining
L(6) from initial equations (1). So, we can determine after solving eq. (1) the
values of p(0), e(), g(0) for every given 6 and determine the corresponding mo-
ment of time ¢ from (4”). Conversely, we can determine (if the expression 6(t)
is obtained) for every moment of time ¢ the orbital elements p,e,g and other
characteristics of motion. We consider in this paper, namely, the construction of
solutions of eq. (1) since these solutions allow us to analyse the asteroid orbit
(within our astronomical scheme) on infinite time interval. It is important that
we can determine the osculating mean motion n(#) along the orbit. We have for

every 6 = 0, o2
1 —e(0?
o) = <( p(9( >

according to the formulae of unperturbed motion.

The structure of our equation (1) is close to the structure of Hamiltonian
systems and contains two positional variables p(6), e(f) and two angular variables
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G(0), L(#). The functions F; and F; are odd functions of the angular variables
G, L, and the functions Fj, F are even, and we have every reason to construct the
solution of our initial equation (1) with given initial data p(0), e(0), G(0), L(0)
in the form:

N N
p=Uy+ Z Uy cos(k,v), G=1u1+ Z Wi sin(k, ),

[Ikll=1 k=1 (5)
N N
e=Vo+ > Vicos(k,v), L=1vs+ > Sksin(k,v),
Ikll=1 Ik||=1

where N is the given maximal (large enough) order of harmonics, k is the integer
vector (ki, k2), and 11,19 are components of the vector ¥ = (11, 12),

||k|| = |k1|+‘k2|a (ka¢)=k1¢1+k2¢2,
Y = w0+, j=1,2, o= (Y10,%20)-

(6)

The coefficients Uy, Uk, . . . Sk , the frequencies w1, ws, and quantities 11, 19g are
our unknowns. We seek the numerical values of these unknowns if the numerical
values of mass p and initial p(0) = pg, e(0) = eg, G(0), L(0) (initial value of 6 is
zero) are given.

The algorithm for the construction of such solution (two variants) was pro-
posed in [2] and later in [3,4,5] (in more detailed and specific form). We consider
here the realization of simpler variant (so-called simple iterations) correspond-
ing, in essence, to the classical successive approximations and to the series in
small parameter p.

2 Basic Equations for Coefficients

Substituting (5) into (1) we obtain the relations

N
- Z (kvw)Uk Siﬂ(k7¢) = NFl(pvevaL)v

ll&ll=1
N
- Z (k,W)Vk Sin(k7¢) = NFQ(pv €, Gv L)v
lIkll=1 (7)
N
wr + Z (k,W)Wk COS(k,T/J) =1- :LLF3(pa €, Ga L)a
llk]I=1
N
w2+ > (k,w)Skcos(k, ) =1~ Fu(p,e,G),
ll&ll=1

where wi,wq are components of the vector w = (w1, ws) and (k,w) = kiw; +
kows, and arguments p,e, G, L of the functions Fi,..., Fy are represented by
polynomials (5). In addition, we have the relations connecting the initial values
p(0),...,L(0) and quantities Uy, Vp, 110, ¥20:
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p(0) =Uo+ 5 Uy cos(k, by),
k=1
N
G(O) = wlo + Z Wk Sin(k’,wo),
N
e(0) =Vo+ > Vicos(k, o),
[[kll=1
N
L(0) = 1p20 + H %: Sy sin(k, 1bo).
k=1

The functions Fi,..., Fy can be represented (theoretically) by Fourier poly-
nomials (if neglecting the harmonics of order higher than N):

N
Fi(p,e,G,L) = > Fi(UV,W,S)sin(k,¢),l =1,2,
llkl=1
N
FS(p7e7G7L): Z F3k(Ua‘/aVV7‘S)COS(k7¢)7 (9)
ll%)1=0
N
F4(p767G) = Z F4k(Ua‘/aW)COS(k‘a¢)a
ll%lI=0

where Fi,, 1=1,2,3,4, | k|| <N are the corresponding Fourier coefficients
depending on all Uy, V4,0 < ||k|| < N, Wi, Sk, 1 < ||k|| < N. By U,...,S we
denote the vectors with components depending on all Uy, ..., Sk respectively.
Note, we will not need the explicit expressions for Fj, and the development of
so-called perturbation function of the three-body problem.

Formulas (7) and (9) imply the algebraic equations with respect to Uy, Vi, Wy,
S]€7 ].S ||]€|| §N7 Wi,wa:

—(k,w)Uk = [I,Flk(U, ey S), —(k,w)Vk = uFQk(U, ey S),
w1 :].—,lJ,Fgo(U7...7S), (k7w)W}€:—uF3k(U,...,S),
Wo = 1-— F40(U, ‘/, W), (/@w)Sk = —F4}€(U7VV7W). (].0)

These algebraic equations together with relations (8) are basic. We will seek
their solution by means of sequential approximations.

3 Zero Approximation

This approximation corresponds to the known formulae of unperturbed motion
(1 =0), where p(0) = po, e(0) = ep, G(0) = 6 + G(0). Using the superscript (0)
we obtain o o
Up” =p(0) =po. V" =e(0) = eo,
GO =" =0+, vy =6, w0 =1

Ul =vO =w® =0, 1< k| <N, (11)
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The variable L(®) (6) satisfies the equation

dL(O) (0) p3/2
= .F4(p()7 €0, ) =1- 0 . (].2)
do ' (14 egcos 1/1%0))2

The Fourier development of right-hand side in ¢§0) is well known [6]. Its co-
efficients are equal to Fyp(U©, VO W) We obtain for L(®) the Fourier
polynomial

N
LO =90 + 3 5O sin(n, pi”), (13)
n=1

where

3/2
D
P = wi0 + ) wy) =1 (1 —Oe2> (14)
0

and 5% are numerical coefficients, and the constant qu?)) is to be defined ac-
cording to (8):

N
vsy) = L(0) = 3 8O sin(ny)). (15)
n=1

4 Higher-Order Approximations

The sequential approximations of orders j + 1,5 =0,1,2,...

i+1 i+1 i+1
SRR

are defined according to (9) and (7) by following formulae:

U]Ej:-i-l) = (k w(ﬂ) Fi (U9, (J:))’
Vu+y — (J) Fu (U9, ... 8W), 16)
WkFHl) =& w(]) Py (U@, ..., 80)),
SI(CJJrl) =% w(]) Fu(U y) V(] , W)
L<[k] <N
, N : .
U™ = p(0) = 55 U cos(h, "),

. N . .
Vet = e(0) = 32 VI cos(hk, ),
ll&ll=1
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wf“) =1—pF3UW, ... W),
WY =1 - Fao(UD, V(j), Wiy,

. N . .

G — o)y — S WY sin(k, ), (18)
lkll=1

. N . .

7 =L0) = > SV sin(k,v").
[[k]=1

The quantities Flk(U(j)7 e S(j)),l =1, ...,4 are the corresponding coefficients
of two-fold Fourier polynomials for functions Fi, ..., Fy obtained after substi-
tuting the approximation p\#), ), G LU) of order j, i.e., the polynomials of
form (5) with numerical coefficients U,gj), ey S,(CJ), into these functions F1, ..., Fy.
The construction of such Fourier polynomials is to be realized by means of alge-
braic operations (the basic and multiply repeated operation is multiplication of
Fourier polynomials).

Let us consider, for example, the function

Fl(p(j), “,,L(J’)) =
2097 [ (1469 cos G0~ — 47| sin L0, (19)

where
A= P2 + (1 +eD cos GU)2 = 2p0) (1 4 €D cos G ) cos L. (20)

Tt is necessary, first of all, to represent by Fourier polynomials in 1, ¥ (neglect-
ing the superscript) the functions cos LY), sin L) and also cos GU), sin GU). We
use the following procedure:

We have L) = 4y + X, where X is the Fourier polynomial in 91,3, and we
can represent cos LU) as

cos LY = cos g cos X — sin g sin X,

and in analogous form sin L(). The construction of Fourier polynomials for sin X
and cos X is realized with the help of Taylor formulae in powers of X. Multiplying
these polynomials by sin g, cos 12 and neglecting harmonics of order higher than
N, we obtain the required polynomials.

The most important operation is the construction of the Fourier polynomials
for A;S/ % At first, we construct the Fourier polynomial for A;, thereafter (19)
by corresponding multiplications of polynomials for p(@), e, cos G, cos LU,
The second (principal (1)) step is the construction of the Fourier polynomial

1/2

for A;l/ 2 by means of the Newton iterations. If Z = A, /”,then we have the

equation Z~2 — A; = 0 and the iterative formula
Zn1=(3/2)Z, — (1/2)Z3,n=0,1,2, ...
The initial Zy =1 for j = 0 and Zp = Aj_; for j = 1,2,.... We further obtain

AT = 78,
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(Note, this algorithm is revealed as effective in the case p(0) < 0.6. We have met
difficulties if p(0) > 0.6 and intend to improve the algorithm.)

The Fourier polynomial for (1 + eU) cos G1))=3 is constructed also by means
of the Newton algorithm for Z = (1 + V) cos GU))~1.
We obtain the required polynomial

N
Fi(pW, . LYy = > FupUY, ..., 89)sin(k, )
IklI=1

and required coefficients Fy (U, ..., SU)) after realization of all multiplication
operations in accordance with (19).

In a similar way, one can construct Fourier polynomials for_ functions
Fl(pm, . L(J)),l = 2,3, 4 and obtain the numerical values of Flk(U(J), ), 0<
||k|| < N. Further, formulae (15)—(17) allow us to determine all U,EJH), e S,(CJH)
as well as

j+1 j+1 j+1 j+1
G .
Thus, we obtain the approximation pU*Y ... LU+ in form (5) with numerical
coeflicients.

5 Results

The algorithm considered above was programmed with use of the language C*+.
The two-fold Fourier polynomials are stored in computer memory as trian-
gular matrices. Indices of matrix entries are the numbers ki, ks in expression
k111 + ko1bs, and the numerical values of matrix entries are equal to the sought
coefficients of polynomials (5). The main operation is the multiplying of Fourier
polynomials. The harmonics of order higher than N were discarded automat-
ically. The precision testing of constructed Fourier polynomials for cos(L(j))7
sin(LY)), cos(GY), sin(GU) was as follows. The procedure preceding the calcula-
tions of L), cos(LY), sin(LY), etc. was used for given 6 = 6, and for the compar-
ison of obtained values with the values of constructed polynomials for cos(LY)),
sin(LY)), etc. and # = 6,. The same procedure was used for the precision testing
of all constructed polynomials in cases of functions Fj(p\), ..., LU)),1 =1, .., 4.
The convergence of approximations was tested by calculations of the residuals

(discrepancies) 6;;), ey 6?, which are defined by the formulae
N N
, o A , o A
68 = > WU U, 60 = 37 ISP — 571,
[Ik[|=0 IIkll=1

These residuals (the sums of differences between corresponding coefficients
of polynomials for neighbouring approximations) estimate sufficiently well the
differences between left- and right-hand sides of initial equations (1) obtained
after substituting the approximation pU+1 . LG+,
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The calculation process runs after we enter the initial data p(0), ..., L(0), the
1, the maximal order N of harmonics and the maximum e of admissible resid-
uals. The calculations of the zero approximation and of further approximations
proceed in automatic mode till the residuals exceed €. As soon as all 6y, ..., 0s
become less ¢, the process is stopped. The quantities Uy, Vp, w1, wa, Y10, 120 and
all polynomials for p(#),...L(6) are printed, where all coefficients are retained,
which exceed modulo e. Besides, the program allows us to calculate p(0), ..., L(0)
for any value of 6.

The model calculations were carried out on PC Pentium 3, 1600 MHz with ini-
tial data corresponding to some real and some hypothetic asteroids. We were in-
terested, first of all, in the practical convergence of algorithm, i.e., the possibility
of constructing sufficiently precise solution in the cases of initial data p(0), e(0)
and mass p corresponding to known data for minor planets and Jupiter.

We have mentioned above that two variants of algorithm were developed: 1)
by the method of simple iterations and 2) by the method of iterations possessing
the quadratic convergence.

According to known theoretical results, the classical method of sequential
approximations or series in p and consequently the method of simple iterations
lead to the divergent process from strict mathematical point of view. So, it is
not possible to obtain exact solution of equations (1) in form (5) with N = oo
using the simple iterations. At the same time, according to the results of KAM
- theory, the solution of equations (1) in form (5) with N = oo exists in every
case if p is sufficiently small and initial p(0), ¢(0) do not belong to some region of
acute commensurability between initial mean angular motions of Jupiter and of
asteroid. But this solution is to be obtained, namely, with the help of iterations
possessing the quadratic convergence.

Besides, the known specific theories of motion for many celestial bodies were
constructed, namely, with the help of classical methods, and these theories con-
tain the approximate solutions representing the real motions with high precision.
So, we could hope that our algorithm of simple iterations possesses the practical
convergence for g = 0.0014735 (astronomical data for Jupiter) and for p(0), e(0)
far from resonance values. We have nevertheless considered as the first exam-
ples the motions (correctly speaking, the model motions within planar circular
scheme) of minor planets Flora (N8) and Hestia (N 46) and also of some hypo-
thetical asteroids with p(0), e(0) near the “bad” values.

We have used the following data: for Flora p(0) = 0.41285,¢(0) = 0.157 and
for Hestia p(0) = 0.470942, ¢(0) = 0.1723. These data correspond approximately
to known astronomical data. The mean motion of Jupiter (at epoch 2000.0.) is
equal [7] n; = 299.”1283 (sec. of arc per astronomical ephemerid day). The mean
motion of Flora at initial § = 0 calculated with initial p(0), e(0) by formula

(1- 6(0)2))3/2
p(0) ’

is equal to ng = 1086.”300, and this value differs from 4n; = 1196.”513 nearly by
10%. The calculated mean motion of Hestia at 6 = 0 is equal to ng = 884.”655

n;(
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and this value differs from 3n; = 897.”385 nearly by 1.4%.So, we have the weak
commensurability 1:4 in the case of Flora and sufficiently acute commensurability
1:3 in the case of Hestia.

The calculations were carried out for above mentioned initial p(0), e(0), initial
G(0) = 0.2, L(0) = 0, N = 32, and £ = 10714 Such precision was reached after
12 iterations (required computer time was about 1-2 min.) in the case of Flora
and after 39 iterations (required time equalled 4 min.) in the case of Hestia. The
polynomial for each variable (p(6), e(8), G(9) and L(6) ) contains more than 500
harmonics with amplitudes exceeding 10715,

Analogous calculations with e = 10714, N = 32 were carried out for the series
of hypothetical asteroids with initial p(0),e(0) corresponding to a more acute
resonance of type 1:3 and to values sufficiently far from resonance values. For
example, we have considered the model asteroids with following data:

I. p(0) = 0.468,¢e(0) = 0.1723, no = 893.7010

(132 iterations, required time a2 10 min. The deviation from resonance value
Ang ~ —0.48%,,

II. p(0) = 0.464, e(0) = 0.1723,n9 = 904.” 58,

(125 iterations, time ~ 11 min., Ang ~ +0.8%, )

III. p(0) = 0.430,¢(0) = 0.1723,n9 = 1013.7963

(13 iterations, time & 1.5 min., Ang ~ +11.5% from res. value 1:3 and Ang =~
—18% from res. value 1:4).

Note, the amplitudes of resonance harmonics exceed essentially the amplitudes
of neighbouring non-resonance. For example, the coefficient affecting cos(2z—3y)
in the polynomial for p(#) in the case of Hestia is of order 10~ and coefficients of
neighbouring harmonics are of order 1075, The coefficient affecting sin(2z — 3y)
in the polynomial for L() is of order 1072, and neighbouring coefficients are of
order 1076,

So, the proposed algorithm of simple iterations and corresponding computer
program allows us to construct (in automatic regime and without using any
development of the perturbation function) sufficiently precise solutions of initial
equations (1) in form (5) for arbitrary initial data in every case in region p(0) <
0.55 and different e from e = 0.05 to some e, for p(0),e(0) being far from
resonance values and being enough near such values. For example, e, = 0.25 if
p(0) = 0.55, e, = 0.3 if p(0) = 0.5, e = 0.35if p(0) = 0.4, e, = 0.55if p(0) = 0.2.
It is sufficient to use computers of mean capacity. We can give a set of initial
data corresponding to many real and hypothetical asteroids and to obtain a set
of their calculated orbits. These solutions describe the quasi- periodic motions
of asteroids on (theoretically) infinite interval of time.

The polynomials for p(#), e(f) allow us to analyse the evolution of asteroid or-
bit on infinite time interval (certainly, within our astronomical scheme). Really,
according to (5) ,the quantities Uy and Vj in (5) are the “secular” mean values
of p(6), e(#) to which comparatively small bi-frequency oscillations are added. So,
the quantities n;[(1 — Vi?)/Up]*/? may be considered as the “secular” mean mo-
tions 71 of asteroids. For example, we have in the cases of asteroids Flora and Hestia
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n = 1085.”7933 and . = 882.”780 correspondingly. So, the secular 72 are smaller
and farther from the resonance values than initial mean motions n in both case.

Similar calculations in cases of the hypothetical asteroids of Hestia type men-
tioned above show that only a very narrow interval (stripe) of initial motions
from 894” to 903” is, so to say, inaccessible for our algorithm. Hence, the mo-
tions of numerous asteroids with mean motions 897.”4 £ 10” could exist, and
the effect of moving away of such asteroids from this interval is absent (theo-
retically). Such effect is to be theoretically explained by the analysis of more
complicated astronomical scheme: the space elliptical three-body problem, the
four-body problem, etc.

Note, although our polynomials (5) are valid theoretically on infinite time in-
terval but if desired precision of orbit elements p, e, G, L is given beforehand, then
our polynomials allow us to calculate these elements only on a finite time inter-
val because the expressions for G(6), L(0) contain the linear members w16, w20
and obtained frequencies wy, w2 are not precise. For example, we have obtained
these frequencies by our calculation in the case of asteroid Hestia with precision
107!, Hence, if § = 1075, then the errors in L and G calculated from (5) for
given 6 after 108/2m revolution of Hestia would be 107% and more.

In conclusion, we would like to mention some further research within our
methods.

I. Improvement of algorithm and of computer program described in this pa-
per (the extension for the cases p(0) > 0.6,0 < e(0) < 1, the construction of
sequential approximations in form of series in p only, using more real astronomi-
cal schemes (elliptical planar, space circular, space elliptical three-body scheme,
four-body scheme, etc.).

I1. The analysis of asteroid motions near the resonances 1:2, 2:3 etc.

ITI. Certainly, it might be as well to realize the algorithm possessing the
quadratic convergence described in [5].

We give below also (for the sake of illustration) a small part of our results for
asteroid Hestia that were printed according to our CTF program.

Initial data: p(0) = 0.470942, e(0) = 0.1723, G(0) = 0.2, L(0) = 0.

Notations: x = w10 + Y19,y = wab + Pog

Results

The basic parameters
w1 = 9.9969871021443868e-001
wy = 6.6000213545385944e-001
P10 = 2.2368221799861840e-001
a0 = -3.7429070992677602e-002

Discrepancies
Discrepancy U = 1.3325126798223544e-016
Discrepancy V = 4.2010902592515010e-016
Discrepancy W = 1.2361243536082627e-015
Discrepancy S = 4.9388172709049770e-015

Polynomial for U



+4.7264659004119086e — 001 cos(0z + Oy)
—8.8740208086624291e — 006 cos(1x + Oy)
+5.9768048998398947e — 005 cos(0z + 1y)
+4.3356195476691453e — 006 cos(2z + Oy
—1.2998721469472006e — 005 cos(1z + 1y
+2.9617640367125670e — 005 cos(1lx — 1y
+2.1866320866149674e — 004 cos(0x + 2y
—17.9199064908986962e — 007 cos(3x + Oy
+3.8739325909845057e — 006 cos(2x + 1y
+2.5033054382310416e — 006 cos(2x — 1y
—3.1490339464068798e — 005 cos(1z + 2y
—4.0022276764026937e — 004 cos(1x — 2y
49.2220159910696509e — 005 cos(0x + 3y
+1.3385738723935309e — 007 cos(4x + Oy
—7.2871065570478712e — 007 cos(3z + 1y
—4.3600582125907851e — 007 cos(3z — 1y
+4.7926786029828064e — 006 cos(2x + 2y
—5.2054863489293787e — 005 cos(2x — 2y
—1.6963905649415880e — 005 cos(1x + 3y
—1.0579545169801604e — 004 cos(1z — 3y
+4.0859499630751454e — 005 cos(0x + 4y
—2.1193516300245409e — 008 cos(5z + Oy
+1.2239262066424798e — 007 cos(4x + 1y
+8.2708623006819236e — 008 cos(4x — 1y
—7.0774891946825232e — 007 cos(3x + 2y
+4.4924155193403603e — 006 cos(3x — 2y
+2.8534114822717900e — 006 cos(2x + 3y
—1.8474434344936317e — 003 cos(2x — 3y

)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
—8.8563600381889473¢ — 006 cos(1z + 4y)

—~ e~~~ A A A A A A A A A A A A A AA A A A A A A~

Calculations for different 0
¢ = 1.0000000000000000e+000
p = 4.7074624074386301e-001
e = 1.7301891543308384¢e-001
G = 1.2092830749470154e+000
L = 7.4448631501811335e-001

6 = 2.0000000000000000e+-000
p = 4.7062684159624679e-001
e = 1.7423712414455980e-001
G = 2.2098014462610927e+-000
L = 1.4035043601425521e+4-000

6 = 3.0000000000000000e+-000
p = 4.7082845445487997e-001
e = 1.7444966403232179e-001

Application of Computer Algebra

87
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G = 3.2022861280344577e+-000
L = 1.9537733541542606e+4-000

# = 1.0000000000000000e+-004
p = 4.7089640453062359e-001
e = 1.7206334702343623e-001
G = 9.9972190971244945e+-003
L = 6.6000388748859841e+4-003
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Abstract. This paper presents a framework and prototype implementa-
tion for preprocessing quantified input formulas that are intended as in-
put for quantifier elimination algorithms. The framework loosely follows
the Al search paradigm — exploring the space of formulas derived from
the input by applying various rewriting operators in search of a prob-
lem formulation that will be good input for the intended Q.E. program.
The only operator provided by the prototype implementation presented
here is substitution for variables constrained by equations in which they
appear linearly, supported by factorization and a simple check for non-
vanishing of denominators in substitutions. Yet we present examples of
quantified formulas which can be reduced by our preprocessing method
to problems solvable by current quantifier elimination packages, whereas
the original formulas had been inaccessible to those.

1 Introduction

Ever since Collins [I0] developed and, with his students, implemented quantifier
elimination by cylindrical algebraic decomposition (CAD) quantifier elimina-
tion became more than just a theoretical tool. This was reinforced especially
by the development and implementation of partial CAD by Hong [9] and later
Brown [2l[1] in Qepcad. The additional approach of quantifier elimination by
virtual term substitution by Weispfennig [I8]14] and its implementation in Red-
log by Dolzmann and Sturm [I1] improved the computational time needed for
elimination for formulas satisfying certain degree restrictions. Other quantifier
elimination algorithms have been proposed and, to some degree, implemented
as well. Unfortunately, quantifier elimination programs often fail to produce re-
sults in a reasonable amount of time and space, so it is necessary to develop and
implement further algorithms.

Both Redlog and Qepcad are mature implementations of quantifier elimina-
tion, yet both are quite sensitive to the way in which users phrase problems.
Qepcad, for instance, simply applies CAD-based quantifier elimination, so the
variable x in a linear constraint like x = 3b 4+ a is not eliminated by the obvious

* This work was supported in part by NSF grant number CCR-0306440.
** Major parts of research done while visiting United States Naval Academy.

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 89-{I00] 2006.
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(and efficient) substitution, and instead becomes part of the CAD construction
process, which is inefficient. Both systems allow assumptions on free variables to
be stated explicitly, which can then be used to speed up the computation, often
dramatically, but users have to be knowledgeable and sophisticated to use these
facilities well. The same holds for the variable ordering, which plays a substantial
role in both systems.

The present paper is a first step towards the goal of creating a “preproces-
sor” for quantifier elimination programs — i.e. a program that takes input from
possibly inexpert users and tries to rewrite it in a form that is more suited for
the quantifier elimination algorithm it will be sent to. The eventual goal is to
have a simple and extensible architecture for a preprocessor that efficiently finds
the kinds of rephrasings of problems that experts would make — perhaps even
doing better than an expert would.

Perhaps it is not surprising, given that we are trying to write a program
that solves the task of an human expert, our general approach is based on the
standard AI search paradigm. We construct a tree of equivalent formulas whose
root is the input, applying rewriting “operators” to generate children of nodes
in the tree. For a given formula and set of operators, the full tree would be huge,
so only part of the full tree is actually generated. A heuristic function is used
to determine which nodes in the tree will be expanded — i.e. will have children
generated — and expanded next. For this paper, the only “operator” we consider
is substitution for variables that appear in linear equational constraints. One key
property of our substitution operator, however, is that it examines the formula
context surrounding the equation to determine whether the leading coefficient
of the variable being eliminated can be easily determined to be non-zero, which
then reduces the size of the substituted result substantially.

Although sophisticated substitution and simplification techniques are realized
in Redlog nevertheless we have found examples like the SEIT model [6] that could
not be solved with Redlog but for which our preprocessing method generated
equivalent formulas whose quantifiers could then be eliminated by Redlog or
Qepcad B [B] rather easily.

This paper describes the approach outlined above in more detail, and presents
a prototype implementation of the preprocessor in Maple. Four example prob-
lems are examined in depth, all of which are “real” quantifier elimination problem
inputs, i.e. not inputs artificially manufactured by the authors. Each was stated
by people doing research on quantifier elimination but, none the less, the pre-
processor is easily able to rewrite the formula in a way that makes it a better
input to quantifier elimination algorithms.

2 Generating Equivalent Formulas

We only apply our rules to formulas which are existentially quantified and in
DNF. Especially all formulas are disjunctions of quantified conjunctions. Fur-
thermore all equations are assumed to be polynomial. We will refer to formulas
which fulfill these assumptions as normalized.
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Lemma 1. Let f(x) be a normalized formula of the following form

fx) =321, 7)) 9(x)] V (x) (1)

with k € IN, h(x) in normalized form, x = (z1,...x,), n € N and {z}, ...,z}.} C
{1,...,xn} the variables, and let

9(x):=g(x) N .. Agi(x) LeN (2)

where 3i,j ¢ gi(x) = (7(x)z; = p(x)) where 7(x) and p(x) are polynomials
independent of x;. Then the following holds

o [ Gi(x) VGs(x) V h(x) if x5 & {x],...,x}.}
Fx) = fix) = {Gg(x) V Ca() V h(x) if x, € [t xi} (3)

with G1, Ga, Gs defined with v(x) := LIEIpE follows

(%)

Gi(x) == 3(z], ..., 2}
g1z ==y (X]F) A Agialzs =y (X)) A (27 = (%) A
Git1[z; = yX)](X) A .. A gz

]

i
=
S
®
>
=
LS
e
=

Ga(x) := (@), .oy &1, @y, )]
gilzj = v(X)](x) Ao Agimafzy = y(x)](x) A
giv1]xj = y(X)|(x) A ... A gi(x) A (m(x) # 0)

]

G3(x) :=3(x), ...y )|
G1(3) A A gir () A (0= () A
Gi+1(X) A . A gi(x) A (m(x) = 0)

]

where gilx; = v(x)](x) means that all occurrences of x; in gi are substituted by
~v(x) before calculation with x.

Proof. The equation m(x)z; = p(x) gives us that g(x) can only be true if

((zj = ~7(x)) A (m(x) # 0)) V ((u(x) = 0) A (m(x) = 0)) (4)

holds. This leads to the following case distinction: If z; & {z], ..., z}.} the equa-
tion g; stays within the formula, since it is an assumption stated for the free
variable z;. Following the argument that g(x) can only be true in the two
cases in () this shows that f(x) is true if and only if G1(x) V Gs(x) V h(x) is
true.
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On the other hand if z; € {1}, ..., 2} } the quantified variable z; will be com-
pletely removed by substitution in G2(x) and the quantifier will vanish. In this
case f(x) is true if and only if G2(x) V G3(x) V h(x) is true. |

Important for further computation is that this lemma should produce a
normalized formula, but in general we don’t have polynomial equations after
substitution, because of the denominator m(x).

To restore the normalization we remove denominators in the obvious way: If d;
is the degree of z; in an given (in)equality prior to substitution, multiplying both
sides by 7(x)%+(di mod 2) after substitution produces a polynomial. Moreover,
the relational operator stays the same, since d; + (d; mod 2) is always even.

We will apply without loss of generalization the factorization within the next
Lemma to the equation g;.

Lemma 2. Let f(x) be a normalized formula with f(x) = g(x)V h(x) as above
where g(x) is in the following form

9(x) = 3@, o )0 = g11(x) - - g1y (X)) AG2(X) Ao Agu(x)] - (5)

=:91(x)

with ny,l € IN so the following will hold

B - ) [(911(%) = 0) A ga(3) Ao A gi(¥)])V

. (6)
A, ) [(G1my (X) = 0) A g2(3) Ao A gi(x)])

Proof. We use that g1(x) can be rephrased equivalently:
(0= g11(x) -+ g1n, (%)) = (911(x) = 0) V ... V (g1, (x) = 0) (7)
Using the distributive law for 3 and Vv and between A and V we get
(@ ) [((921(%) = 0) Voo V (g1, (%) = 0)) A ga(x) Ao A gn(x)]
@y, - 23 )[((911(x) = 0) A ga(x) Ao A gn(x))]
VeV

(@, - ) [((91n, (%) = 0) A ga(x) Ao A gn())]
Adding the disjunction of h(x) concludes the proof. O

3 Algorithm for Choosing Substitutions

Our approach is to mimic search strategies, which have been introduced in the
field of Artificial Intelligence, for calculating equivalent formulas. With this ap-
proach all possible equivalent formulas can be computed, or a smaller number
of new formulas computed greedily.
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3.1 Grading Function

Just as in A*-Search, introducing heuristics into our algorithm requires that we
define a grading function, which assigns numerical values to formulas. A similar
task has been discussed by Dolzmann, Seidel and Sturm in [12]. For the sample
computations presented in section ] we will use the grading functions discussed
below. However, the algorithm presented in can be used with other grading
functions as well.

The natural grading function would be the time needed for quantifier elim-
ination on the given formula by the target Q.E. program. This is, of course,
impractical, so we need to be more heuristic. Several simple grading functions
are possible. A first approach considers the number of quantifiers, equations,
quantified and free variables, as well as the number of and’s and or’s within
the formula. This induces the preliminary grading function n; for normalized
formulas f(x):

m(f) = waN(f,A) + woN(f,V) +w.N(f,3) +
wg Y. (N(fa)+wp Y (N(fi2)

we{a,.z)} o @ {@] st}

Where wq, wo, we, wq, wy € IR are weighting parameters, the quantified variables
in f are given by {x,...,z}.} C {z1,...,zs}, n,k € IN and N(f, o) denotes the
number of occurrences of o in f.

This grading function grades only linear in the length of the formula f, but the
cost of quantifier elimination is at least polynomial, hence better approximation
needs a more complex grading function. For computation of the results in section
@ we used the following grading function within our preprocessor.

Wex12(9) if f(x) = (Jy)[g(x)]
1
Weon z_:l 12(g:) if f(x) =g1(x) A ... Agi(x)
[
n2(f) = wais O m2(9:) if f(x) = g1(x) V... V gi(x) (8)
i=1
Weq * mayif}(deg x;) +m(f) if f(x) is an equality
x;evar
Wiq - ma)if}(deg x;) +mi(f) if f(x) is an inequality
T, evar

With further weighting parameterﬂ Wex s Weon > Wdis , Weqs Wiq € IR.

If the weighting parameters within the grading function can be chosen at
runtime, one can improve the anticipation of the time needed for quantifier
elimination with training of these parameters.

3.2 Algorithm

Using Lemmas [[l and [ Algorithm [Ml on page @4] computes an equivalent (and
hopefully simpler) normalized formula for a given input. If the algorithm remem-

! Note that the parameters wq, wo, we are no longer in use.
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Table 1. Preprocessing algorithm

Input: Normalized formula f(x)
Output: Logical equivalent formula f’(x)

Initialization:
Simplify f(x) with the rules of boolean logic.
set p = n(f(x)), where n is a grading function
insert p, f(x) into a priority queue

Computation:
while the priority queue is not empty do
dequeue f(x) and factorize it as per Lemma
simplify the factorized formula with the rules of boolean logic
compute the substitution possibilities as per Lemma, [I]

for all substitution possibilities do
apply the substitution to f(x) to get a new formula g(x)
set p = 1(g(x))
insert p, g(x) into the priority queue
end do
end do

return formula with the smallest grade

bers furthermore the equations which have been used for substitutions, then each
substitution will be applied only once and the search tree has finite size due to
the finiteness of a given input formula.

3.3 Occurring Problems

The main problem with the basic algorithm is the explosion in the number and
complexities of formulas in the search tree. This section describes why these
problems arise and what strategies are used to deal with them.

Formulas at each node grow more and more complex for two reasons: First,
there is the case distinction between 7(x) = 0 and 7(x) # 0 in Lemma [
which replaces one sub formula by two new formulas. So after application of n
substitutions the formula can be 2™ times larger then the initial version. Second
is the factorization Lemmal[2 If g(x) = ¢1(x) - - - g;1(x), the new formula produced
by factorization can be [ times larger then the initial formula.

Worse still is the large branching factor in the search space, such that even
small input formulas produce huge search trees. If, at a given node, each equality
gi(x) provides s; substitution possibilities, that node has ), s; successorsd. This

2 Note that application of a substitution usually doesn’t remove many other substi-
tution possibilities, so that each successing node provides many possibilities as well,
often even more than the parent node.
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makes pruning and greedy strategies necessary. Furthermore one can observe
that different nodes within the tree contain the same formulas, so that hashing
to recognize duplication is recommend.

3.4 Combating the Increase in Formula Size

A human expert making the substitution = := a/(b? + 1) would never construct
a sub formula for the case in which the denominator vanishes. Moreover, for a
substitution like  := a/(b3 + 1), an expert would spend some time seeing if the
surrounding context in the formula constrained b in such a way that the denom-
inator could be determined to be non-zero. In certain cases our algorithm is able
to do the same thing. It browses quickly through the formula and collects con-
straints concerning variables (e.g. z > 0) and checks whether these constraints
trivially imply that the denominator in question is non-zero. For example, if the
denominator is @ + 1, and a > 0 is a constraint in the formula, the quick test
determines that a+1 # 0. A sub formula with the equation a+ 1 = 0 would not
be constructed.

During normalization, a certain degree of simplification along the same lines is
done. If the constraints collected on the variables are easily seen to contradict an
atomic formula, it is replaced with false and the surrounding formula is simplified
at the boolean level.

3.5 Dealing with the Size of the Search Space

As described earlier, the size of the space in which we are searching usually
makes it impractical to generate the entire search tree. Thus, we must employ
some kind of pruning strategy to limit our search. When expanding a new node
our preprocessor uses the following strategy: Successor nodes whose grades are
a-times larger than the grade of the parent node or 8-times larger then the best
known grade are thrown away. We have chosen values of a and [ within the
interval [1,2] C IR which led to the satisfying results within the next section.

4 Results

This section examines several example problems and compares Redlog and Qep-
cad with and without the use of the preprocessmﬁ. Our computations have been
done with a Maple 10 implementation of the concepts above at a AMD 2400+
(1660 MHz) with 512 MB of Ram. For the quantifier elimination we have used
on the one hand Redlog 3.0 (2004-04-15) with Reduce 3.8 (version of 2005-11-
22), as well as the Qepcad B based simplification slfq [4] and on the other hand
Qepcad B [3] (version of 2005-05-17). Redlog was free to choose a variable or-
der within our experiments. For quantifier elimination with Qepcad B, variables
were ordered by a simple heuristic based on degrees and number of appearances,
and “equational constraints” as developed in [8|15[16,[7] were not used.

3 The parameters for the grading function 72 as introduced in section [3.] have been
chosen as follows: wq = 4, ws = 3, Wex = 40, Weon = 3, Wdis = 3, Weq = 1, Wiq = 4.
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4.1 Edges Square Product

The following Problem has been stated by George Collins and provides two
equalities which can easily be used for linear or virtual substitution.

(F21)(3r2)Fy2) [ (2 = 2122 — y2) A (Y = T1y2 + 22) A
(0§1‘1)/\($1 SQ)/\(2§$2)/\(1‘2§4)/\(—1§y2)/\
(e A1) A (-1 <) A (2 <) A (=6 < y) Ay < 6)]
With choice of @ = 8 = 1 our tool calculates a search tree of size 4 within
2.790 seconds and discovers one formula with only one quantified variable.

Our tool substitutes xo =y — 21y and yo = (—z +z1y)/(2? + 1), which leads
to the formula

(Fzq1) [(—z1 < 0)A (21 <2)A
0<y+6)A (y<6)/\
<

(—z+ay) (@} +1) < @+ D) A (2f +1#0) A
0< (@2 +1) (22 +1—x+x1y) A((22 + 1) (y + z12) < 4(2? +1)?)]

<l+z)A(z<9I)A
—(@f +1)(~y — @1z + 227 4+ 2)) A

(
(0<
(
(

This formula has been expanded as the last node. Qepcad needs for its eval-
uation 0.973 seconds producing a formula consisting of 12 atoms if the variable
order is (x,y,x1). The overall time of both methods is 3.763 seconds.

Redlog took for the initial or the substituted formula 0.1 seconds and resulted
in both cases in a formula consisting of 231 atoms. Further simplification with
slfq led to a formula consisting of 9 atoms in 2.380 seconds.

4.2 Putnam Example

The following is the direct translation into a quantifier elimination problem of
Problem 2 from the 57th William Lowell Putnam Competition.

(321)By1)Fa2)By2) [2+ 47 —1=0A (22 —10)*  +92 —9=0A
= (z1+22)/2 Ny = (y1 +Yy2)/2]

In this case we can eliminate up to two quantified variables which makes the
problem much easier for Qepcad to solve. With choice @« = 8 = 1 our tool
computed a tree of size 9 in 0.550 seconds and returned four formulas with
only two quantified variables as best results. For the following formula our tool
substituted zg := 22 — x; and y1 := 2y — y2

(B21)(3y2) [ (a7 + 4y — dyy2 +y3 — 1 =0) A
(43:2 —4xx; — 40x + m% + 20x1 +91 + y% =0)]

The node containing this formula has been expanded as the 8th node and with
(z,y,1,y2) chosen as variable order this formula can be evaluated by Qepcad
in 0.256 seconds, which returns a formula with 2 atoms. Hence, computation of
this result with preprocessing and Qepcad took 0.806 seconds.
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Redlog took for the initial formula and the substituted version less then 0.1
seconds and returned in both times a formula consisting of 53 atoms. Further
simplification with slfq took 0.345 seconds which also resulted in a formula with
2 atoms.

4.3 YangXia
This problem comes from Yang Xia [19].

(35)(3b)(3c) [ (a*h? — 4s(s — a)(s — b)(s — ¢) = 0) A (2Rh — bc = 0) A
2s—a—-b—c=0)ADb>0)A(c>0)A(R>0)A(h>0)A
(a+b—c>0O)A(b+c—a>0)A(c+a—b>0)]

The computation with a = § = 1 led to a search tree with 10 nodes and took
3.280 seconds. We had 4 different formulas with only one quantifier left (with
pruning factor o = § = 2 we discovered 7).

Substitution of s := $(a + b+ ¢), ¢ := 2Rh/b and cutting of the part b = 0,
since b > 0 is assumed, produces the following equivalent formula
1
(3b) [(—567&0)/\(0<R)/\(O<b)/\(0<h)/\
Logoia 1 a6
(16a h*b 35¢ b
1

1 1 1
1 2p2;2;2 L2054 8
8ath 8th+64b+64

(0 < —1/d(—ab— B + 2Rh)b) A (0 < %th) A

a*b* +1/4R*h* = 0) A

1 1
(0 < $(2Rh+ab— bb A (0 < Z(b2 + 2Rh — ab)b)]

Qepcad took 4.339 seconds for the evaluation and returned a formula con-
sisting of 6 atoms. We have chosen the order (R,h,a,b) and assumed that
(0 < R)A(0<b)A(0< h). The overall time was 7.619 seconds.

Redlog was not able to compute a quantifier free formula equivalent to the
initial formulation or to the substituted version due to internal errors whether
we stated assumptions or not.

4.4 SEIT

The SEIT ModeH introduced in epidemic modeling [I7] has been investigated
in [6] by quantifier elimination methods: Whereas it has been possible to derive

4 The inability of Redlog and Qepcad B both individually or combined to give a
satisfactory solution to the SEIT problem was the primary inspiration for the work
in this paper. The fact that, with about 10 minutes of pencil and paper work,
we could rewrite the original problem to something Qepcad B could easily solve
seemed to indicate that there was a need for this kind of preprocessing tool. Thus,
the reader may dismiss this example as a ”rigged” experiment, as the tool was in
some sense designed for it, but we hope it will be found to be especially illuminating
instead.



98 C.W. Brown and C. Gross

threshold conditions by investigating the stability of the disease-free equilibrium,
the following quantified formula asking for the existence of an endemic equilib-
rium could not be reduced to a quantifier-free equivalent by Redlog or Qepcad
within one day of computation time.

(3s)3F) (33T
(d—ds—b1Js=0)A(b1Js+ b JT — (d+v+7r1)F+ (1 —q)reJ =0) A
(vF —(d+712) =0)A(—=dT + 1 F +qrod —bTJ =0) A
(F>0OANJ>0)AT>0)A(s>0)A (b1 >0)A(b2>0)A(d>0)A
(v>0)A(r1 >0)A(r2 > 0)A(g>0)A (by > b2)]

Our tool took for traversing and expanding a tree consisting of 18 nodes
32.678 seconds and returned 3 formulas with only 1 quantified variable left. The
following formula is one of them.

With substitution of F' := (d+r2)J /v, factorization and substitution of J := 0,
T := (—vbys + dry + vraq + d? + dv + dry + ror1)/(vby) and v := 0, as well as
the substitution of s := #:llbl and cutting of all contradicting sub formulas, this
leads to

3J[
O<dh)ANO<r)ANO0<r2a)A0<g)A(0<by —b2) A0 <V)A
O<IHANO<b)AO<b)A(d+ Jby #0)A(—v #0)A
(0 < (d+79)Jv) A (vby # 0) A (0 < d(d + Jby)) A
(0 < (d + Jby)bov(—duvby + d?v + d®ry + dvreq + d® + d*ry + Jbyvraq +
drory + Jbydv + Jbydry + Jbirary + Jbid? + Jbidry)) A
(—(d 4 Jby)bov3d(—dvby — Jbyvby + d*v + d*ry 4 dvraq +
A + b2Jd2 + d2T2 + drory + baJdv + baJdre + Jbidv + Jbidry +
Jblvrgq + Jb1d2 + J2b1db2 + Jbidre + Jbirary + J2b1b2’U + J2b17‘2b2) = 0)]
Redlog took for its quantifier elimination 0.1 seconds and returned a formula
consisting of 113 atoms. Further simplification with slfq was impossible.
Qepcad B needed 4.496 seconds, when we chose (b1,d,v,be,72,q,71,J) as
variable order [l and assumed that O<d)ANO<r)AN0<T2)A0<g)A (b2 <
b1) A (0 <v)A(by > 0) A (by > 0). In this case a formula consisting of one atom

was returned by Qepcad B. The overall time for preprocessing and Qepcad was
37.174 seconds.

5 Future Work

For improving the computation speed, we want to test a lazy evaluation approach
for grading new formulas. By now, we have to apply a substitution for grading

5 In this example the choice of the right variable order is crucial. The quantifier
elimination with Qepcad for this formula with other variable orders needs much
more time.
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the resulting formula. But the substitution process is expensive and so it would
be cheaper, if the grading would be based on the formula, associated with the
parent node, and the substitution possibility.

It would be interesting to train the grading function by solving the minimiza-
tion problem: Find parameters p = (wq, W¢, Wex, Weon, Wdis, Weq, Wiq) SO that for
a set of given formulas { f1, ..., fx} and computation times of Redlog or Qepcad B
for this formulas ct(f;) the following holds

S (£ = ct(£))? = min > (. (f) - ct(£)? (9)
1 1
with 7, the grading function introduced in section Il and p set as parameters.
The current work should be considered as a first step in developing new pre-
processing methods for quantifier elimination. It seems to be possible to combine
our approach with the general virtual substitution mechanism, making it appli-
cable to variables of degree two and beyond (and also to other contexts, in which
virtual substitution applies). We strongly suspect that a quick test for determin-
ing coeflicients and factors to be non-vanishing before substitutions are made
will prove to be far better than making the generic substitutions and trying to
simplify afterwards. Also the investigation of the relationship to and a possi-
ble combination with other preprocessing methods applicable in special contexts
will be the topic of future research, e.g. with the preprocessing method based
on Grobner bases computations used to generate first-order formulas describing
the existence of Hopf bifurcation fixed points [13].
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Abstract. The kinetic integral equation for a quasi-one-dimensional or-
ganic crystal is solved exactly, and the expression for the electrical con-
ductivity is presented as a transport integral. The latter has two sin-
gularities depending on crystal parameters. The possibilities to obtain
analytic expressions in some particular cases and the general numerical
calculations with pronounced singularities are analysed.

1 Introduction

Organic materials attract more and more attention of investigators as low cost
replacements for conventional metals and inorganic semiconductors and as ma-
terials with much more diverse and often unusual physical properties [I]. These
materials are now widely used as the active elements of organic-based devices
such as light-emitting diodes and lasers for displays, photovoltaic cells, field-effect
transistors, and real-time holographic optical recording and processing systems
[2L3,[4,[5]. Unusual high electrical conductivity [6L7] and the thermoelectric effi-
ciencies [8,[9,[10,[IT] are also predicted in a special class of quasi-one-dimensional
(Q1D) organic crystals under certain conditions. However, in spite of a great
number of theoretical and experimental publications in this field, the mecha-
nism of charge transport in organic materials is not completely understood yet.
This is connected, on the one hand, with a rather large and diverse number of
transport mechanisms in these materials, and on the other hand, each mechanism
is more complicated than in ordinary inorganic materials.

We have studied a model of Q1D organic crystal which takes into account
simultaneously two main interactions of conduction electrons with acoustic vi-
brations of crystalline lattice [6L[7], and also the scattering on impurities and
defects. The first interaction is similar to deformation potential and is caused
by the variation of the transfer energy of an electron from a molecule to the
nearest one. The other interaction is polaron similar and is determined by the
variation of the polarization energy of molecules surrounding the conduction
electron. These interactions have been studied in the literature [12,[13,[14]. But
we have considered these two interactions for the first time together in Q1D crys-
tals. This is important because under certain conditions the interference between
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these interactions can take place. As a result, these two interactions compensate
each other significantly for a strip of states in the conduction band. This leads
to the fact that the relaxation time as function of carrier energy has a maximum
for these states, which may be rather sharp.

In this paper we analyse the solution of kinetic integral equation for the dis-
tribution function of carriers under the application of an electrical field and
calculate numerically the transport integrals, which contain a function with two
singularities. For a particular case of parameters, when an approximate analyti-
cal calculation is possible, the precision of this calculation is compared with that
of numerical calculation.

2 Basic Equations

We will consider a simplified 1D crystal model the linear chains of which are
described by the Hamiltonian [6,[7]:

H=> e(k)afar+ Y hweb by + > A(k,q) afarg (bg+b",) + Him, (1)
k q k,q

where the notations are the same as in [7]. In () the first term is the energy
operator of electrons, the second term is the energy operator of acoustical vibra-
tions (described by phonons), the third term is the operator of electron-phonon
interaction, and the last term describes the scattering on impurity, k£ and ¢ are
the projections along the chain direction of the quasi-wave vectors of an electron
and a longitudinal acoustic phonon, a; and a',: are the creation and annihilation
operators of an electron in the states with the wave vector projection k£ and en-
ergy ¢ (k) = 2w (1 — coska), by and b are the respective operators for phonons
with the frequency w, = 2vsa=! [singa/2|, A (k,q) is the matrix element of the
electron-phonon interaction

A (k,q) = 2ih'/?w’ (2N1Mw,) Y2 [sinka — sin(k — ¢,a) + ysinga] . (2)

Here M is the molecule mass, V7 is the number of molecules in the basic region
of the chain, w’ is the derivative with respect to the intermolecular distance of
the transfer integral (or transfer energy) w for an electron between the nearest
molecules along the chains, vy and a are the sound velocity and the lattice con-
stant along the chains. In order to obtain the Hamiltonian of the 1D crystal, we
need to sum up equation ([IJ) on all chains in the basic region of the crystal. The
Hamiltonian (J) takes into account simultaneously two main electron-phonon
interaction mechanisms mentioned above. The parameter v in (2

v = 26200 /a’w (3)

has the meaning of the ratio of amplitudes of these two interactions, e is the
electron charge, g is the average polarizability of the molecule.
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3 Kinetic Equation

Let us now calculate the electrical conductivity ¢ in a weak static electrical
field directed along chains. Applying the method of two particle quantum Green
functions [I5,[16] we obtain

7= koTV Z Gk Ko @
where
Gy = lim << ajar|a)ay >>i (5)
’ e—0t

is the Fourier transformation of two-particle retarded Green function, v (k) =
2h lawsin ka is the velocity of the electron, kg is the Boltzmann constant, T
is the temperature, and V is the volume of the crystal, V' = LyiLoL3 (L1, Lo,
and L3 are the basic lengths of the crystal along the chains and in transversal
directions). It is convenient to introduce a new Green function G (k)

G (k) =i (LaLs) ™" S 0(k )G (6)

k'

Then for conductivity ¢ we will have

= v (G (k). (7)
k

For the Green function G (k) it is possible to write the first two equations of
the infinite chain of equations and to decouple the chain in order to express the
three-particle Green function through the two-particle one. For the degenerate
carriers the scattering processes can be considered elastic up to temperatures
of the order of 1K, and we obtain for G (k) an integral equation of the kinetic
equation type

(wbe) "o (k) nf (1= nf) =Y WisqhG (k) = WinroG (k+ )], (8)
I 7/a
Z S 2—; / ...dg,
q —m/a

%}w@m)—s(’f)h (9)

where Wiy 4.1 is the transition probability of electron from the state & to k + g,
nj, and N are equilibrium distribution functions for electrons and phonons. I
and d characterize the effective height and width of the impurity potential, n;,,
is the linear impurity concentration. The é-function from (@), which expresses
the energy conservation law in the scattering process of electron, allows to solve
exactly equation (§). Really

2m
Wk+q,k = E |:A(k +4q, Q)‘Q (]‘ +2N3) +
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N1/2
6[5(k+q)—5(k)}:m 6(q)+26<q+2ki%7n) . (10)

The first term on the right-hand side of (I0) does not satisfy equation (g]).
Only the term with n = 0, which corresponds to normal scattering processes
with ¢ = =2k, —7/a < ¢ < 7/a, —7/2a < k < 7/2a, and with n = 1, which
corresponds to umklapp processes with ¢ = —2k + 27/a, —7/a < k < —7/2a,
7/2a < k < mw/a give contributions to (§). So as G (k) is an odd function of k,
we have G (k+ q) = G (—k) = —G (k). Then the kinetic equation () is solved
exactly, and we obtain

G (k) = (mbe)~'nf (1= ng) v (k) /M (k). (11)
Here M (k) has the meaning of mass-operator of Green’s function G (k)

4w,2a2k0T0

M (k) =
(k) hMv? |w| |sin ka|

sTh
[ |sin ka| coth (— sin ka) (1+~cos ka)2 + D2

T
(12)
where parameter D? takes into account the carriers scattering on impurities

D2 = g I2d? Mv?/ (4a3k0T0w’2) (13)

and s = hv,/ (akoTy), To = 300K.

4 Electrical Conductivity

After introducing ([IIl) and (I2) in (@), we obtain for electrical conductivity

T

o00To / sin® k ny (1 — ng) dk (14)
Os,p — )
3 T {ssinkcoth (L sin k) (1:|:7cosk)2+D(2)]
oo = 262z jw|® Mv?/ (Whabcw,ngT(?) , (15)

where the upper sign in the denominator of ([4) is for an s-type band (w > 0),
the lower is for a p-type band (w < 0), v means absolute value and z is the
number of chains through the transversal section of the elementary cell. It is
more convenient to pass to another variable ¢ = 1 — cos k, where ¢ is the carrier
energy in unities of 2w. Then, we obtain

2
B O'()T()/ e(2—¢)de
AT ) 2—¢ coth("‘T0 5(2—5)) (75—7:F1)2+D(2)}

(16)

X
cosh? [( — 5F) w/koT)’

where e is the dimensionless Fermi energy (in units of 2w).
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Depending on physical parameters the integrand has two singularities: the first
comes from T~ cosh™? [(e — er) w/koT], which for e > 2koTp/w is very close to
6-function, (2kg/w) é (¢ — er), especially at low temperatures, the second comes
from the Lorentzian, which has a very sharp maximum at e = ey = (y £1) /v,
when v > 1 and Dy < 1. If the first maximum is more pronounced and Dy is
not very small, applying the é-function approximation, we obtain

JokoTo Er (2—€F)

20 5 /ep (2—cp)coth (% ep (2 — ap)> V2 (ep —e3?)? + D2

(17)
Let us consider a crystal with parameters close to those of s-type TCNQ chains
in the tetrathiofulvalene-tertracyanoquinodimethane (TTF-TCNQ) crystal [13]:
M = 3.5 x 10°m, (me is the electron mass), w = 0.125¢V, w = 0.2eVA~!,
vy = 10°cm/s, a = 12.3A, b = 3.82A, ¢ = 1847A, 2 = 2, s = 0.066, 0p =
5.1 x 103Q tem™!. If v = 5, e = 1 (half filled band) and Dy = 1, then from
([I@) follows that o5 = 265Q tem~! at 7' = 300K. Numerical calculation with
Mathematica-5 gives 26922 'cm™!, a very close result. If Dy = 107!, (1) and
([@8) give o5 = 48102 tem~! and 3.4 x 103Q~Lem ™1, respectively. For Dy = 1072
we have from ([I7) o, = 529Q 'cm~! and from the precise expression (L8]
os = 3.4 x 10*Q tem~!. Thus, the approximate expression ([7) is valid only
when the Lorentzian from (If) is a rather smooth function. Otherwise it is
necessary to calculate (I8 numerically.

If the second maximum from the Lorentzian in () is more pronounced
(Dg < 1, v > 1), it is possible to decompose the Lorentzian in series after
Dy. The first term corresponds to the replacement of Lorentzian by é-function
of (e —ey”), and we obtain

Os,p =

ooTh med (2 —€))
s = 1/2
Dy {5«/58 (2 — &§) coth (% g5 (2 —ES))}
1
X (18)

cosh® (g8 — er) w/koT]

For Do =103, v =5 (¢§ = 1.2) and ep = 0.2, from (18], at T = 300K, follows
s = 2050 lem™! and from (@) o = 2162 tem™!, a very close result. If Dy
is diminished up to 10~* (extra pure crystals), we obtain from (I8) and (I6),
respectively, 2.05 x 102Q " 'em ™! and 2.06 x 103Q~tecm ™!, really the same result.
Such small values for Dy are necessary in ({I8]) because in this case both maxi-
mums in the integrand from (6] are situated far one from the other, decrease
quickly, and considerably suppress each other. If ep is increased up to ep = 1,
[8) and ([8) give the same result already at Dy = 1073,

In the case of p-type band, so as the maximums can be disposed close to each
other, (I6) and (1) give practically the same result even at Dy = 1072,

However, when Mathematica-5 is applied directly to calculate (IG]) as a func-
tion of T for Dy smaller than 1073, a notification appears that the integration is
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not convergent. Really, for some parameters the integrand in (I6]) has two pro-
nounced singularities (see Figlll). In order to overcome this difficulty, we have
devided the region of integration in three parts: from zero to the first maximum,
from the first maximum to the second one, and from the second maximum to the
upper limit. Then the notification of non-convergency did not appear any more.
In order to verify the achieved precision, a special program in Fortran has been
developed, which calculates the contribution to the integral of each maximum
and of the remaining regions separately. It was confirmed that Mathematica-5
ensures good precision in these cases.

6x10°
9x10° a) 0)
©
= 4x10°
A 6x10°
T
S:: 3
gleos | 2x10°t
: b /M
’ 0 . . L . 0 . > k .
00 05 10 15 20 00 05 10 15 20
3x10° 15x%10°
c) d)
G 3 5
= 2x10 1 1.0x10°f
A
T
G 3 4
glxlo {1 5.0x10%f
8
e {
0 ‘ ‘ ‘ 00 ‘ ‘ ‘
00 05 10 15 20 00 05 10 15 20
energyy energy

Fig. 1. The integrand in (6] for parameters of s-type TCNQ chains from the text and
er =08, 7 =5, Dy = 1072, T: a)300K; b)120K; c)100K; d)10K.

A special case arises when the high maximums are very close to each other, or
even coincide. The integrand in (I6) now represents the product of two almost 8-
functions. Mathematica-5 has managed this case too. Some results are presented
in Figs. 2l and Bl

5 Conclusions

For quasi-one-dimensional organic crystals the kinetic equation is solved exactly,
and the electrical conductivity is expressed as an ordinary integral named trans-
port integral. The unusual situation is that for certain parameters the integrand
expression has two singularities. When Mathematica-5 is directly applied, a no-
tification appears that the calculation is not convergent. In order to exclude this
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Fig. 2. The ratio of electrical conductivity o,(T") to 0,(300) as a function of temper-
ature 7" for parameters from the text. ep = 0.325, v = 1.5.
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Fig. 3. The same as in Fig. @l for er = 0.31 and different v and Dg

difficulty, the domain of integration was divided into three parts: from initial po-
sition up to first singularity point, from this point up to the second singularity
point, and from the second singularity point to the final limit. The results were
verified by another program in Fortran developed to calculate the contributions
to integral of singularity regions and of remaining regions separately. Thus, the
needed precision of calculation with Mathematica-5 was confirmed. In particular
cases approximate analytic expressions for electrical conductivity were obtained,
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the criteria of application were established, and their precision was verified by
Mathematica-5. Even when the singularities of integrand are very close to each
other or coincide, the numerical integration with Mathematica-5 can ensure the
needed precision, if it is applied proficiently. This conclusion was verified by
calculations with above mentioned additional program in Fortran.
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Abstract. Automatic generation of smooth, non-overlapping meshes on
arbitrary regions is the well-known problem. Considered as optimization
task the problem may be reduced to finding a minimizer of the weighted
combination of so-called length, area, and orthogonality functionals. Un-
fortunately, it has been shown that on the one hand, certain weights
of the individual functionals do not admit the unique optimizer on cer-
tain geometric domains. On the other hand, some combinations of these
functionals lead to the lack of ellipticity of corresponding Euler-Lagrange
equations, and finding the optimal grid becomes computationally too ex-
pensive for practical applications. Choosing the right functional for the
particular geometric domain of interest may improve the grid generation
very much, but choosing the functional parameters is usually done in the
trial and error way and depends very much on the geometric domain.
This makes the automatic and robust grid generation impossible. Thus,
in the present paper we consider the way to compute certain approxi-
mations of minimizer of grid functionals independently of the particular
domain. Namely, we are looking for the approximation of the minimizer
of the individual grid functionals in the local sense. This means the func-
tional has to be satisfied on the possible largest parts of the domain. In
particular, we shall show that the so called method of envelopes, other-
wise called the method of rolling circle, that has been proposed in our
previous paper, guarantees the optimality with respect to the area and
orthogonality functionals in this local sense. In the global sense, the grids
computed with the aid of envelopes, can be considered as approximations
of the optimal solution. We will give the comparison of the method of
envelopes with well established Winslow generator by presenting compu-
tational results on selected domains with different mesh size.

1 DMotivation and Introduction

Advanced computer technologies and parallel architectures allow one to solve
time dependent problems with 10° and more unknowns on rectangular regions in
realistic time using hierarchical and adaptive approaches [2[§]. In order to handle
problems of such order of computational complexity on arbitrary regions and,
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in particular, with moving boundaries, we are interested to have efficient grid
generation techniques, which would support hierarchical approach to computing
and provide the possibility of adaptive mesh refinement as well as remeshing,
due to the changes of boundaries, with minimal computational costs.

The problem of grid generation on an arbitrary region §2 in the (z,y) plane
can be solved by giving a map x(&,7),y(£,n) from the unit square in the plane
(&,m) onto the 2. By choosing a uniform grid (§,n;) in the unit square, the
map z(&,1;),y(&, 1) would transform the grid (§;,7;) to the region of interest.
The required map may be computed in a number of ways. The variational grid
generation is one of the most established approaches for this purpose, due to high
quality of resulting grids. It provides the possibility to control the grid properties
by choosing appropriate grid functionals to be minimized. The basic functionals
are Length (I1), Area (I4), and Orthogonality (Ip) functionals, which can be
written in the form (see [6]):

Rea9) =172 [ [(o6 + e+ + 0,25 0
Ix(z,y) =1/2 //(3%29712 +yelx,® — 2 wexyyeyn)ds dn; (2)
Io(x,y)::1/2(/)Qlexnz4-21%1my5yn4-y52yn2)d§dn- (3)

The map z(&,7n), y(£,n) minimizing each of above functionals can be found by
by solving corresponding Euler-Lagrange equations, which can be written in
general form

Tiaxge + ToXen + To0%y 0 + S =0,

where 7; ; are 2 x 2 matrices and S is a 2 x 1 vector. The terms in 7; ; and S
depend on the particular functional and are nonlinear in the case of Area and
Orthogonality Functionals. In the case of the Length functional Iy, T; ; can be
shown to be constant, and the Euler—Lagrange equations reduce to the simplest
one:

Tee + apy =0, Ye,e + Yny = 0.

Minimizing I7, by solving above equations leads to smooth grids. However, the
intersections of grid lines may occur (Fig. 1). The folding of resulting grids
by using the Length functional is inadmissible for practical applications. The
Area functional leads to the following Euler-Lagrange equations, which produce
unfolded but, unfortunately, nonsmooth grids:

2 2
Teeln” + YnTeYe,n— Yn¥e,eTn— 2YnYelen— YeLelnm T YelenTn + Ye Tny = 0,

2 2
—TyTeeYn— 2TnTeYen + Ye,eTn” + Tn¥elen + Telemln + T Yny— TeYelny = 0.
As described in [6], the further shortcoming of this method is that available

numerical procedures for solving the above equations do not converge for cer-
tain domains. The Orthogonality functional produces orthogonal and sufficiently
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Fig. 1. Grid generation by minimizing the Length functional (top), and by minimizing
the Winslow functional (bottom)

smooth grids on many domains, however, fails to converge in certain cases. Euler-
Lagrange equations for the Orthogonality functional are:

x&fIWZ + A xnTexen + TpYe,cYn + TnYeYen + 2 TenYeyn + xEQInm + TeYenYn

+reyeyny =0,

YnTe eTy + YnTeZen + yE,EQWQ + 4 ynyeYen + 2YenTetny + Yele Ty + Yelelny
2 _

+Ye“Yny = 0.

In order to obtain smooth, orthogonal, and unfolded grids, the weighted combi-
nation of Length, Area, and Orthogonality functionals may be used:

I(z,y) = wala(z,y) + wrlL(z,y) + wolr(z,y) (4)

In particular, Area-Length combination overcomes the limitation of individual
functionals because of avoiding grid folding produced by Length functional and
producing smooth grids in contrast to the Area functional. However, the corre-
sponding equations do not admit the continuous solution on many practically
important domains like airfoil, backstep, and ”C”-domains (see [6]). In order to
preserve the advantages of the Length functional and avoid the grid foldings the
famous Winslow grid generator has been proposed. The Winslow functional

2 2 2 2
_|_
Iw(x,y)z// Tn T T e ~de dn
(zeyn — Tnye) (Teyn — Tnye)
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leads to equations:
(e + ) we e — 2 (wewy + yeyn) Ten + (26” + 2,%) 9y = 0,
(ze® +un”) ve.e — 2 (zexn + Yeyn) Yem + (ze® + 247) Yy = 0.

The Winslow generator inherits the grid smoothness from the Length functional
and tends to produce smooth non-folded grids (see Fig. 1). However, the lack
of orthogonality may lead, for example, to high truncation errors by using the
Winslow grids for numerical solution of PDE’s. Further modifications of the pre-
sented functionals may be found in the literature (see [6]), which tend to produce
good meshes in certain cases and fail to admit the solution in other cases. Choos-
ing the right functional for a certain geometric domain, or, in particular, choosing
optimal weights in (@) may improve the resulting grids significantly. The optimal
choosing, however, depends on the particular domain very much and is usually
performed in the trial-and-error way. All this makes the automatic and robust
grid generation impossible. Thus, in the present paper we study the possibility
of overcoming this difficulty by considering a domain independent approach for
the approximation of the minimizers of grid functional in the local sense. This
means, we are interested in satisfying the corresponding Euler—Lagrange equa-
tions on the possible large part of the domain. We admit the discontinuities in
the resulting mapping x(£,7),y(&,n) between certain parts of the geometric do-
main and study the approximation of the minimizers of functionals (1) — (3) in
discrete form, which will be derived in Section 2. In Section 3 we shall describe
the method of envelopes, or, otherwise called the method of rolling circle, and
show the quality of the approximation of the discrete optimization problem. Sec-
tion 4 is devoted to the comparison of computational performance of the method
of rolling circle with Winslow grid generators.

2 Variational Grid Generation: Discrete Optimization
Formulation

In order to admit discontinuous mappings from the unit square onto the ge-
ometric region of interest we formulate the Area, Length, and Orthogonality
conditions in the discrete sense. We consider the discretized map x(, j),y(, j)
from uniform grid in the unit square onto the arbitrary region in the (x, y) plane.
As can be seen in Fig. 2] the square of the length of two grid segments (hori-
zontal and vertical) intersecting in the common grid vertex (i, j) is given by the
following polynomial:

Lijitg-1= (@5 = 2i15) "+ Wig = Yim15) + (@i — 2ijo1) (Wi — vig-1)"
Summation over the grid vertices leads to the discrete form of the Length
functional:

N

I (21,1, 91,1, - TN, N, YN, N) = Z (zij — $i71,j)2 + (Yi,j — yifl,j)Q +
=

2 2
(Tij —2ij-1)" + Yij — Yij—1)" -
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Fig. 2. Grid discrete function

The orthogonality condition between two intersecting line segments can be ex-
pressed in a similar way as polynomial by using scalar product of vectors (z;41,;—

i Vit — Yig) and (Tiji1 — Tij Yigr1 = Yig):
2
Oigivigrt = ((@iv1y — i) (@it — 2ig) + Wirrs — Yig) Wige1 — Yig))™
The orthogonality condition for four angles in each cell becomes:
053” = O jit1,j41 + Oit1ji—1+1 + Oit1,j+1,i-15—1 + Oi j+1,i+1,j—1-
Summation over all cells then leads to the discrete orthogonality functional:
N-1
_ cell
Io(x1,1, Y11, o 2NN, YN N) = Y OFF
i,j=1
The squared grid cell area can be expressed as follows
1
AT = (= @iy — @ij—1) Wig—1 — Yirrj—1) + (Tij—1 — Tig1,5-1) Wiy — Yij—1)
2
+ (@it — i) Wit -1 — Yirrg) — @ir1i-1 — Tigj) Wit — Yig))™-

Finally, the Area functional is given as

N-1

cell

Ia(z11,91,15 - NN, YN,N) = E AFG
ij=1

Similarly to the Euler—Lagrange equations for the continuous Area, Length, and
Orthogonality functionals, we obtain the system of 2N? algebraic equations
necessary for the function I(z11,¥1.1,.-.,2ZN,n~,Yn,~N) to reach a minimum in
(T1,1,Y1,15 -+, TN,N, YN, N):

oI o1

Bor =0. (5)

ayi,j B
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Similarly to the continuous case, equations (B]) for the Length functional I, are
linear

8332'73' — 2%‘1_17]‘ — 2.731‘7]‘_1 — 2.731‘4_17]‘ — 2.731‘7]‘4_1 = 07
8Yij = 2Yi-15 = 2¥ij—1 — 2Yit1j = 2Yij+1 =0

and equations (B]) for T4 and Ip are cubic and are similar to the corresponding
discretized Euler—Lagrange equations.

Please note, in our approach we do not optimize the meshing with respect
to conditions () directly. It can be shown that existing global optimization
approaches like branch and bound strategy, would become computationally too
expensive, especially in the case when mesh size decreases. Instead of applying
computationally expensive direct optimization techniques, we use the method of
envelopes, which has been introduced in [4] and will be described in Section 3.
We will, namely, show that this method leads to satisfaction of (@) on the most
part of the region for the Length, Area, and Orthogonality functionals.

3 Approximation of Grid Functionals by the Method of
Envelopes

In the present section, we describe the so-called method of rolling circle that has
been introduced in [4]. We shall show that this method produces nearly optimal
grids in the sense that equations (5)) are satisfied locally. Let the region 2 C R?
be bounded by the roots of polynomials f;(z,y). The so-called Tarski formula
describing the set of points, which belong to this region can be written as follows:

We propose to calculate the lines of the curvilinear grid in the following way.
We contact a circle C(z,y) = 22 + y? — r? = 0 with {2 and move C along the
boundary of {2 keeping them in contact. The motion of a circle can be produced
by shifting it by zg, yo units:

C(x — 0,y —yo) = 0.

The circle moving along some boundary curve f;(z,y) = 0 describes a curve
gi(z,y) = 0 called envelope (Fig. ). More precisely, the envelope in our case
is a curve, whose tangent at each point coincides with the tangent of a moving
circle at each time of its motion. In our grid generation approach the envelopes
correspond to grid lines parallel to the boundary (Fig. [ left at the top). As will
be shown in Section 3.2, connecting the intersection points of the circle C' and
envelope g; on the one hand and the circle C' and boundary f; on the other hand
produces the line segment which is orthogonal to both curves (Fig. [ right at
the top) and satisfies (0) for Length, Area and Orthogonality Functionals.

The contact of C' and f; can be expressed in terms of common roots of bound-
ing polynomials. The envelope g; corresponds also to such shifts xg,yg of C,
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Fig. 3. Calculating of envelopes by quantifier elimination

where polynomials f; and C' have common roots and coinciding tangents. This
can be formalized using polynomial equations as follows:

h: {(zo0,y0)|Fz,y : f(z, y)—OAC(x—xo,y Yo) = OA
Of(’ﬂ y) 0C(z—x0,y,0) + f(z,y) 0C(x—20,y,0 0}
oy dy oz

Alternatively, if the boundary curve f(x,y) = 0 is given parametrically (z =
x(t),y = y(t)), the envelope may be defined by (see [1]):

h: (2o, yo) 3t = C(x(t) — zo,y(t) — wo, 1) =07 2C(a(t) = 20, y(t) — yo.7) = 0.

ot

Eliminating 3-quantifiers with existing methods described below produces the
point set, which corresponds to the envelope ¢ (Fig.B). After h(x,y) is calculated
for different values of radius r of the circle, the grid points distributed along
them should be connected with those of f(x,y) in such a way the resulting grid
satisfies equations (5) for the Length, Area, and Orthogonality functionals on
the possible large part of the region. This construction will be presented in the
next Section after introducing the method to calculate h(z,y).

3.1 Elimination of Variables Using Resultants

In this section we shall describe how the well known approach to the elimination
of variables from the following first-order formulas (so-called existential first-
order theory over the reals) with the aid of resultants can be used to calculate
the grid lines parallel to the boundaries. Assume the geometric region is bounded
by N parametric curves [z(;(t), y¢;)(t)],t € [0, 1] of degree deg < M:

zoy(t) = XM alVE, yay(6) = S oM,

zon(t) = S, oMt yon(t) = S, bV
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The envelope described by a circle rolling along parametric curves (@) can be
described with the following formula:

N
0
3t = \/ Clag () —2e, yo) () —ye, 1) = A5, Ol () —2e, y(o) (1) —ye, ) = 0, (7)
=1

where C' is the circle equation with indeterminate radius r and center position
Te,ye on the curve (z()(t),y?(t)). Given a polynomial f(x) of degree n with
roots a; and a polynomial g(x) of degree m with roots [3;, the resultant is defined
by

p(f:9) = [ (i = 8y).
0.

p(f,g) vanishes iff Ja : f(a) = 0Ag(a) = 0. The resultant can be computed as the
determinant of the so-called Sylvester Matrix [3]. In the multivariate case, the
computation of resultant can be reduced to the univariate one by considering the
polynomials f, g € K[z, ..., 2] as univariate polynomials in K[z ] with unknown
coefficients in Kza, ..., zx] ( denoted by K(za,...,zx)[z1]). In the following we
call the resultant of f,g € K(x1, ..., ®i—1, Tit1, .., TN)[Z:] as resg, (f, 9).

In order to eliminate ¢ from (7)) and find the envelope h of the circle and the
curve (z(t),y(t)) we may calculate

h($0, Yo, 7’) =TESst <C(.’E(t) — Zo, y(t) — Yo, 7’), %C(Z’(t) — Zo, y(t) — Yo, 7’))

(8)
In this way the first family of grid lines, namely parallel to the boundary, can
be calculated in analytic form. A Maple calculation shows that the resultant for
the envelope to the curve (z(t), y(¢t)) with indeterminate coefficients has already
2599 terms even if the degree of the original curve is equal to 2. This makes
direct computation with resulting envelopes impossible. Bellow we shall describe
the way how to avoid such computations for by the generation of grid lines
perpendicular to the envelopes.

In order to generate the second family of grid lines, which are perpendicular
to the first family, we discretize each of the curves (B)) with step size At = ﬁ
and obtain a number of points p; = (z;,y;),J = 1..M. This can be done with
symbolic M by substitution of ¢ = %7]’ =1,...,N in (1). We place the circle
center in each p; and compute the intersection of C(x—x;,y—y;) with h(z, y, 7).
Let us denote the common roots of the both polynomials as V(C(z — z;,y —
yj), h(z,y,7)). Thus, the second family of grid lines v(j,r) perpendicular to
h(z,y,r) = 0 can be obtained by computing

U(jvr) :V(C(m—mj,y—yj),h(a:,ym)). (9)

Since h(z,y,r) is a large symbolic expression, as mentioned previously, comput-
ing (9) in a direct way by elimination of variables using resultants becomes a
very expensive task.
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GenVertex(zi, yi, j, )
(* The procedure computes grid vertex corresponding to the boundary curve
[2i(5),y:(J)] using the circle of radius r*)

(*generate new grid vertex™®)

dy;
g (s T3t lei(i/N)
xz‘ <_xl(]/]\/v)_ dag |2 - dz; 2 )
\/ 12, G/t a1z, 6/m)
v . "z |y G/N) .
v —yi(G/N) + S— ;

i|2 JrJL(7/ )‘
dt y; (5/N) dt y; (5/N)

return 9[:Z ) y2

Fig. 4. Calculating the grid vertex corresponding to the given boundary curve and
radius of the circle according to the Proposition 1

Therefore, we use the following simple result, which gives the intersection of a
circle with middle point (x;,y;) € [x(t),y(¢)] and radius r and h(z,y,r) given

by @)):

Proposition 1. Let h(z,y,r) be envelope of a family of circles C(x — z(t),y —
y(t),r) with radius v given by [8). Then for any t; € R the following is satisfied:

V(C(x —z(ty),y —y(t;),r), h(z,y, 7)) =

Tdt|t chll—ﬂtj
) t;
dy 2 dx 2 y( ]):F \/(d_x| )2_’_(d_x‘ )2
(EM) + (%) dt 1t dt It

Proof. According to ®) V(C(zx—=z(t;),y—y(t;)), h(z,y,r)) = V(C(z—z(t),y —
y(t),r), %C(m —z(t),y — y(t),r)) for some ¢. Note that

l‘(t]‘) +

0 _0Cdx 0C dy dx
570l —a(t).y = (t)) = G- + G- = —2(a—alt) G ~200—v(0) G-

This means that all solutions of V(C(x — x(t;),y — y(t;),r), h(z,y,7)) lie on a
line z42|, + ydt Y0, —x(ty) L), — y(t j)E|tj = 0 independently of r. Thus, we
are interested to find the intersections of circle C(x — x;,y — y;, ) and this line
going through the middle point of C'. Using a bit of elementary mathematics we
obtain the statement of this proposition. &

Now we are able to find the points (zp,yn) on envelope h(z,y,r), which cor-
respond to the particular position (zp,ys) of a circle on the boundary of the
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Fig. 5. Grid generation by the method of rolling circle: 1) calculating the first family
of grid lines parallel to the boundary; 2) calculating grid lines orthogonal to the first
family; 3) connecting "hanging” grid vertices

region. For example, when the bounding curve (1) is of degree 3 with unknown
coefficients a, ..., a4, b1, ..., by we obtain using Proposition 1:

Ty = a1 + azt; + a3tj2 + a4t]~3,
Yb = by + bat; + bst;? + bat 3,

Ty, = a1+ agt]‘ -+ a3tj2+ a4t]~3—|—

T(b2+2 bgt]‘+3 b4t?) 10)
\/b22+4 b2b3tj+4 bgztj2+a22+4 a2a3tj+4 a32tj2 ’
r(a2+2 ast; +3 a4t?)

= by + bat; + bst;* + bat;® — :
Yn 1 + 2% + 3% + 4% \/b22+4b2b3t]‘+4b32tj2+ﬂ.22+4a2a3t]‘+4D.32t]‘2

Using ([I0) we are able to calculate the spatial positions of the individual
grid nodes lying on envelopes dependent on the distance r from the boundary
(r is a radius of the circle, which produces corresponding envelope). Because of
Proposition 2 (see below) the line segments induced by the calculated nodes are
orthogonal. For example, the vertices of the grid shown in Figs. 5 and 6 have
been generated in this way.

So far we have considered successive generation of grid cells starting from an
individual boundary curve by computing two families of grid lines: perpendicular
and parallel to this curve. Since the given region is bounded by several trimmed
curves, it is convenient to provide a method guaranteeing that the edges of grid
cells generated for individual curves do not intersect or even coincide in their
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GenGrid(x1, ..., Tn, Y1, ooy Yn)
(* The procedure computes grid vertices for the region with a boundary given
by parametric polynomials [x;(t), y:(¢)]*)

(*preprocessing: calculating envelopes *)

for i from 1 to n do

(*calculating the envelopes with distance r from boundary*)

hi(xvyv T) = T@St(C(a‘J - in(t),y - yi(t),r),%C(x - xi(t)7y - yi(t)7r))
od:

(*calculating grid vertices*)

nodes «— Empty;

for r from 1 to m; i from 1 to n; j from 1 to N do
(*generate new grid vertex™®)

(:cg"r,yg'”) — GenVertex(xi, i, j, )

(* check the intersection with already generated grid edges using equa-
tion of envelopes and append the new vertex to the list nodes™)

if hy(2)",y)") <0 for all k # i then nodes — (z2",y)"");

od:

return nodes;

Fig. 6. Grid generation algorithm: Calculating the grid vertices. The generated vertices
may use the algorithm shown in Fig. 7.

nodes. As can easily be seen by considering, for example, Fig. 5, a certain initial
distribution of points (xp, yp) on boundary curves could produce the coincidence
of the grid nodes generated by (I0) separately for each curve. However, the
calculation of the boundary point distribution is computationally very expensive
because of involving the solution of nonlinear equations like (I0)). With regard
to needed CPU time this computational task can be compared with solving
equations (5) themselves, which we are looking to approximate. Thus, instead of
calculating the initial distribution of boundary points, we start with any given
distribution. Because of possible intersection of grid edges generated by (I0) in
the case of arbitrary boundary points distribution, we check at each step of our
algorithm the intersection. Please note, we do not need to check intersection
with already calculated grid edges. Instead of it we may use the equations of the
envelopes by substituting the coordinates of grid nodes (25, yn) calculated using
(@) in the equations h;(z,y) = 0. Depending on the sign of h;(xp,yp) the new
generated grid edge intersects already generated edges or does not intersect. In
this way the grid vertices shown in Fig. 5 on the top, right are produced. The
description of this part of the algorithm is given in Figs. @] and [6 The arising
“hanging” nodes are eliminated by connecting them to the closest nodes using
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Fig. 7. Grids with different mesh size

the algorithm shown in Fig. [@l The resulting grid is depicted in Fig. 5, at the
bottom.

As can be seen the grid edges induced by grid vertices generated by the algorithm
shown in Figs. [, [6, and [ are orthogonal to the boundary curves since the grid
vertices lye on the normals to the boundary curves (Proposition 1). In the same
way it can easily be shown that most grid edges induced by (I{) are orthogonal
to all the envelopes:

Proposition 2. Let h(x,y,r) be envelope of a family of circles C(x — z(t),y —
y(t),r) with radius v given by (8). Then for any t; € R the line segment given
by P, P> € R?, where P = (z(t;),y(t;)) and Py lies on the envelope h(z,y,T)
and is given by

d
Td_ﬂtj

2
\/(%M) + (%‘%‘)2

and intersects h(x,y,r) orthogonally.

Tili_fﬂtj

€T 2 €T 2
V(&) + (%1,

Py = | z(t;) + syt F

Proof. By the result of Proposition 1 the envelope h(z,y,r) = 0 may be param-
eterized by

Yt n T
Xr — Y .
Va2 +y? Va2 +y?
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Fig. 8. Grids generated by rolling a circle along one boundary curve (left) and along
two boundary curves (right)

Differentiation yields the tangent vector t; to the envelope:

2 2
th = (2, — TYt,t 11/2 rye (2w, + 31//;,%,&7
\/xt2+yt2 (ze? + ye?)
Tt rxe (24Tt + 2YtyYe,t)
Yot —m—— — 1/2 5 2\3/2 )
VTt + Yt (242 + ye?)

Then the inner product of vectors P, — P; and tp is given by the following
expression. After reducing the expression to the common denominator, we obtain
the inner product to be equal to 0:

2 2 1
Y TYt,t Y rye (2xewe s + 31//;yz,t) e
V&2 + yi? (ze2 + ye2) \/th2+yt2
Tt TT (22Tt + 2YiYe,t) 1
tlwt+t—-1/ ez | T S
( V2 4y (242 +yt2)3/2 \/th + ye?
o T2ytyt,t sztzﬂftlﬂt,t T2yz3yz,t Tziﬂziﬂz,t

- xt2—|—yt2 (xt2+yz2)2 (th +yt2)2 42 _|_yt2
o T2$t3$t,t o T2$z2ytyt,t _
(x4 +yt2)2 (x4 +yt2)2

In this way, we have shown that grid edges generated by our algorithm are
orthogonal to boundary as well as to envelopes. &

3.2 Satisfaction of the Local Optimality Conditions

In the previous sections we have described the calculation of the grid nodes
starting from each boundary curve. The algorithm shown in Fig. [0l generates
grid nodes iteratively till no more grid nodes can be generated because of in-
tersections. As can be seen in Fig. 5, on the top, right, the hanging nodes are
produced. At the next step we connect the hanging nodes in such a way as
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ConnectVertices(x1, ..., Tn, Y1, .o Yn)
(* The procedure connects grid vertices computed by GenGrid *)

(*calculating intersections of envelopes, which correspond to the adjacent
boundary curves*)
for all i,j,r if adjacent(h;,h;) do
intersectionsli, j, r] < solve(hi(z,y,r) = 0, h;(x,y,r) = 0)
od:

line_segments «— Empty;

(*calculating grid line segments*)

(*connect grid vertices corresponding to the particular position on the boundary
curve and the radius of the circle*)

for all r,i,j do

(*calculating grid line segments parallel to the boundary: if both vertices could
be generated, then connect them*)

if (7757 4770, (207, yP") € nodes then

line_segments — [(x1 "7, y7 717, (227, y7T)]

(*if the left vertex could not be generated, then connect the right vertex to the
intersection of envelopes on the left hand side*)

if (z77 5", 477" ¢ nodes then

line_segments « [intersections[i,i — 1,7 + 1], (2", y)")]

(*if the right vertex could not be generated, then connect the left vertex to the
intersction of envelopes on the right hand side*)

if (#7",y?") ¢ nodes then

line_segments «— [intersections[i,i + 1,7 + 1], (5" yI~"")]

1 Ji

(*calculating grid line segments perpendicular to the boundary: if both vertices
could be generated, then connect them*)

if (77, yl"), (a7 yl ") € nodes then

line_segments « [(&]", y]"), («]" ",y )]

od:

(*if the top vertex could not be generated, then connect the bottom vertex to the
closest intersection point of envelopes*)

if (x7" T y?" ) ¢ nodes then

line_segments «— |find_closest_intersection(), (x2", y?")]

return line_segments;

Fig. 9. Grid generation algorithm: Connecting the grid vertices
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Fig. 10. Values of the Orthogonality Functional Io in dependence on the number of
mesh nodes for the Winslow Generator (dash-dot), the Length Generator (dot), and,
the method of envelopes (solid)

to obtain the valid meshing. In this section we shall consider our method with
respect to local minimization of Orthogonality and Length functionals. As has
been mentioned in the Introduction, we are interested in satisfying the corre-
sponding Euler-Lagrange equations locally. This means the following. Let us fix
the hanging nodes and consider above functionals for all the nodes in between.
First, consider the Orthogonality functional:

Proposition 3. The grid generated by

x(€,m) = x(€) £ ke S
& mn) =x(§) V(%gd_i(%) "
11(5777)—9(5)?%(%)2%%)2-

manimazes 1o.

Proof. Substituting () into each of Euler-Lagrange Equations for the Orthog-
onality functional Ip given by

%533712 + A xnTexen + TpYe,cYn + TnYeYe,n + 2 TenYeyn + xEanm + TeYenYn

+Teyeynn =0,

YnTe eTny + YnTeZen + y£,£y772 + 4 ynyeYen + 2YenTelny + YelenTy + Yelelny
2 _

+ye yYnn =0,

we obtain with the aid of Maple a large differential expression containing 27
terms. After reducing this expression to the common denominator we obtain the
expression equal to 0:

N Ye,e Ye we' e e nye Tete e
-8 2 23/2_2 2 22+2 2 2\5/2
(re? +ye?) (ze? + ye?) (w2 + ye?)
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o NYeecTe Ye p NYecte T | o, T Tee
(22 + ye2)*/ (e +ye2)™? @ + oy’

The FEuler-Lagrange equations for the Orthogonality functional are also
satisfied. &

In this way we have proved that grid calculated using our algorithm is locally
optimal with respect to the Orthogonality functional. In the global sense the
computational comparison for the Winslow generator and our method has been
performed and is shown in Fig.

10+
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Fig.11. Values of the Length Functional I7 in dependence on the number of mesh
nodes for the Winslow generator (dash-dot), the Length generator (dot), and, the
method of envelopes (solid)

80
704
60

50

7

500 1000 1500 2000 2500 3000 3500

Fig. 12. Values of the Length Functional I} in dependence on the number of mesh
nodes for the Winslow generator (dash-dot), the Length generator (dot), and, the
method of envelopes (solid)
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Furthermore, by the construction, the method does not produce grid foldings.
Since the meshing is required to cover the whole area of the domain, the method
is optimal with respect to the area. Let us consider the presented method with
respect to the Length functional. Let us write the Length functional as a sum of
two functionals I, = I} + 1 2 corresponding to grid edges, which are perpendic-
ular and parallel to the boundary:

ey =172 ([t dacan fiew =12 [[@de .
The following Proposition shows that our method optimizes 7.

Proposition 4. The grid generated by (I1l) minimizes I} .

Proof. The proof is similar to the proof of Proposition 3. Substituting (1) into
the Euler-Lagrange equations corresponding to I7 yields the statement of the
proposition. &

From the geometric point of view, the statement of Proposition 4 holds because
of the following reasons. Consider the fixed boundary point (z(¢;),y(¢;)). By
our construction (as shown in Proposition 1) increasing r produces grid nodes
(zn(4,7),yn(4,7)), which lie on the straight line perpendicular to the boundary
in (z(t;),y(t;)). Of course, a straight line produces the minimal length among
all the curves, which may connect the points (x4 (j,7),yn(j,7)). On the other
hand, the statement does not hold for I?, because the points (1, (j,7), yn(4,7))
by increasing j lie on the envelope, which is not the curve of minimal length
between these grid vertices, in contrast to the straight line. Our method allows
to minimize [ Z as well, namely, by appropriate changing of the radius of the
rolling circle in such a way as the points (z,(j,7), yn (4, 7)) lie on the straight line.
However, as can be easily seen from the presented considerations, minimizing I f
would destroy the orthogonality of grid edges. The computational comparsion
for our method, the Winslow generator, and the Length generator with respect
to I and IV is shown in Figs. [T and

4 Computational Experiments

In order to compare the presented method of envelopes with well-established
grid generation methods, we describe the numerical procedure implementing a
finite-difference method for solving the Euler-Lagrange equations corresponding
to the individual functionals. For this purpose we use the Alternating Direction
Implicit (ADI) method introduced in [7].

For instance, consider the Winslow grid generator, which is based on the
solution of the following system of nonlinear coupled PDE’s:

(3552 + yn2) Tee — 2 (Texy + Yeyn) Tep + (3752 + mnz) Tyn =0,
(3552 + yn2) Yee — 2 (TeTy + YeYn) Ve + (m52 + xnz) Ynp = 0.
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Fig. 13. CPU time versus the number of mesh nodes for the Length generator (dot)
and the method of envelopes (solid)
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Fig. 14. CPU time versus the number of mesh nodes for the Winslow generator (dash-
dot) and the method of envelopes (solid)

As described in [5], we use the following second-order approximation for the
partial derivatives of the function f(§,7):

(fe)ig = 1/2(fix1,5 — fi-1,5,

(fa)ig =1/2(fije1 — fij—1),  (fe)ig = (fixry —2fi5 + fi-1,5),
(fom)ig = (figr1 —2fi5 + fig—1),
(fne)ig = 1/4(fix1,541 — firr,5-1 — fim1j+1 + fic1,5-1) -

Let us introduce the following difference operators:
A fig = (@) + w)iy] (Fivag — 2fig + fim1) s
AR fig = (@7 + WP,] (figer — 2fi + fig1)
Ap e fig = =1/2 [(wexn)?; + (weyn)iy] (fivrjr — fivrj1— ficrgi+ ficr-1) -
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The superscript denotes the number of iterations. Then the ADI difference
scheme, which converges to the solution of Winslow equations using pseudo-time
steps 7, may be written as follows:

% Agij + Ag iy + Ayei s,
”1‘2?;.5;5% NPy + A2 By + ATl T
% A + A2t + Ayl
yzj()l% = A¢ yw +A€nym +A"y?j+1,

Using this scheme, for example, the grid in Fig. [l has been obtained. In Figs. [IT,
[T and[I2the values of the discrete Length and Orthogonality functionals, which
have been introduced in Section 2, are compared for the Winslow Generator and
our method of envelopes for different sizes of the mesh. We have used the region
shown in Fig. Bl The proposed method of envelopes proves to be efficient in
terms of the CPU time needed for its computer implementation. As shown in
Figs. I3 and [[4] increasing mesh size produces almost linear time growth in the
case of our method, whereas the CPU time for the Winslow generator tends to
grow much faster.

5 Conclusion

In the present paper we have presented a method of envelopes, called otherwise
the method of rolling circle, which allows us to obtain the tight approxima-
tion of optimal meshing on nonconvex regions. As has been shown, Area and
Orthogonality functionals, which have to be minimized in order to obtain op-
timal unfolded meshing are minimized by the method of envelopes in the local
sense. This means, the corresponding Euler-Lagrange equations are satisfied lo-
cally. For the split Length functional (in the sense of Proposition 4) one part
is completely minimized, and the value of another part depends on the curva-
ture of the boundary. Increasing curvature leads to the worse approximation
of the minimizer. Minimizing the second part of Length functional is also pos-
sible using our method. However, as can easily be derived from the presented
consideration, minimizing the second part of the split Length functional would
destroy the orthogonality. The obtained results show the tight approximation
of the minimizers of individual mesh functionals by the method of envelopes.
The main advantage of the method is its algorithmic simplicity and efficiency.
Furthermore, the method is domain independent and can be applied to domains
for which many classical iterative procedures do not converge, or require the
manual choosing of weights of individual functionals.
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Providing Modern Software Environments
to Computer Algebra Systems

Svetlana Cojocaru, Ludmila Malahova, and Alexander Colesnicov

Institute of Mathematics and Computer Science,
Academy of Sciences of Moldova, Chiginau

Abstract. Many computer algebra systems lack modern user-friendly
software environment. Poorly designed interface depreciates rich mathe-
matical ideas implemented in calculation engine. It obstructs extensive
usage of such systems because of requiring special knowledge and skills,
e.g., in programming, to use them. Another problem of computer algebra
systems is multitude of data formats and the implied difficulty in simul-
taneous usage of different systems. We discuss basics of and requirements
to interfaces for computer algebra systems and techniques of their imple-
mentation. Modern software engineering approaches permit to provide
a toolkit for semi-automated development of software environments for
computer algebra systems.

1 Introduction

We will strictly distinguish between the computational and interface aspects of
computer algebra (CA) systems. We suppose the existence of a program execut-
ing algebraic computations that we will refer to as an engine. Multitude of solved
problems makes investigators to create specialized CA engines in the cases when
general purpose systems are inefficient, or the necessary functionality is not pro-
vided even by commercial systems. As a rule, the creator of a specialized CA
system has not enough time, resources, and qualification to develop a software
environment for it. It is not unusual that rich mathematical ideas implemented
in a CA engine are enveloped in poorly designed interface. The absence of the
user-friendly standard software environment does not permit the extensive us-
age of such system. Another problem of CA engines is multitude of data formats
and the implied difficulty in communication between different engines at their
simultaneous usage.
The paper is organized as follows:

— General problems of interfaces to CA systems are discussed in Sec. 2l We
refer to several existing systems to illustrate our observations.

— Two CA systems, Bergman and Singular, and their interfaces are discussed
in Sec.

— We discuss and motivate desired features of interface to a computer algebra

system (CAS) in Sec. @

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 129-[T40] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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— The result of previous discussions finds its implementation during an INTAS

2

project “Interface Generating Toolkit for Symbolic Computation Systems”
(grant ref. 05 — 104 — 7553). We discuss this project in Sec.

Interfaces to Computer Algebra Systems

We divided all functionality of a CAS into two parts: the engine features (the
computations that the CAS can execute) and the interface features. It is obvious
that the latter are external relative to the former and are almost independent of
them.

Development of interfaces for CAS was and remains an object of long-time

investigations [I}2].

= L=

ot

The problem of CAS interface has the following aspects:

Interaction with text editors;

Graphics;

Interaction with numerical calculation systems;

Interaction between different CAS (including interaction through computer
networks);

Testing support;

Interaction with end users.

Investigations show that CAS interface development should solve the following

problems:

— 2-D representation of mathematical expressions,
— Editing of mathematical expressions that includes sub-expression manipula-

tion,

— Windows that model sheets of paper and combine texts, formulae, and graph-

ics,

— Processing and presentation of long expressions,
— Simultaneous use of several CASs, which implies the necessity to solve prob-

lems of data conversion, configuration management, and communication pro-
tocols,

— Satisfaction of special needs for teaching systems, (in particular, the possi-

bility to show intermediate results and explications of processes applied to
obtain them; elaboration of electronic manuals, and especially interactive
ones),

— Interface extensibility providing additions of new menus, new fragments of

on-line documentation, etc.,

— Guiding of the user during the whole period of his/her problem solving,
— The system should be self-explanatory; its operational mode should be un-

derstandable directly from the experience of interaction with the system,

— Control over problem formulation correctness and over information necessary

to solve it.
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The primary scope of an interface is creation of a comfortable environment
for a mathematician or another specialist that uses mathematical apparatus. It
would be preferable for these users to input data and to obtain mathematical
results in their natural 2-dimensional form. The linear form of input that can be
also used in this mode is faster but it imposes additional conventions to enter
powers, indices, fractions, etc., or uses additional characters. It is necessary also
to provide possibilities to edit expressions, integrate them with a usual text, and
obtain results in a form suitable for publication of an article (e.g., WTEX) or in
Internet (e.g., MathML).

The syntactic check of entered mathematical expressions and the spelling
check of accompanying text would be also desired features.

The following three categories of CAS can be identified:

1. Systems or packages that do not have a special interface,
2. Interfaces based on a (specialized) programming language,
3. Graphical interfaces.

This division is not strict: e.g., most systems with graphical interface possess
their own programming language also.

There are many systems that have command line interface only, e.g., Singu-
lar [9], Bergman [BL[AL5,6,[7], and Yacas [10].

Absence of graphical interfaces is compensated partially by integration in an
existing editor like Emacs or its derivatives (e.g., such are Macaulay [11] and
Singular), in Scientific Workplace, Scientific Word, or Scientific Notebook [12]
(e.g., Maple [13] and MuPAD [I4]). MuPAD has the interface to Java but their
approach is opposite to ours: MuPAD itself is regarding as the shell, and Java
programs are treated as applets or plug-ins expanding MuPAD. Services pro-
vided from these editors may be not too sophisticated but create much more
comfortable environment than operating in ASCII from the command line.

We can mention also specialized editors developed to serve as interfaces to
CASs. One such editor is TEXmacs by Joris van der Hoeven [I5]. It combines
elements of TEX and Emacs and was successfully applied for Macaulay 2, Re-
duce [16], MuPAD, Maxima [I7]. Another front-end product with graphical in-
terface is FrontMan [I§]. It offers a small but useful set of possibilities (syntactic
coloring of input information and results, export of sessions in HTML format,
integrated document visualization through a Web browser, multiple simultane-
ous sessions, safe transmission through the network using the SSH protocol). An
important fact is that these editors permit creation of user’s own style. It is a
kind of personalization created by a user.

Most of features mentioned above can be found in systems with graphical
interfaces. Examples of such systems are Derive [19], Mathematica [20], etc. In
general, most of these systems provide:

— Visualization of mathematical formulae in 2-dimensional format,
— Sub-expression manipulation,

— Separate windows for data input and results output,

— Separate windows for graphical operations,
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— Export of results in a printable format (RTF, PDF, BTEX, etc.)

— Comfortable navigation with on-line help,

— Integration with an existing or specially developed editor that facilitates
editing of mathematical texts,

— Demonstration of intermediate steps to explain processes of expression trans-
formation.

In addition, so-called “notebooks” [12] support operations over text, mathe-
matical formulae, and graphics. Most of them can be adapted to user’s prefer-
ences individualizing menus and toolbars, and assigning hot keys to actions.

Interaction between different systems is to be supported by use of specially
developed unified formats for mathematical formulae, like OpenMath [2I] or
OpenXM [22]. Most modern systems lack supports of such formats because these
formats were developed after these systems were created.

3 Case Studies: Bergman and Singular

3.1 Bergman

Bergman [23] is a CAS for symbolic calculations in non-commutative and com-
mutative algebra. It calculates Grobner basis and related functions. The current
version does not provide general procedures for polynomial calculations, but it
is planned for the future.

Bergman is written in Lisp. In the beginning the users were to communicate
with Bergman through its underlying Lisp console. This was found unsuitable
for most users, and a graphical shell was developed in Java. The system and its
interface shell were described elsewhere [3]4}[5L[6L7].

3.2 Singular

Singular [9] is positioned as a specialized CAS for polynomial computations in
commutative algebra, algebraic geometry, and singularity theory.

Singular works with ideals and modules over rings. These base rings are poly-
nomial rings over fields (e.g., finite fields, the rationals, floats, algebraic exten-
sions, transcendental extensions), or quotient rings with respect to an ideal.
Singular’s calculation engine includes several various algorithms for computing
Grobner bases, and polynomial calculations like factorizations, GCD, syzygy
computations, etc.

Singular has an interactive shell that is in fact an ASCII terminal, or it can
be run within Emacs. It has its own C-like programming language, that includes
variables of different types (e.g., integers or rings) and other usual features, e.g.,
procedures. It has so-called communication links that permit to call its functions
from other programs.

Singular execution can be interrupted, but only at certain places, namely,
after finishing the current kernel command.
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The Emacs interface provides everything that is available at the ASCII-
terminal interface, and offers many additional features, e.g., color highlighting,
parentheses matching, running interactive demo sessions, etc. The Emacs inter-
face can be widely customized.

3.3 Inferences from Experience of Bergman and Singular

To implement the Bergman shell, we selected Java [24] as the implementation
language. The resulting shell is highly portable. We developed the Bergman shell
in Intel PC under Linux and Windows, and in Sun Sparc under Solaris, and
tested the CLISP port of Bergman and the shell in all these environments. The
selection of Java should be classified as very successful. Some small problems like
distortion of screen forms under different environments were solved by careful
design and obligatory testing under all available systems.

If the calculation engine is separated from interface, the inefficiency of Java
interpretive nature can be ignored. The time for typing data is small compar-
atively to the calculation time. For the interface, the ruling consideration is its
comfortability for the user.

Both Bergman and Singular permit to save working sessions in files and re-
store them later. For Bergman, we generalized sessions to environments. A ses-
sion is a set of parameters that fully defines the problem to be solved. An envi-
ronment is a partial set of data common for several sessions. It corresponds to
the group of mathematical problems the user investigates during several sessions.
E.g., the environment “commutative” fixes a single parameter, the commutativ-
ity. All new sessions are created using the current default environment. Inversely,
when a new environment is created, it is based on the parameters of the current
session. To save a session as an environment, the user selects parameters that
are to be fixed, and drops other parameters.

Like Singular, the user of Bergman inputs list of variables and polynomials
as texts. A lot of data may be represented as switches (flags) and selections.
Bergman has approx. 30 input fields the user should set. We provided a new
solution that permitted to concentrate all information in a relatively small panel.
Our solution uses drop-down menus and variable labels that shows the current
selection. The drop-down menu is activated when the corresponding label is
clicked. We call such panel a parameter panel.

Like Singular, Bergman has some suitable points where the user can interfere
in the process. We call them internal hooks and can supply variable modules to
be called at these points. There are many possible uses of such hooks, e.g., stop
of calculations or progress indicators.

4 Desired Features of Interface to Computer Algebra
System

We can conclude from all aforementioned that CAS interfaces have a lot of
features and functions in common.
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Discussions in Sec. [21 and Bl show that all discussed problems can be reviewed
as general problems of graphical shells to CASs. We can look at Bergman or
Singular as at the calculation engine which is called from the dialog shell.
Inversely, we can look from the shell side and treat Bergman or Singular as the
calculation plug-in for the shell.

The separation of calculation engine and interface shell means that a toolkit
can be developed for semi-automatic generation of interface shell for a CAS.
Such toolkit should consist of an interface generator and ready made adaptable
interface modules, e.g., in Java.

The adaptable interface modules should provide the following functionality:

— To implement selected features of CAS interface at the generalized level
permitting automated production of interface, taking into account specifics
of this area.

— To implement cross-process interaction with a symbolic computation engine.

— To implement inside the interface tools for smart user personalization and
intellectual adaptation to his/her preferences.

— To implement tools for interaction with other existing CAS.

— To adapt, implement, and integrate tools for auxiliary development tasks,
e.g., help and documentation tools, extensibility support, testing support,
ete.

— To adapt, implement and integrate tools for visual presentation of data and
results.

4.1 Principles of Interface Creation

At present, a lot of principles were proposed for interface design. The following
ten principles were formulated by Jakob Nielsen [25]. We would apply these
principles in our research and development of the CAS interface construction
toolkit.

Mathematicians and computer scientists from our group estimated several
CA systems against these principles. We selected well-known and widely used
commercial systems Mathematica and Maple, and took for comparison Bergman
with its Java shell. The results are shown in Tab. [

These estimations show that even widely used systems with a good interface
can be improved in many aspects. E.g., the following complaints were made for
Maple 9.5 and 10:

1. The red and blue coloring of the Maple working document irritates eyes and

can’t be changed.

The system does not keep its status between runs.

It is difficult to create aliases for frequently used commands.

Clearing of system memory by an internal command (does not exist in menu).

Help is less understandable and usable than in Mathematica; no immediate

suggestion at wrong command spelling.

6. It is difficult to manipulate quickly with different working windows (no func-
tional keys provided).

Cr N
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The following complaints were made for Matematica 5.0:

1. Conversion in the ITEX format is made by an internal command (does not
exist in menu).

2. It is difficult to manipulate quickly with different working windows.

3. Non-convenient interface made from several different objects (base menu,
symbol list, working window).

4. Tt is almost impossible to return to the preceding step (difficult undo).

5. The system does not keep the style of the preceding formatting for the new
input.

6. No immediate suggestion at wrong command spelling.

7. Quick editing panel permits to enter a matrix but it is not internalized for
further calculations.

These complaints are of course subjective but they permit to motivate the
notes from Tab. [Il and we can use them as inspirations in our work. One of
main conclusions we made after analyzing opinions of CAS users is as follows:
a CAS should adapt to each user’s needs and habits without user’s efforts. The
customization tools are an important part of graphical software environment but
they took user’s time and may request additional qualification. The adaptation
problem can be successfully solved in a system with an intelligent interface that
we discuss right below.

4.2 Intelligent Interfaces

As to program products, the last decade is characterized by increasing of their
complexity. This implies the quick increasing of area where computers are used,
and makes the problem of human-computer interfaces extremely important. On
the one hand, the number of non-professional users is increasing; on the other
hand, programs became more and more complicated. This situation led to the
interface intellectualization: a process where the interface intercepts some of
user’s functions and even makes some decisions for the user.

No exact definition of an intelligent interface exists, and it seems impossible
to provide one.

Generalizing principles proposed by different authors [8][2627], we can for-
mulate the following four aspects of an intelligent interface.

— Adaptability of the interface: techniques permitting human-computer inter-
action to be adapted to different users and to different situations at usage.

— Modelling of the user: techniques permitting to operate in the system with
knowledge on the user.

— Natural language technology: techniques permitting interpretation and gen-
eration of utterances in natural language in the form of text or speech.

— Intelligent help in complex systems: techniques permitting system usage from
the very first run and providing help at moments and situations when the
user needs them most probably.
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Table 1. Ten heuristic principles in user interfaces of some CAS

Principle Mathematica 5|Maple 9.5|Bergman (with shell)
Visibility of sys- — — —

tem status
2|Match  between +— +— +-
system and the
real world

3|User control and +— —+ —+
freedom
4|Consistency and +— —+ —+
standards
5|Error prevention +— +— —+
6|Recognition —+ —+ -

rather than recall
7|Flexibility and ef- +— +— -+
ficiency of use
8|Aesthetic and —+ —+ +-—
minimalist design
9|Help wusers rec- + ++ -
ognize, diagnose,
and recover from
errors

10{Help and docu- +4 + —+
mentation
Legend: — not implemented; + implemented;
+— implemented but need modifications; —+
not implemented but is alike; ++ a very good
implementation

[y

These four characteristics are mentioned by the majority of authors. We will
remark another two found in different sources and being, in our opinion, rather
important.

— Generation of explications: techniques that permit to explain to the user how
the result was obtained.

— Problem interception from the user: techniques that permit to understand
user’s actions and intentions and to propose him a suitable variant of further
actions making it possible to concentrate on other problems.

All these characteristics are not absolutely necessary or even sufficient to de-
clare that a given interface is an intelligent one. Some of them can be manifested
more accentuated, to be absent or mutually dependent. Moreover, it seems that
not all of them are necessary for our project. We selected for the implementation
the following:

— to provide possibilities to formulate the problem, not requiring the descrip-
tion of solution;
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— to make it possible to formulate the problem in user’s professional (sub)
language;
— adaptation to the user.

5 Implementation

Now a project is financed by INTAS (grant ref. 05 — 104 — 7553) for implemen-
tation of a toolkit to develop interfaces for CASs. The toolkit will use modern
software technologies and provide semi-automated creation of the necessary in-
terface. The toolkit is supposed to consist of several Java packages (Java class
libraries) and an interface generator that will be used to construct the interface
from these libraries. The toolkit will also provide the support of communication
between different symbolic computation engines. This support will be based on
use of XML standard formats for mathematical data.

The use of the implemented toolkit will be exemplified by using it to develop
interfaces for two symbolic computation systems: Singular [9] and Bergman [23].
Singular works in commutative mode, while Bergmans powerful part are non-
commutative computations. Both Singular and Bergman lacks modern graphical
interface. Last but not least, using the toolkit with Singular and Bergman means
a kind of their integration.

Preliminary researches include:

— Classification and technological description of features and functions specific
to interfaces for CAS;

— Clarification and classification of cross-process interactions between interface
modules and symbolic computation engines;

— Generalization of selected features to the level permitting automated inter-
face generation;

— Description of adaptive behavior of interface elements, and techniques to
implement it;

— As the result, the necessary basis will be created to automated development
of interfaces for CAS.

The main part of our project is the Interface Generator. It will semi-auto-
matically produce a graphic interface shell for a given CAS from adaptable Java
modules.

These modules form the following functional groups: sessions and environ-
ments; input; processes; output; data convertors and inter-system communica-
tions; configuration; help; testing; other modules.

Some of functionality from this list is available as ready-made open source
modules, but we do not implement a single shell for a specific CAS. We imple-
ment a graphic software environment generator. It implies that even ready freely
available modules should be included in our toolkit after some generalization and
parameterization.

Now let us discuss some of these functional groups of modules.

Sessions and environments were discussed above.
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The input modules will implement different input techniques. For example,
editors and pretty-printing were the subject of a lot of investigations and im-
plementations, and we would, most probably, generalize some of existing free
solutions. There exist also ready-made open source modules for 2-D input and
sub-expression manipulation. However, there is no good implementation of wiz-
ards. Wizard mode is necessary for novice users, and also to input very complex
data. Parameter panels we used in Bergman shell also need to be worked over
as we constructed them ad hoc from raw dialog elements. Such aspects as input
data analysis, checking, reactions to erroneous data, etc., need attention also.
We should provide external checking of input data, and we can also interact with
the shell at input checking.

Running processes also includes many aspects. As with wizards, there is no
good implementation of consoles and process management. In our experience, we
found that the console should provide some additional features, e.g., additional
button to open a file and to input its contents as if it were typed in console. There
are also logging, safety checks during run to detect external intervention during
calculation, disk overflow, processor overloading, etc. Cross-process interaction
includes running of several calculations simultaneously, or running in parallel
several different engines under the same shell, or running parts of the same
calculation in parallel and to exchange data between them, etc.

In many cases it is necessary to interact with the engine in some critical points
of calculations, e.g., after terminating a step of calculation to show progress in-
dicator. The standard technique for this is inclusion in the engine code special
“hooks” that are calls of external procedures with preliminary fixed parame-
ters. Before calculation, the shell transmits to the engine entry points of such
functions that interrupt calculations when hooks are met. We are to formulate
a set of requests for such hooks and places where they are to be inserted, and
to implement components that interact through them. Stopping and continua-
tion of calculations and progress indicators are the obvious aspects that can be
implemented using hooks.

For output, we need components that manage presentation of calculation re-
sults, keep them, send them by e-mail, and convert them into different formats.
We should generate a lot of standard formats (WTEX, PostScript, RTF, PDF,
MathML, OpenMath, OpenXM), and formats of different existing CAS.

We would provide components that compare results of several calculations and
reveal differences. This is necessary, e.g., to find differences in results obtained
with varied input data, or to compare test calculation results with standard ones.

We will provide components that manage configurations of the shell. More
general, we will support smart adaptation of the shell to user’s needs and pref-
erences.

Help files are produced by compiling from a specially prepared (marked)
sources using a compiler. For modern CHM format, the corresponding com-
piler by Microsoft is free. It is also possible to have HTML help that is browsed
by standard browsers but needs special indexation module. In any case, some
preliminary operations are necessary before compilation.
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Testing components manage test examples and analyze results of test runs of
the engine, e.g., compare them with their standards.

There are also some tools that were not listed under previous topics. For
example, we need components that manage list of external tools in the shell.
External tools are some user selected programs called directly from the shell,
e.g., an additional text editor. They can be run in console or in window, and can
have parameters. It is necessary to insert tools in the list, to delete them from
the list, and reorder the list.

6 Conclusions

CAS is a very useful tool that simplifies formula manipulation and handling of
mathematical models for engineering applications, for mathematical research,
for education, and for many other areas. Our approach can be applied in all
these cases and these areas will gain time and efforts for interface development.
Universality of the proposed solution will be guaranteed if we will use Java as
the technology for its implementation. The developed packages and applications
will permit investigators in different areas to concentrate efforts on symbolic
computation engines and to use ready-made interface solutions.
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Abstract. E.A.Grebenikov and A.N.Prokopenya proved that rhombus-
like central configuration in Newton 5-body problem is unstable. In this
article, the problem of existence and stability of the rhombus-like central
configurations in Newton 9-body problem, which consists of two homoth-
etic thombuses, is studied. It is proved that these central configurations
are unstable. All computations are executed by means of computer alge-
bra system Mathematica.

1 Necessary and Sufficient Conditions of Existence of
Central Configurations

The differential equations of the new restricted problems of cosmic dynamics [1]
are not integrable. For search of exact particular solutions of such equations A.
Wintner has developed the theory of homographic solutions, which is based on
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the concept of central configuration [2]. Development of new computer technolo-
gies and computer algebra systems,for example, such as Mathematica [3], allows
one to make a search for new central configurations, and, hence, for new exact
particular solutions, rather effective.

We analyse the Newton 9-body problem. The bodies Py, P>, Ps, Py, Ps, P,
P;, P3 with masses my, mao, ms, my, ms, mg, mz, mg are mutually attracted
according to Newton gravitational law and are in vertices of two similar homo-
thetical rhombuses, which rotate at a constant angular speed around the central
body Py with mass mg. All bodies are located in the same plane (Fig. 1).

We analyse the problem of existence of the central configurations [1] for this
model in the non-inertial Cartesian coordinate system Pyzy. Existence of the
central configurations does not depend on orientation and the sizes of rhombuses
[1], therefore, for convenience we will choose the elementary variant: P («,0,0),
P5(0,1,0), Ps(—«,0,0), P4(0,—1,0), P5(53,0,0), Ps(0,5/a,0), P;(—beta,0,0),
P8(07 ﬁ/aa 0)

The necessary conditions of existence of non-inertial central configurations for
any model (the number of bodies n is arbitrary) look like [1]:
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For our model the system (1) will be written in the form
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If one considers system (2) as a linear system, in which masses are unknown,
then it is possible to show that it is satisfied only in case

mip =m3, M2 ="My, Ms=1MmM7, Me= Mg, (3)

In order words, a necessary condition of existence of central configura-
tions in our model is equality of masses in pairs of symmetric vertices of rhom-

buses.
The necessary and sufficient conditions of existence of non-inertial central

configurations are [1]:
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where I is the total moment of inertia of body system, W is the analogue of
potential function in non-inertial coordinate system:
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After substitution in system (4) of the coordinate values of points
P, P, P;, Py, Ps, Ps, P7, Ps and necessary simplifications we obtain system
(5).

We now study this system, in which my=1, and mq, me, ms, mg are unknowns.
Then system (5) is a linear system of three equations in four unknowns mq, mo,

ms, Me.
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Solving system (5), we obtain for ma, ms, mg the analytical expressions:

ms = fso(a, B)mo + fs1(a, B)mi, (6)

{ may = fao(a, B)mo + fa1(a, B)mu,
me = feo(c, B)mo + fe1(a, B)m..

The coefficients fao(c, 8),. . -, f61(a, 8) have very complex analytical expressions,
and they are more conveniently defined by methods of computer algebra. We give
here only the expression for faq:

foo = (4(1 4+ )32 (o = B)*(a + B)*(1 + 82)*/* (4a(1 + a?)3/2 (o - B)?
(a+ B)*(—2a(a® — §%)? —4aB(1 + 52)%2)((1 + a?)3/?(=a® + 3°)

(88% — (a* + 8%)3/2) = 8(—=a’ + 33)((1 + a?)*/23° — (a' + 52)%/2))+
+16(1 + 82)3/2(—4a(1 4 a2)3/28% — 204 (a? — 52)2)(2a(1 — a®)(82 — a?)?
(14 a?)328% — (a* 4+ 82)3/2) = 2a(1 + a?)3/2(=a® + %) ((a® - 5°)*+
+36(a* 4+ 32)%/2)) — a(1 + ®)3(1 + §2)%/2 (o — 2026% 4+ 173%)
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(—a(l = a®)(a—B)*(a+ B)*(86° — (a* + %)*/2) + 8a(—a® + 37
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It was proved in [1] that rotational angular speed w of configurations is no
arbitrary value, it should satisfy eight analytical relations
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These rations define all dependences between dynamic and geometrical param-
eters of model for existence of the central configuration. For our model we have
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wh = oymot st (1+a2)p32 " (52— a2)2m5+ (ot + 232

Parameters ms, ms, mg, and w? at various values of positive parameters m, «,
and [ should satisfy obvious inequalities

my >0, ms>0, mg>0, w?>0. (9)

Dependencies of ma, ms, mg, w? of parameters m1, o, and § are complex enough,
therefore, it is impossible to determine in analytical form the family of rhombuses
satisfying all inequalities (9). We verified conditions (9) for specific values of m,
a, and (. Some computed results are presented in table 1.

Table 1. The calculated values ma, ms, me, w? for different m1, «, and 8

mi « I6] ma | ms me w?

0.01 0.1 0.2 |-127.122...| 0.936... [44.852...|-68.864...
0.01 0.7 1.6 | 17.089... |10.675...| 4.085... | 6.369...
0.01 0.7 1.7 |-10.555... [-4.999...|-0.281...| -2.817...
0.01 1. 1.1 0.01 -0.07... | -0.07... | 1.664...
0.01 1. 1.2 0.01 0.08... | 0.08... | 0.799...
0.1 0.5 1. |-13.618... |-0.386...| 5.383... | -7.319...
0.1 0.8 1.2 | -0.339... |0.134... |-0.016... | 1.313...
0.1 0.8 1.3 0.414... |0.299... | 0.126... | 1.030...
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Table 1. (continued)

my «@ B meo ms me w?
1. 0.9 1.5 | 1.571... | 0.059... |-0.249... | 2.760...
1. 0.9 1.6 |1.651...|0.453... | 0.138... | 2.159...

10. 0.8 1.5 |28.337... 3.582... [-4.716... |24.419...
10. 0.8 1.6 |32.685...| 9.539... | 0.124... |24.424...

This table shows that the set of values of parameters my, «, and (3, for which
inequalities (9) are satisfied, is not empty.
The following statement holds.

Necessary and sufficient conditions of existence of the rhombus-like central
configurations located in a rotating coordinate system Pyxy are satisfaction of
conditions (3), (6), (8), and (9).

2 Linear Stability of Rhombus-Like Configurations

Using the Lyapunov’s first method [5], we investigate linear stability of the found
configuration.

The differential equations of movement of plane Newton 9-body problem in
the Cartesian non-inertial coordinate system Pyzy are [4]

d?xy, :_(m0+mk)xk +zn:ms <(alcS — ) 3 &)7

dt2 r3 p A3 r3

n !/
d*yy. _ (mo + my)yx 4 Z e (ys — yw) _Ys (10)
dt? 3 — A3 r3 )’

k=1,2,...,n,s # k.

It is necessary to linearize the system of differential equations (10) in neigh-
bourhood of each point Py, Ps, ..., Ps and to study the properties of eigenvalues
of the matrix of obtained linearized systems.

For this purpose we shall transform system (10) to normal form [6] using the
formulas

r=ux = u= dr v = &y
- y - y7 - dtv - dt .
Then instead of system (10) we will have
doe o G
A
/
dug, (mo 4+ mg)xp 8 (xs — k) s
F7 s D DL et slat= ) R )
k s=1 ks s
] !
do, (Mo +mg)yk (Ys —Ur)  Ys
dt 3 +; s A3 r3 )’
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We denote coordinates of the rhombus vertices Pi, P, ..., Pz by =}, vy}, and
X is the vector of small 32 values

X = * * * * * * * *
= (U1 — Uy, US —US, V1 — V], ..., VU8 — Vg, X1 — L y.v. , T8 — T, Y1 —Y1s---,Y8 —Yg)-

In these notations u;, = v; =0, k =1,...,8. These values correspond to
the found configuration.

We executed the procedure of linearization of system (11) in the neighbour-
hood of each point Py, Pa, ..., Pg by system Mathematica [3]. As a result, we
obtain the system of linear differential equations

dX
— =AX 11
I (11)
where A is a 32 x 32 matrix of the form
0B
A= [ 0 0} |

Here 0 is a 16 x 16 zero matrix, + is the 16 x 16 unit matrix, B is a 16 x 16
matrix
ai17 01,18 ... @1,32
a a L. a
B— 2,17 02,18 2,32

a16,17 416,18 - - - 016,32

Coefficients a1,17,. .., a16,32 depend on mg, my, ma, ms, Mg, and their expres-
sions have quite a bulky form. For example, the first element is

a1 =
4a% -2 12026 + 433 40" — 20332
(1+a2)52 2T (g2 —a2)s "0 (ol gy

9
@mo + Eml +

and the last element is

o3
416,32 = —53 Mo+
43%a3 — 2a” 403(3a%B + 53) 2a3(2 — a?) 903
t T T et 3 32 302 52 M T 25 Mes
(at + B2)5/ (B—a)}(B+a) B3(a? +1)5/ 4p

where ma, ms, and mg are defined by formulas (6).

Matrix A, as a matrix of a linear Hamilltonian system, is symplectic matrix
[7], therefore, in order that our configuration be stable, it is necessary that all
32 eigenvalues of matrix A are purely imaginary. We could not obtain analytical
dependencies for eigenvalues of matrix A on parameters «,3, and m; because
its elements have very complex analytical expressions. Therefore, we used possi-
bilities of CAS “Mathematica”, the instruction ” Eigenvalues”, for calculation of
its eigenvalues. We have executed calculations for “practically visible” set of val-
ues my, «, and [ satisfying conditions (9). These calculations have shown that
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eigenvalues of matrix A are not all purely imaginary, therefore, the following
statement holds:

The rhombus-like 9-body configuration is linearly unstable for “admissible”
values of dynamic and geometrical parameters my, «, and 3.

As the set of real numbers has the power of a continuum, this statement has
probability character.
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Abstract. Let G be a group given by generators and relations. It is pos-
sible to compute a presentation matrix of a module over a ring through
Fox’s differential calculus. We show how to use Grobner bases as an al-
gorithmic tool to compare the chains of elementary ideals defined by the
matrix. We apply this technique to classical examples of groups and to
compute the elementary ideals of Alexander matrix of knots up to 11
crossings with the same Alexander polynomial.

1 Introduction

Let G = (x : r) be a group given by generators and relations, where x =
(z1,...,2n) is a base of the free group F' and r = (r1,...,7,,) are the relations.
Through Fox’s differential calculus [Crowell et al.(1977)] it is possible to compute
the presentation matrix of the Alexander module of the group. We review briefly
these concepts.

We build from G the ring of the group ZG. A derivation over the group ring
is a map D : ZG — ZG such that

D(Vl —+ V2) = Dv1 + Dy,
D(l/lljg) = (Dljl)t(l/g) + l/lDVQ,

where t is the trivializer and v, v € ZG. For elements in GG, the second condition
is
D(g192) = Dg1 + g1Dgo.
Then a derivation can be seen as the unique linear extension to ZG of a map
D : G — ZG that verifies the previous condition.
It is known that each generator z; in the group G defines a unique derivation

D; = 0/0z; in ZG, such that

8l‘i

Barj
Let H be the abelianized group of G. Considering the group rings we have the
composition of maps

= 6.
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where v is the projection and a is the abelianizer. The Alexander matrix from
G is A = (a;j), where
87’j
(lij = ay 8.73 .
K3

Note that this matrix is the transposed of the matrix defined by
[Crowell et al.(1977)]. The Alexander matrix presents a module over the ring
ZH. If two groups are isomorphic then the modules are isomorphic.

A finite presentation for M is an exact sequence

R"SR™ 2 M -0
where R"™ and R™ are free R-modules with respective bases fi,....f, and
e1,...en. If a is represented by the matrix A with respect to these bases then
the m x n matrix A is a presentation matrix for M.

Theorem 1. [Lickorish(1998)l, Thm. 6.1] If A1 and As are presentation matri-
ces of a module M then they are related by a sequence of matriz transformations
of the following form and their inverses:

1. Permutation of rows and columns.

A1 0

01

3. Addition of an extra column of zeros to the matriz A;.

4. Addition of a scalar multiple of a row (column) to another row (column).

2. Replacement of the matriz Ay by (

We say that A; and As are Fitting equivalents.

Definition 2. Let M be a R module, with an m xn presentation matriz A. The
r-th elementary ideal F, of M is the ideal generated by all the (m —r + 1) x
(m — 7+ 1) minors of A.

By convention, F,.(M) = R when r > m and F,. (M) = 0 if r < 0. They form an
ascending chain Fj (M) C Fiy1(M). The elementary ideals are independent of
the presentation matrix chosen to evaluate them.

2 Algorithms in the Ring Group

The ring ZH is commutative, because H is an abelian group, and it has a special
form.

Proposition 3. The ring ZH is isomorphic to Z[xf, oy xE)) T, where J is the
ideal generated by the relations r1,...,7ym under commutativity.

Proof. Through the abelianizer, all the relations have the form [[z{" =1, so J
is generated by the elements []z;* — 1.
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Corollary 4. There is an algorithm to compare ideals in ZH .

Proof. Through the bijection between ideals in Z[z5, ..., z*]/.J and ideals in R =
Z[;vli7 ..., 2] that contains J, the problem is reduced to compare ideals in R. In
this ring we can compute Grébner bases [Sims(1994), [Pauer et al.(1999)], or by
the isomorphism R ~ Z[x1, ..., Ty, w]/{z1 - - zpw — 1) [Adams et al.(1994)].

There is no known algorithm to decide whether two matrices present iso-
morphic modules. There are other invariants as the ideal row (column) class
[Fox et al.(1964)] or the Nakanishi index [Kawauchi(1996)]. However we do not
know algorithms to compute them and ad hoc arguments are needed to give their
values for specific matrices |Fox et al.(1964), [Kearton et al.(2003)].

Ezxample 5. Let consider the groups given by the presentations

Ds = (z,ylz" =1,y* = Lyay ' =27"),Qs = (z,ylz" = L,2> =y*,y oy =27").

Dg is the dihedral group of order 8 (symmetry group of the square) and Qs
is the quaternion group. A classical exercise in group theory is to show that
these two groups are not isomorphic. Let see how can this be accomplished with
elementary ideals. Let r; be the the relations in Dsg:

rocat =1,ro iyt =1,ry tyzy tz = 1.

Then 5 5 5
"1 2 3 O 73 -1
_— = ]_ _— = 0 _— = s
Ox totw J”U’ax ’ Ox yra
87“1 87‘2 67“3 1
Oy ’ Oy T Oy .

In the abelianized group we add the relation 2y = yz, so 2 = 1,y? = 1. The
Alexander module of the group has a presentation matrix

(2422 0 x4y
M(DS)_( 0 y+1 1—x>’

over the ring Z[z*, y*]/(x? — 1,y% — 1).
We proceed in an analogous way with Qg. We write the relations

1

spat=1,sp: 2%y 2 =1,s3: a2y oy =1,
and
851 2 3 882 883 1
Oz trtE Ox + Ox Ty
881 882 2 883 —1 —1
_— = 07 _— = — ]_ y T = —
By 3y (1 +y) oy Wty
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As before, in the abelianized group the relations are reduced to 22 = 1,32 =1
and a presentation matrix of the Alexander module is

(2422 1+4+x 1+xy

over the ring Z[z*, y*]/(x? — 1,y% — 1).
We compute a Grébner basis in Z[z®,y*] of the second elementary ideal.
Adding the polynomials 22 — 1,32 — 1, we get

FQ(M(Dg)) = <4a 1 +, 1- $>7F2(M(Q8)) = <27 1 +z,1 +y>
They are different so the groups are not isomorphic.

Ezample 6. In [Kanenobu(1986)] it is defined a class of knots K, 4, with p, ¢ € N,
that has the Alexander matrix

A t2—-3t+1 (p—q)t
pa 0 2 =3t+1)"

Lemma 2 of [Kanenobu(1986)] asserts that K,, and K,/ , have isomorphic
Alexander modules if and only if [p — q| = |p’ — ¢/|- Let us show how to apply
our approach to give a new proof of this lemma. If the modules are isomorphic
then the second elementary ideals F, must coincide. A Grébner basis of the
ideal is equal to {t* — 3t + 1,p — q}, so Fa(4,,) = F2(Ay o) if and only if
lp—al=1p"—dl.

3 An Application to Knot Theory

One of the main invariants in knot theory is the fundamental group of the knot
complement. The Alexander matrix can be computed from the Seifert matrix,
and with the tables listed in [Burde et al.(1985)] and [Livingston(2004)] we can
get the Alexander matrix of knots up to 11 crossings. As an application of
the algorithm described before we give a list of knots with the same Alexander
polynomial (grouped by boxes) and where the elementary ideals give more infor-
mation to distinguish knots (see Table[I]). For example, from Table [I] we deduce
that 11a192 and 1layg; are different, but we cannot say anything about 11lajgo
and 110,199.

The first step was to compute the Alexander matrix of the knot and reduce
it through the transformations given by Theorem [II In all cases we have got
at most a 2 x 2 presentation matrix, so F3 is always equal to R. The Groébner
bases were computed over the ring Z[t, w], adjoining to the ideals the polynomial
tw — 1.
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Table 1. Elementary ideals
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Name |Elem. ideal F5>||Name |Elem. ideal F5||{Name |Elem. ideal F5||Name [Elem. ideal F»
11n100 | R 10140 [(2,8° —t+1) [[1060 | Tnie|(2, 2+t + 1)
937 |(3,¢—2) llngs [(2—t+1)  [|[1lnes |2, +t+1) {959 |R
Ingg [(2 —t+1)
117L97 R 11&223 R 11(131 R
6 |R TTni16|R Unaas|(5,8% + 2t + 1)|[11a307 | (¢ + 1,5)
96 [(3,t+1) 1lnag (2,2 +t41)
11&1()2 R 11711 R 11&139 R2 1074 (3, t+ 1>
lais: |(3,¢ — 2) 9s |3t 41) Hagsy (" —t+1) 41500 IR
2
1lages |R 1las7 |(t* —t+1)
10155 <t +1, 5> llass |R 1lais7 (2, tt + t2 + 1)
10113 R 117137 R 11la R 11a264 R
1lai07 (2,t2 +t+ 1) 89 R 11(1109 <t2 . 1> 1lasos |R
1lasar (2,t2 +t+ 1) 11 44 t2 i1 1laso |R
11n164 <t2 —t+ 1> a7 < + >
1lais7 |R 11nss |R 10125 (0" = 37 + 32| | 063 2,2 +t+1)
11lasag (3,t — 2> 818 <t2 —t+ 1> —3t+ 1) 938 R
11&33 R 924 R 11@28 R
1las |R 1las77 <t +1, 3>
10163 [(2,87+t+1) |[T0s IR 1lage |R
1laz2 |(2, 87+t + 1) ||11nsr |R 1008 [(1—t+1t%)
1lass2 |[(3,8> —t+1) {928 |R anes|(2,1 — t + %) |[11a1es [(7,2 + 1)
1las |R 929 R 1lass |R 1laz16 |R
1nge [(1—t+t2) llagss |R
1065 (2,67 +t+ 1) |[10s0 |R
1077 |R 11nes |R 10144 (2,1 —t+t%)
np (=2 +t—1) [|950 |[(t*=3t+1) ||11ngy R
1lngs [((=t2+t—1)
102 |R Ilngs |(2,6° +t+1)
10103 |(5,t+1) 1075 |(3,t+1) 941 (7,1+1t)
1040 |R
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Abstract. Sudoku is a logic-based placement puzzle. We recall how
to translate this puzzle into a 9-colouring problem which is equivalent
to a (big) algebraic system of polynomial equations. We study how far
Grobner bases techniques can be used to treat these systems produced
by Sudokus. This general purpose tool can not be considered as a good
solver, but we show that it can be useful to provide information on
systems that are —in spite of their origin— hard to solve.

1 Introduction

During the last years some games called of 'Number place’ type have become
very popular. The target is to put some numbers or pieces on a board start-
ing from some information given by other numbers. We have analyzed some of
these puzzles and reduced them to equivalent algebraic systems of polynomial
equations. We think that this modelling is itself a good motivation for students.

We have found that these systems —particularly in the case of Sudoku— are
a good source of non-trivial examples to:

1. Study the limits and applicability of the available solving methods.
2. Compare the methods.

This work is a report on what can be expected of Grobner bases as the natural
first approach to this study. The reader is referred to the classical bibliography
as [1, [4], [I1] or [3] as excellent introductions to this subject.

2 Describing and Modelling Sudoku

Sudoku is a puzzle that became very popular in Japan in 1986 and all around
the world in 2005, although its origin happened in New York, under the name

* All the authors partially supported by FQM-333 and MTM2004-01165.

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 155-[I65] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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‘Number Place’. You have to fill in a 9 x 9 board divided in 9 regions of size
3 x 3 with the digits 1 to 9, starting from some numbers given on the board in
such a way that two numbers cannot be repeated in any row, column or 3 x 3
region. A proper Sudoku has only one solution.

Sudoku can be expressed as a graph colouring problem:

— The graph has 81 vertices, one for each cell.

— You need 9 colours, one for each number.

— The edges are defined by the adjacency relations of Sudoku: where we want
different numbers (taking into account rows, columns and regions) we need
different colours.

9 4 7
719
8
4 518
3 2
917 6
4
315
2 6 8

Fig. 1. A typical Sudoku

The resulting graph G is a regular graph with degree 20, so the number of
edges of G is equal to % = 810.

We can solve the colouring problem through a polynomial system ([2]. cf. [1],
[11]) described by an ideal Z of Q[x1, ..., xs1] —a variable for each vertex— with
the following generators F'(x;),j =1,...,81 and G(z;,z;),1 <i < j < 8l:

— We will consider the colours numbered from 1 to 9. For each vertex x; we
consider the polynomial F(z;) = H?:l(xj —1).

— If two vertexes are adjacent then F(x;) — F(z;) = (z; — z;)G(xi, ;) = 0,
so the condition about different colours is given by adding the polynomial
G(mi, l'j).

We number the cells in a Sudoku as in Figure 21

In addition, all the initial information of the Sudoku must be included. For
example, if we want to solve the Sudoku in Figure[Il we have to add the following
polynomials to the ideal Z:

22— 9,26 —4, x9 — 7, 15 — 7, T16 — 9, T19 — 8,
x28 — 4, T30 — 9, 31 — 8, T37 — 3,
Tas — 2, 51 — 9, T52 — 7, w56 — 6, w63 — 4,

Zes — 3, Ter — 9, T73 — 2, T7e — 6, w80 — 8.
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112(3]14|5|6]|7(8]9
10|11{12|13|14|15]16|17|18
19]20(21|22(23|24]25|26|27
28129(30131|32|33|34|35(36
37138(39140(41|42|43|44(45
46(47|48149|50(51]52|53|54
55/56(57158(59(60161|62(63
64/65(66]|67|68|69|70|71|72
73|74|75|76|77|78|79|80|81

Fig. 2. Cells enumeration

All the information about the solutions of a given Sudoku is contained in the
set of zeros of 7 noted by V(Z):

V(Z)=Vo(T)={(s1,...,s81) €Q® such that H(sy,...,s8)=0, for any HET}.

Remark 1. Once we have added the polynomials corresponding to initial data, it
is easy to see that the polynomials F(z;) are redundant so we can delete them.
The system of equations has 810 equations, one for each edge of the graph.

The following are elementary results:

Proposition 2. A Sudoku has solution if and only if T # Q[z1,...,zs1] if and
only if any reduced Gréobner basis of I with respect to any term ordering is not

{1}.

Proposition 3. Ifwe start from a proper Sudoku then any reduced Grébner basis
of T with respect to any term ordering has the form G = {z; —a; |i =1,...,81}
where every a; are numbers from 1 to 9. The numbers a; describe the solution.

Example 4. Let us consider the problem from Figure Bl We have written the set

9 8
5 2 8 6
371 9
3 5
2 4
5 116
8 21713
4 3 9 1
7

Fig. 3. Sudoku with 28 numbers

of 810 equations and a program in a file available on the Internetl] called sudoku
that runs under SINGULAR [7]. The syntax is

! http://www.us.es/gmcedm/
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<"sudoku";
intmat A[9][9] =

~N 00 O O O
OOE}'IOO
OOE)O(A)O
/\OOLO\]O
\-/O[\)\‘O')\IHO
O\Ib(ﬂOO
OOJE)OOO
OO:OU'IOO

//used time: 1.65 sec
//->1

This Sudoku has a unique solution and is encoded in the reduced Grébner
basis G.

9(2|6]5(3[4]|7|1]|8
5(71112|9|8|4]|6]|3
418(3]7|1]6]5|2]|9
119(814[7|3]2|5|6
2/6(7]19(8[5]1|3]|4
3/5(4]1116(2]9|8|7
8(1(9]6(2|7|3|4]|5
6(4(2]3|5(9(8|7]|1
T13|5]8[4]1]6]|9]|2

Fig. 4. Solution for Figure

Unfortunately, in general the systems produced by Sudokus are not so friendly.
Backtracking solvers (more or less guided by logic) are all over the web and are
usually very fast. An interesting alternative method (which admits an algebraic
approach too that has to be considered in the future) is that of the dancing links
().

We think that writing down the equations and computing Grobner bases is
not a good solving method in generaﬂ Nevertheless this approach has some
advantages: if the Sudoku has many solutions the Grébner bases allow us to
obtain the number of solutions, as we will see in the next section.

3 Counting Solutions

It is well known that, as ideals Z produced by Sudokus are radical (cf. [4, Ch.
2, Prop. 2.7.]) the number of elements in V(Z) is equal to the dimension of the

2 This is something that perhaps could be expected: when you solve Sudokus by hand,
you consider proper subsets of the initial data of the Sudoku that produce new values
in the cells. The polynomial approach in principle take into account all the system
at the same time and does not take advantage of the subsystems, unless you choose
ad hoc term orderings for each Sudoku.
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Q-vector space Q[z1,...,xs81]/Z, and that this number can be computed with
any Grobner basis G with respect to any term ordering <:

Proposition 5. (¢f. [I, Prop. 2.1.6.]) A basis of the Q-vector space
Q[z1,...,xs81]/Z consists of the cosets of all the power products that are not
divisible by lp(g;) for every g; € G.

The Singular command ([7]) to obtain this invariant for a given ideal of a ring
is vdim.

Ezxample 6. Suppose now that we start from the Sudoku of Figure B but cells
number 64 and 82 are empty.

A[6,4]=0; A[8,2]=0;
G=sudoku(4);

vdim(G) ;

//used time: 127.71 sec
//-> 53

Then there are 53 different solutions. To compute all of them

LIB "solve.lib";

def S = solve(G,5,0,"nodisplay");
setring S; size(SOL);

//-> 53

SOL[1]; //First solution in the list

In an analogous way we can see that if cell 26 is empty too there are 98 solutions.

Ezxample 7. We have easily obtained that the number of different Sudokus 4 x 4
that has the same rules that the 9 x 9 but only four colours and four 2 x 2 regions
is 288. The ideal to be considered is the one corresponding with no initial data.

The number of possible configurations for the case 9x 9 is known ([6]) and it is
a work in progress to apply a mixed approach between brute force and Grobner
bases computation to obtain the number of configurations. It should be pointed
out that mixed volume might be another interesting approach.

Ezample 8. If the initial configuration of Figure ] has the number 1 in cell
number 4 then the problem has no solution: any reduced Grébner basis is equal to
{1}. To obtain that a given Sudoku has no solution is often in practice reasonably
fast. So, although solving a given Sudoku can be very hard, it is not so hard in
general to guess the value of a given cell trying the set of possible values.

4 Modelling More Fashionable Games

There exist many variants of the previous game. We briefly overview some of
them and give their mathematical modelling with an algebraic system, above all
because of their pedagogical interest. In general they are not colouring problems
and in all cases Grobner bases count the number of possible solutions.
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4.1 Variants of Sudoku
The following games are variants of the classical Sudoku:

1. Killer Sudoku. Instead of being given the values of a few individual cells, the
sum of groups of cells are given. No duplicates are used within the groups.
The algebraic system is built by adding to the 810 equations those that define
the linear relations coming from the sums of groups of cells. For example, in
Figure [l the cells z; and x5 give us the polynomial z; + x5 — 3.

g 15 2 |F & |15 |
75 17
g R ]
[ 19 i ik
13 20 12
27 5 Z 5
i 14
5 |16 15
13 17

Fig. 5. Killer Sudoku

2. FBven-0Odd Sudoku. Fill in the grid so that every row, column, 3 x 3 box,
contains the digits 1 through 9, with gray cells even, white cells odd. The
grey cells bring out a polynomial of the form [], __ (z; — ).

3. 1-way Disallowed number place. All the places where orthogonally adjacent
cells are consecutive numbers have been specially marked. If two cells z; y
x; are adjacent we have to add the following equations. If they are specially
marked we have to write an equation of the form (z; — x; — 1)(z; — x; +1).
If they don’t then it is the negative proposition, so we can write it as z(z; —
xj —1)(x; —xj; + 1) — 1, where z is a new variable.

4. Greater than Sudoku. It only appears “greater than” or “less than” signs in
adjacent cells. The board is empty: we have not any data. Any relation of
the form x; > x; can be written as x; — x; = b;;, where b;; € {1,2,...,8}.

5. Geometry Sudoku. The board is not rectangular, it can even be a torus. We
only have to change the adjacency relations.

6. Factor Rooms. It is similar to Killer Sudoku, but now with products and
without 3 x 3 blocks.
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4.2 Kakuro
The rules are

1. Place a number from 1 to 9 in each empty cell.

2. The sum of each vertical or horizontal block equals the number at the top
or on the left of that block.

3. Numbers may only be used once in each block.

. K 15930910
4 3
il 1]
28
11 10
28 10
12 10
15 na
10 fi
! 1795
42
15| g

Fig. 6. Kakuro

The equations are of the form

1. F(zj) = H?:l(xj — 1) for each cell.
2. G(zj,zx) = W for cells (4, k) in the same block.
3. Linear relations defined by the sums in each block.

For example, in Figure [0l we have the following linear relations for the first cell:

1 +x2 — 4,21 + 26 — 3.

4.3 Bridges or Hashiwokakero
This is another popular game in Japan. The rules are

1. The number of bridges is the same as the number inside the island.
2. There can be up to two bridges between two islands.

3. Bridges cannot cross islands or other bridges.

4. There is a continuous path connecting all the islands.

The unknowns are the bridges that cross from one island to other. For example,
from the top left island in Figure[7], with value 3, we get variable z; (connection to
right island) and x5 (connection to down) (see Figure[§). Every x; can have the
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Fig. 7. Bridges

?‘
) \/ @

B

)
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L

o

Fig. 8. Bridges model
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value 0, 1, 2, so we include the polynomials x;(z; — 1)(x; — 2). The condition that
the bridge x; cannot cross the bridge z; is equivalent to the equation z;z; = 0.
Last, we have the linear relations given by the sum of bridges that start from an
island. In the previous example, we get

.Tl(l‘z — 1)(1‘1 — 2),i = 1, .. .,237

LT4T8y T4T15, T4L20, L6L105 L12L135 LY9L15, L19L21

r1+xo— 3,21 +x3+ 24— 1,23+ 25 + 26 — 3,

rs +ax7 — 4,28+ 29 — 2,28 + 10 + 11 — 4,

10 + 712 — 1, T6 + 713 — 1,27 + 713 + 714 — 4,

Z2 + x15 + T16 — 5,711 + 15 + T17 + T18 — 8,

Z12 + 217 + 219 — 3, T9 + T20 — 2, T18 + T20 + T21 — I,
Z14 + X21 — 3,716 + T22 — 2,4 + T2 + T23 — 2,19 + w23 — 1

It is easy to compute the solutions of this system. To extract those that define
a connected graph is a different kettle of fish that we do not treat in this little
section. The computation in SINGULAR is as follows.

ring r0=0,x(1..23),dp; option(redSB);

proc F (int i) { return(x(i)*(x(i)-1)*(x(i)-2)); };

ideal I;

for (i = 1; i<=23; i++) {I[i]=F(); };

I =1, x(4)*x(8), x(4)*x(15), x(4)*x(20), x(6)*x(10), x(12)*x(13),
x(9)*x(15), x(19)*x(21), x(1)+x(2) -3, x(1)+x(3)+x(4)-1,
x(3)+x(5)+x(6)-3, x(5)+x(7)-4, x(8)+x(9)-2, x(8)+x(10)+x(11)-4,
x(10) +x(12)-1, x(6)+x(13)-1, x(7)+x(13)+x(14)-4,
x(2)+x(15)+x(16)-5, x(11)+x(15)+x(17)+x(18)-8,
x(12)+x(17)+x(19)-3, x(9)+x(20)-2, x(18)+x(20)+x(21)-5,
x(14)+x(21)-3, x(16)+x(22)-2, x(4)+x(22)+x(23)-2, x(19)+x(23)-1;
ideal Isol = std(I);

Isol;

Isol[1]=x(23)-1 Isol[2]=x(22)-1 Isol[3]=x(21)-1 Isol[4]=x(20)-2
Isol[5]=x(19) Isol[6]=x(18)-2 Isol[7]=x(17)-2 Isol[8]=x(16)-1
Isol[9]=x(15)-2 Isol[10]=x(14)-2 Isol[11]=x(13) Isol[12]=x(12)-1
Isol[13]=x(11)-2 Isol[14]=x(10) Isol[15]=x(9) Isol[16]=x(8)-2

Isol[17]=x(7)-2 Isol[18]=x(6)-1 Isol[19]=x(5)-2 Isol[20]=x(4)
Isol[21]=x(3) Isol[22]=x(2)-2 Isol[23]=x(1)-1

4.4 Minesweeper

The target of this well-known Windows game is to uncover all the tiles that do
not have a mine under them. When we click on a tile, if there is a mine under it,
the game is over. If there is no mine under it, you will be given a number. The
number will tell you how many mines are touching that tile (left, right, above
and below). We assign variables to each unknown tile, with values 0 or 1. The
relations between them are of the form ), x; — k.

Remark 9. There is a classical and interesting problem: given a board of posi-
tions with numbers, is it valid? In other words, is there any way in which the
mines could be arranged in the hidden squares that would be consistent with
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those numbers? This problem is known to be NP-complete [§]. With the previous
model, we have an algorithm to decide the consistency, through the computa-
tion of a Grobner basis. A theoretical consequence of the polynomial modelling
is that we obtain that the consistency of a system of polynomial equations of
degree two (almost linear!) is NP-complete.

5 Fake Shortcuts and Experimental Facts

Of course we have tried the following (a priori) tricks to speed up our implemen-
tation to manage Sudokus based in Grébner bases:

— Work in a field of 9 elements instead of characteristic 0. No significant im-
provements.

— Work with the 9-th roots of the unit as colours. No significant improvements.

— Change the numbers of the colours to —4,—3,—-2,—1,0,1,2, 3,4 to obtain
nicer coefficients. No significant improvements.

— Use symmetric polynomials instead of the G; of section [2l No significant
improvement.

— In the available options to compute Gréebner bases with Singular, the op-
tion intStrategy has been used: it avoids division of coefficients during
standard basis computations. Without this option computations are often
much slower.

On the other hand, we have tried to solve our Sudoku systems with some
different available methods. Here are the initial experimental results:

— Numerical methods: In most examples, usual Newton-Rapshon (cf. [9])
methods —the way in which an engineer would possibly try to solve our
systems— have not succeeded. It is a work in progress to show that for sys-
tems produced by Sudokus the usual numerical methods diverge for a big
enough family of examples. It would mean that Sudoku systems could be re-
garded as ill-conditioned systems richer by far than the classical Wilkinson’s
monster (cf. [5]).

— Numerical homotopy methods: The numerical homotopy methods
implemented in Jan Verschelde’s software package PHCpack ([I4]) are an-
other way of solving algebraic systems of polynomial equations of great
interest. They are known to be well suited to treat the multilinear case.
They have been used, for example, to obtain totally mixed Nash equilibria
(cf. [13]). Neither have they obtained correct solutions in most
examples.

Sudoku systems seems to be somewhat resistant to a non-purely-symbolic
approach, and we think that this pathological behavior demands itself a deeper
understanding.
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Abstract. In this paper, we deal with the problem of the computation
of the homology of a finite simplicial complex after an “elementary sim-
plicial perturbation” process such as the inclusion or elimination of a
maximal simplex or an edge contraction. To this aim we compute an
algebraic topological model that is a special chain homotopy equivalence
connecting the simplicial complex with its homology (working with a
field as the ground ring).

1 Introduction

Simplicial complexes are widely used in geometric modelling. In order to classify
them from a topological point of view, a first algebraic invariant that can be
used is homology. We can cite two relevant algorithms for computing homology
groups of a simplicial complex K in R™: The classical matrix algorithm [8] based
on reducing certain matrices to their Smith normal form. And the incremental
algorithm [I] consisting of assembling the complex, simplex by simplex, and at
each step the Betti numbers of the current complex are updated. Both methods
run in time at most O(m?), where m is the number of simplices of the complex.
Here, we deal with the problem of obtaining the homology H of a finite simpli-
cial complex K and a chain contraction (a special chain homotopy equivalence
[8]) of the chain complex C'(K) to H. This notion is a special case of effective
homology [I0]. We call it an algebraic topological model for K (or AT-model
for K).

Since the emergence of the Homological Perturbation Theory [5,[6], chain con-
tractions have been widely used [I0,9,[5,/6]. The fundamental tool in this area is
the Basic Perturbation Lemma (or BPL) which can be seen as a real algorithm
such that the input is a chain contraction between two chain complexes (C,d)
and (C’, d") and a perturbation 6 of d. The output is a chain contraction between
the perturbed chain complexes (C,d+6) and (C’, d’ +ds). Here, we are interested
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in the following complementary problem: given a chain contraction between two
chain complexes (C,d) and (C’,d') and a “perturbation” of C, is it possible to
obtain a chain contraction between the perturbed chain complexes (C,d) and
(C” d )?7. Being the ground ring any field, Algorithms [l 3] and @ of this paper
are positive answers to this question in the particular case of AT-models for sim-
plicial complexes and “elementary simplicial perturbations” such as inclusion or
elimination of a maximal simplex or an edge contraction. Moreover, Algorithm
[ is a version for AT-models of the incremental algorithm developed in [I]. It is
described in [21[3}[4] when the ground ring is Z/2Z and applied to Digital Images
for computing digital cohomology information.

2 Algebraic Topological Models

Now, we give a brief summary of concepts and notations. The terminology follows
Munkres book [8]. For the sake of clarity and simplicity, we only will define the
concepts that are really essential in this paper. We will consider that the ground
ring is any field.

Simplicial Complexes. Considering an ordering on a vertex set V', a g—simplex
with ¢ + 1 affinely independent vertices vy < --- < v, of V is the convex hull
of these points, denoted by (v, ...,v,). If i < g, an i—face of o is an i—simplex
whose vertices are in the set {vo,...,v,}. A simplex is mazimal if it does not
belong to any higher dimensional simplex. A simplicial complex K is a collection
of simplices such that every face of a simplex of K is in K and the intersection
of any two simplices of K is a face of each of them or empty. The set of all the
g-simplices of K is denoted by K@, The dimension of K is the dimension of
the highest dimensional simplex in K.

Chains and Homology. Let K be a simplicial complex. A ¢—chain a is a
formal sum of simplices of K(9. The ¢-chains form the gth chain group of K,
denoted by Cy(K). The boundary of a ¢-simplex o = (vo, ..., v, is the (¢ — 1)—
chain: 9,(c) = 37 o(=1)(vo,...,d;,...,vg), where the hat means that v; is
omitted. By linearity, 9, can be extended to g—chains. The collection of boundary
operators connect the chain groups Cy(K) into the chain complex C(K): --- %
Cy(K) & Co(K) % 0. An essential property is that 0,04+1 = 0. In a more

general framework, a chain complex C is a sequence - - - A, Ch N Co o,
of abelian groups C; and homomorphisms d,, such that for all ¢, dgdg+1 = 0.
The set of all the homomorphisms d, is called the differential of C. A g—chain
a € Cy is called a g-cycle if dg(a) = 0. If a = dg41(a’) for some o’ € Cyqq then
a is called a g—boundary. Denote the groups of g—cycles and g—boundaries by
Zq and B, respectively. We say that a is a representative g—cycle of a homology
generator o if o = a + By. Define the qth homology group to be the quotient
group Z,/ By, denoted by Hy(C). The gth Betti number (3, is the rank of H,(C).
Intuitively, Gy is the number of components of connected pieces, 81 is the number
of independent “holes” and (3 is the number of “cavities”.
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Chain Contractions [7]. A chain contraction of a chain complex C to another
chain complex C’ is a set of three homomorphisms (f, g, ¢) such that: f : C — C’
and g : ¢’ — C are chain maps; fg is the identity map of C’; ¢ : C — C is a
chain homotopy of the identity map id of C to gf, that is, ¢p0 + d¢p = id — gf.
Moreover, the annihilation properties f¢ = 0, ¢g = 0 and ¢p¢ = 0 are required.
Important properties of chain contractions are: C’ has fewer or the same number
of generators than C; C and C’ have isomorphic homology groups.

AT-model. Given a field as the ground ring, an AT-model for a simplicial
complex K is the set (K, h, f, g,¢) where h is a set of generators of a chain
complex H isomorphic to the homology of K and (f, g, ¢) is a chain contraction
of C(K) to H. This implies that f0 =0 and dg = 0.

First Basic Perturbation Lemma (BPL) [B[6]. Let (f,g,¢) be a chain con-
traction of the chain complex (C, d) to the chain complex (C’,d’). Let § : C — C
be a morphism of degree —1, called perturbation, such that ¢6 is pointwise nilpo-
tent and (d + 6)?> = 0. Then (fs,gs, ¢s) given by fs = f — f6Ad, ¢s = Ao,
gs = Ag is a chain contraction of (C,d + 6) to (C’,d" + ds) where ds = f6Ap
and A = Y (~1)1(66)".

3 Simplicial Perturbations on AT-Models

Given a simplicial complex K with m simplices, an elementary simplicial per-
turbation of K is one of these operations: an inclusion of a simplex, a deletion
of a simplex, an edge contraction. Algorithms [ B] and M compute AT-models
after elementary simplicial perturbation. Moreover, the first one is a particular
application of the BPL, showing in this way that there is a relation between the
simplicial perturbation (where the ground graded groups are changed) and the
algebraic perturbation (the original one, where just the differential changes).

Theorem 1. Given an AT-model for K and an elementary simplicial pertur-
bation of K, an AT-model for the perturbed complex K can be computed using
Algorithm /[0, [3 or [ in O(m?).

It is necessary to say that if we do not have an AT-model of K as input, the
computation of an AT-model of K can be done applying Algorithm 1 m + 1
times in the worst case, so the complexity, in this case, is O(m?).

3.1 AT-Models After Adding a Simplex

An incremental algorithm for computing AT-models with coefficients in Z/2Z
appears in [2,[3l4]. Here, we give an extension of the algorithm with coefficients
in any field and prove that it is a particular application of BPL.

Given a chain a and a simplex o, define ¢, (a) as the coefficient of ¢ in a.
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Algorithm 1. Incremental algorithm for computing AT-models for simplicial
complezes in any dimension with coefficients in any field.

INPUT: An AT-model (K, h, f,g,¢) for K and a g-simplex ¢ not in K
such that K U{o} is a simplicial complex.

If fO(o) =0, then
h:=hU{c}, flo):=0, g(o) =0 — ¢d(o) and ¢(o) := 0.
Else let (€ h such that \:=c¢g(fd(c)) #0, then
hi=h\{B}, f(o):=0, ¢(0):=0

For every pe K

If A\, i=ca(f(x(1)) #0 then
o) = 1)~ AL f010),
Bl1) 1= 0(1) + AaA o — 60().
End if.
End for.
End if.

OUTPUT: The set (KU{o},h,f,g,0).
Theorem 2. The output of Algorithm [l defines an AT-model for K U{c}.

Proof. Use BPL considering two cases.

— If fO(c) = 0, let C be the chain complex generated by the simplices of
K U {o} with differential d given by d(p) := d(p) if p € K and d(o) := 0.
Let H be the chain complex with null differential generated by h U {c}. Let
(f',d',¢") be the chain contraction of C to H defined by f/(u) := f(u) and
&) = 6lu) if p € K; ¢'(a) == gla) if a € s f'(0) = 0, g/(0) i= o and
@'(0) :=0.Let 6 : C — C be defined by 6(u) :=0if p € K and 6(o) := ()
It is easy to see that ¢'§ is pointwise nilpotent (since §¢'6 = 0) and (d+6)? =
0. Apply BPL to the morphism § and the chain contraction (f’,g’,¢’) of C
to H to obtain the chain contraction (fs, gs, ¢s) of C(K U {c}) to H.

Let us prove now that (fs,gs,ds) is the chain contraction obtained in
Algorithm [I We have that fs(u) = (f' — f'6¢")(n) = f(u) and ¢s(u) =
(&) — 668 (1) = 6(u) if 1 € K; f5(0) = (' — ['66/)(0) = & and @s(0) =
(¢ — ¢'6¢")(0) = 0; Finally, gs(a) = (¢’ — ¢'6¢")(a) = g(a) if @ € h and
gs(0) = (9" — ¢'6g')(0) = 0 — $0(0).

— If fO0(0) # 0, let B8 € h such that A := ¢g(f0(0)) # 0. Let C be the chain
complex generated by the set K U {0, e} where e is an element of dimension
q — 1 that will be eliminated at the end. The differential d of C is given
by: d(p) = 9(p) if p € K, d(o) := e and d(e) := 0. Let H be the chain
complex with null differential generated by h. Let (f',¢’,¢") : C — H be
the chain contraction given by f'(e) := 0, f'(o) = 0, f'(u) := f(p) if
pwe K; g B):=gB)—Ale, g'(a) :=g(a)if a € h; ¢'(e) := 0, ¢'(c) :=0
¢ (1) = () + A A" o if p € K and Ay, = cp(f(n)) # 0 and ¢/ (n) = d(n)
if p € K and cg(f(p)) = 0. Let 6 : C — C be defined by 6(p) :=0if p € K,
6(e) :==0and 6(c) :=0(0) —
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It is easy to see that ¢'6 is pointwise nilpotent (since 6¢'6 = 0) and
(d+ 8)? = 0. Apply the BPL to the morphism § and the chain contraction
(f',g',¢") of C to H to obtain the chain contraction (fs,gs, ¢s) of C' to H
where C’ is generated by K U {0} U {e}, with differential d + 6.

Let us prove now that (fs,gs,¢s) of C(K U{c}) to H' (generated by
h\ {8} with null differential) is the chain contraction obtained in Algorithm
0 We have that fs(a) = (f' — f'66')(o) = 05 () = £(1) — \A~ fO(o) if
u € K and cp(fA(n) # 0 and fs(n) = f() if j € K and e(f0(0)) = 0.
On the other hand, gs(a) = (¢’ — ¢’6¢')(a) = g(a)if a € h\ {5}. Fi-
nally, ¢s5(0) = (¢' — ¢'6¢')(0) = 0; ¢s(p) = (1) + A A" (o — ¢0(0))

if p € K and A\, = ¢g(fo(p)) # 0 and ¢s(p) = ¢(u) if p € K and
Ny = ea(f0(u)) = 0.

Fig. 1. The simplicial complexes A, B and C'

Using the algorithm above it is possible to design a procedure for computing
AT-models for finite simplicial complexes in any dimension with coefficients in
any field.

Cemsuess
,,,,,,,

Fig. 2. The simplicial complexes D, E, and F

Algorithm 2. Computing an AT-model for a simplicial complex of any dimen-
sion with coefficients in any field.

INPUT: A simplicial complex K and an ordered-by-increasing-dimension
set of all the simplices of K: {og,...,0n}.
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Define Ky := {09}, h:={o0}, f(oo0):= 00, g(o0) =00, ¢(og):=0.
For ¢ =1 to ¢t=m do

apply Algorithm [l to K; 1 and o;.

K, =K, 1U {0‘2}
End for.

OUTPUT: An AT-model (Km,h,f,g,¢) for K.

The implementation of the algorithm described before has been made by J.
Sanchez-Peldez and P. Real. In Figures 1, 2, 3, 4, and 5, examples of computa-
tions (using this implementation) of AT-models for three-dimensional simplicial
complexes are shown.

Example 1. Consider the simplicial complexes A, B, C, D, E and F' shown in
Figures 1 and 2. In Figures 3, 4, and 5, representative cycles of the homology
generators of these complexes are shown. In the following table, we present the
Betti numbers obtained and the running time for computing AT-models for these
simplicial complexes in a Pentium 4, 3.2 GHz, 1Gb RAM.

Dzdimess wEeE LTI Er T Sew'sxnes | rH SELE Nre/scsEsEal (02U smess
O Rme e e ety

PR e ol e P e P | =

Fig. 3. The representative 1-cycles (holes) of A, B, and C

Simplicial complex K |Number of simplices of K| Time |8y |S1 |02
A 4586 7 seconds | 1 |14 |15
B 13421 12 seconds| 3 |46 (39
C 3286 4 seconds | 1 |17 |10
D 18842 30 seconds| 1 [27|5
E 26308 50 seconds| 2 | 9 |3
F 31113 38 seconds|138|419(13

3.2 AT-Models After Deleting a Maximal Simplex

Now, an algorithm for computing an AT-model for a simplicial complex K of
any dimension with coefficients in any field after deleting a maximal simplex of
K is described.
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Fig. 4. The representative 2-cycles (cavities) of A, B, and C

Algorithm 3. Decremental algorithm for computing AT-models for simplicial
complezes of any dimension with coefficients in any field.

INPUT: An AT-model (K, h,f,g,¢) for K and a maximal ¢-simplex o in K.

If there exists [ € h such that \:=cs(g9(8)) # 0, then
hi= {5},
For every p€ K\ {o} and a €h
If A :=cg(f(un)) #0 then f(u) := f(n) — AufB.
End if.
If X, = co(p(p) #0 then ¢(u) = d(n) — ApA~ " g(B).
End if.
If Aa:=co(g(@)) # 0 then g(a) := g(a) — Aa X" Lg(B).
End if.
End for.
Else let 7€ K be a (¢ — 1)-simplex not in h then
h:=hU{y} and g(v):= 9(0).
For every p€ K\ {o}
If A, = co(¢(p)) # 0 then
F(u) = f() + Ny and ¢(n) = ¢(p) — A\ugd(0).
End if.
End for.
End if.

OuTPUT: The set (K \ {o},h, f,g,¢)

Observe that the simplex v always exists since the morphism f is onto and

fo(e) =0.
Theorem 3. The set (K \ {o},h, f,qg,¢) defines an AT-model for K\ {o}.

Proof. Let us denote by (K, hx, fx,gx, ¢x) an AT-model for K and by (K \
{o},h, f,9,¢) the AT-model for K \ {o} obtained using Algorithm Bl In order
to prove that the output of Algorithm [ is an AT-model for K \ {o}, we check
the two most important properties wich are fg = id and id— gf = 0+ 0¢. The
rest of the properties are left to the reader.
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Fig. 5. The holes and cavities of D, F, and I

We distinguish two cases.

— If there exists 8 € hy such that A := ¢, (g(8)) # 0 (recall that h := hx \{5}).
o If & € h such that A\, := ¢, (gx()) # 0 then fg(a) = f(gx(a) —
)\a)\ilgk(ﬁ)) = frgx(a) — )\a)‘il(ngK(ﬁ) - B) =«

Otherwise, fg(a) = fgx(a) = frgx(a) = a.

o T e K\ {0} and N, ‘= o (0 (/1)) 0 then (60 +6)(1) = ddlp) +
(D (1) = N AT gic(an)) = 11— guc frc(p) = p— gfsc (1) = 1t — g f ().

IF ¢y (g (1)) = 0 and Aoy = co(onD(n)) # O then (60 + Do) (1) =
$xc0(1) — Aot ' guc(ar) + 0 (k) = p — gucfc(pt) = Aoy ' guc(n) =
w—gf(p)-

In other case, (¢0 + 9¢)(1) = ¢xd(p) + 0dx (1) = p — gr frc(p) =

- Othgrwigg,(llé‘)c v € K be a (g—1)-simplex not in hy (recall that h := h,U{y}
and g(vy) := 9(0)).
o f9(7) = fO(0) = fxO(o) + 7 = 1.
If a € hy, fg(a) = fgx(a) = frgx(a) = a.
o If pe K\ {o} and X, := co (s (p)) # 0 then (¢0 + 09)(1) = ¢xO(p) +
i (1) = Mu0bx0(0) = p — guc frc (1) — Au0(0) = p — g f ().
In other case, (¢0 + 09)(u) = ¢xO(1) + 0¢x (1) = 1 — gu fic(p) =
w—gf(m).
Ezxample 2. Let us show a simple example of the computation of an AT-model
after deleting a maximal simplex. Consider a simplicial complex K whose set
of maximal simplices is {(0,1,2),(1,2,3)}. The data of an AT-model for K is
showed in the following table.

K |h|f]|yg ¢
(0) [{0)[(0)[(0) 0
(1) (0) (0,1)
(2) (0) (0,2)
(3) ) 1(0,1)+(1,3)
(0,1) 0 0
(0,2) 0 0
(1,3) 0 0
(2,3) 0 (1,2,3)
(1,2) 0 (0,1,2)
0,1,2)| |0 0
(1,2,3)| |0 0




174 R. Gonzélez-Diaz et al.

After applying Algorithm [3] to the AT-model (K, h, f,g,¢) for K and the
maximal simplex (1,2,3) we obtain the AT-model (K \ {(1,2,3)},h, f,g,¢) for
K\ {(1,2,3)} whose data are:

KN{(,2,3)} b | f g ¢
(0) (0) | (0) (0) 0
(1) (0) (0,1)
(2) (0) (0,2)
(3) (0) (0,1) +(1,3)
(0,1) 0 0
(0,2) 0 0
(1, 3) 0 0
<273> <273> <273> <273> - <1’3> + <1’2> _<071’2>
(1,2) 0 (0,1,2)
(0,1,2) 0 0

3.3 AT-Models After Edge Contractions

Finally, we deal with the problem of obtaining an AT-model for a simplicial
complex K after an edge contraction.
An edge contraction is given by the vertex map

FO g0 L0 = g0 {(b)}

where (O ((b)) = (a) and f©O((v)) = (v) for all v # b.
Let K be a simplicial complex and B a subset of K. Define

B={0' € K: ¢ isaface of o € B},

StB={0c€K: o €Bisafaceof ¢} and LkB=StB- StB.

The following algorithm computes an AT-model for a simplicial complex K
after and edge contraction in three steps. The goal of the first step is to obtain
a chain contraction of C'(K) to the chain complex associated to a new simplicial
complex (that we also denote by K) satisfying that Lk, {(a)} N Lk {(b)} =
Lk {{a,b)}. In the second step, an AT-model (K, h, f, g, ¢) for the new simplicial
complex K obtained at the first step is computed. At the final step, an AT-model
for the simplicial complex K after an edge contraction, by composing the chain
contractions obtained at the previous steps is obtained.

Algorithm 4. Computing AT-models after edge contractions.

INPUT: An AT-model AT := (K, hy, fx,9x,0x) for K, an edge
(a,b) € K and an ordered-by-increasing-dimension set of

all the simplices of Lkx{(a)} N Lk({(b)} \ Lkx{(a,b)}:

{o1 = (w}, ...,w;“), oy O = (g, wy, )}
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STEP 1:

For i=1 to i=mn:
apply Algorlthm 1 to the AT-model AT and the simplex
{a,bywh...,wt ).

my . .
Define K K U {{a,b,wy, ..., w}, )}
End for.
STEP 2:

For every simplex o € K \ St{(b)}:
Define f(o):=o0, g(o) =0 and ¢(o) :=0.

End for.
betine F({B) = (a), 6((3)) = (@b}, F((ab) =0 and o((a,t)) =
For every simplex (vp,...,v >6Lk” (b):

FUbyvo, ... v,)) = (a Voy .-, ) and ¢((b,vo,...,vp)) :=0.
If n=0 then g({a,v9)) := <b, vo) + (a, b).
Else g((a,vo,...,vn)) := (b,v0,...,Un) + 2 4 ( ) a, b, v, .oy iy e vy V)

where S={i: 0<i<n, (vo,...,0;,. >€ka{<a by},

End if.
End for.
For every simplex (vo,...,v,) € Lkgx {{a,b)}:

f({a,b,vo,...,v,)) =0 and ¢({a,b,vg,...,v,)) :=0,

F(b,vo, ..., vn)) :=(a,vo,...,v,) and ¢(<b vo,...,vn>) :=(a,b,vo,...,0n),

g({a,vo, ..., vn)) = (b, v0, ..., Un) + 2ot o(—=1){a, b, v0, . .., Uy, ..., Op).
End for.

STEP 3:
Define L:={f(0):0 € K}.
For every p € L and a € hy

Fo() = Frg()s bu(i) = Fbrg(s) and gu(a) == fau(a).

End for.

OUTPUT: The set (L,hu, f1, g0, ).

Here, we define by Lk2 (b) the set of all the simplices in Lk, {(b)} without
having a as a vertex. Moreover, without loss of generality, we suppose that
a < b < v for any vertex v of K.

Theorem 4. Given a simplicial complex K and an edge {(a,b) € K, the set
(Lyhie, fr, 91, d1) defines an AT-model for the simplicial complex L obtained
from K after contracting the edge {(a,b).

Proof. Let (K, hx, fx, gx, dx) be an AT-model for a simplicial complex K and
let (a,b) be an edge in K. We only prove that the set (K, h, f, g, $) (obtained at
the second step) is an AT-model for the new simplicial complex K (obtained at
the first step). To this aim, we check that fg = id and id — gf = ¢0 + 0¢. The
rest of the properties are left to the reader.
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— If 0 € K\ St{(b)} then, by definition, fg(c) = o and (¢0 + 9¢)(c) =0 =
o—gf(o)
— (00 + 99)((b)) = I((a, b
(60 + 06)({a,)) = H((b
— If (vo,...,vn) € LE%(b
o 10 =0, fg({a,u0)) = F({b,vo) + {a,B)) = {a, vo).
(60 + 08) (b, o) = B((v0) — (B)) = —(a,B) = (b, v0) — 4 ({b, v0)).
e Otherwise,
fgé(a,vo, .. 7v,>L>) = f((b,vo,...,vn) +> (=1){a,b,vo,..., 05 ...,00))
= (a,V0y...,Un).
(¢0+0)({b,v0; - - -, va))=D((v0, - - -, VD5 (= 1) b, w0, -, Diy oo V)
=3 (=) a,b,v, ..., Dy yvn) = (id — gf)({byvo, - . ., n)).
— If (vo,...,vn) € Lkx{(a,b)} then
fal{a,vo,...,vn)) = f((b,vo,-..,vn)) = (a,v0,...,0n).
((ba + 8¢)(<a7 ba Vo, - Un>) = ¢(<bv Voy - -+ Un>) = <(l, b, vo, ... ) Un> = (Zd -
gf)(<a7 ba Vo, - - - 7U’ﬂ>)'

1
0,
0 2 i
a
a

Fig. 6. Simplicial complexes K and L

Example 3. Now we give a simple example of the computation of an AT-model
after an edge contraction. Consider the simplicial complexes K and L (obtained
from K after contracting the edge (a,b)) shown in Figure 6. The simplices
of Lk.{(a)} are in red, and the ones of Lk,{(b)} are in blue. In this case,
Lk {{a,b)} = Lk{{(a)} N Lk {(b)}. In the following table, the non-trivial re-
sults of the contraction (f, g, ¢) from C(K') to C(L) (obtained using Algorithm[])
are given:

K L / g ¢
) o) @b
(b, 1) (a,1) (a,b,1)

(b,2) (a,2) 0
(a, b) 0 0
(a,b,1) 0 0
<b,1,2> (a, 1,2> 0

(a,1) (b, 1) + (a, b)
(a,2) (b,2) + (a,b)
(a,1,2) (b,1,2) + (a,b,1)
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4 Conclusions

Homological Perturbation Theory deals with algorithms for manipulating ex-
plicit chain homotopy equivalences between differential graded modules under
suitable perturbations in the differentials of the modules. Here, we start a study
for extending this theory to “module perturbations” produced in the underly-
ing module structures. Working with a field as the ground ring, we reduce our
perturbation homological analysis to particular chain contractions: AT-models
for finite simplicial complexes. Taking as input an AT-model for a simplicial
complex K and perturbing it with changes in the graded module structure of
C(K) (addition or deletion of simplices or edge contractions), we have designed
algorithms for restructuring the chain contraction information including these
changes. More interesting simplicial perturbations such as “parallel” addition
or elimination of simplices will be studied in a near future. Moreover, to extend
these positive algorithmic results to general differential graded modules seems to
be possible establishing an ordering for the generators of the underlying module
structure.
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The computer algebra methods are effective means for the search of approximate
and exact solutions of differential equations of theoretical physics, celestial me-
chanics, astrodynamics, and other natural sciences. Before appearance of
Programming Systems such as Mathematica, Maple etc., we knew for classical
Newtonian three-body problem only Euler exact collinear and Lagrange trian-
gular solutions, for many-body problem — the rotating regular tetragon solution
found by A. Dziobek [I] and the general homographic solution theory developed
by A. Winter [2] in the 30es of the 20th century. An amount of similar research
[3, 141, 1511617, [8,[9L [T0] has grown recently due to the fact that the existence of central
configurations of the many-body problem is eventually reduced to the solution of
the systems of nonlinear algebraic-irrational equations, which can be solved only
by the computer algebra methods, thanks to exceptional properties of them.

We demonstrated that each of the exact particular solution of the Newtonian
n—body problem differential equations generates a new dynamic model — the
(n41) restricted problem [I1] being a generalization of the noted Poincaré-
Jacobi model, the so-called restricted three-body problem [12]. The latter is
brought about by the well-known two-body problem.

The successful application of the computer algebra to the study of the general
many-body problem solution stability, particularly, of the stationary solutions of
restricted problems in Lyapunov sense, has made possible the essential results
of qualitative celestial mechanics and astrodynamics, and to demonstrate the
existence of non-degenerate domain of the equilibrium positions. At the same
time, the dimensions of gravity domain of the stable equilibrium positions have
never been studied previously.

The aim of our research is the numerical experiment for determination of the
gravity domain dimensions of the stationary solutions, stable in Lyapunov sense,
of the restricted many-body problems.

We have studied two variants of the restricted 12-body problem [13]. First, we
examined zero mass motion in the gravity field of many bodies, one of them with
a mass of mg = 1, and others - m # 0, forming a regular decagon, which rotates
around its geometric center, with a mass of my = 1, at the angular velocity
expressly established by dynamic and geometric parameters of the system. We

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 178-[I31] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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examined the motion of inactively gravitating mass in the gravity field the above
dynamic system generates.

The French mathematicians D.Bang and B.Elmabsout established [I4] the
existence of the exact solutions to the differential equations of the Newtonian
problem of incompletelysymmetrical multiple bodies in Euclidian space, when
mutually attracted bodies form some regular polygons, but several ones with
well-defined positions in the Euclidean configuration space. A model of the re-
stricted 12-body problem, based on the above results, where gravitating bodies
form two concentric pentagons, is proposed for study.

It is well known that the problem of stability in the Lyapunov sense of partic-
ular solutions of differential equations of the Newtonian restricted many-body
models may be solved only with the Kolmogorov — Arnold — Moser theory (the
KAM-theory, in abbreviated form [I5}[16]) with preliminary normalization of
the Hamiltonian equations [I7]. Similar results for some specific values of n are
studied in [I8}[19.[20].

We demonstrated in our articles that the stable and unstable positions of
equilibrium of the restricted 12-body problem ”alternate” in configuration space,
therefore, it is necessary to measure the attraction domain of every stable point.
This problem may be solved if we will need to create trajectories with initial
points in a small neighborhood of stable position of equilibrium and examine the
trajectories behavior within sufficiently long period of time, which may also be
implemented by means of computational methods. If we analyzed the dimensions
of attraction domain analytically, we would get even less precise results. For
example, the application of numerical integration by Runge-Kutta method of the
differential equations of the restricted seven-body problem has made it possible
to measure a radius of these gravitational fields which is almost eight times as less
than the distance to the first unstable point [I8], which is not an insignificant
value on the given scale. Modelling of gravitational field dimensions for other
values of n (where n is a number of gravitational masses) shows that with a
growth of values of n dimensions of the fields steadily reduce.

Now we examine the incompletely symmetrical restricted problem of twelve
bodies.

Let us have eleven mutually attracted Py, Pi, Ps, ..., Pip bodies with masses
of Mo,Ml = M2 = ... = M5 = ml,Mﬁ = M7 = ... = M10 = May. B/IOI'BOVGI'7
the Py, P, ..., Pig bodies form two regular pentagons (let us assume PyP; =
1, Py Ps = «) with a common center Py (Fig. 1).

The masses in vertices of each of the pentagons are mutually equal, the first
pentagon is oriented against the other one by an angle of 7/5. According to the
Bang-Elmabsout theory both pentagons revolve around the Py center at the
following angular velocity [20]

w? =M, + 1+%m1+

1 V2(4+(—=14+v5)a) V2(4+(=1-V5)a)
e ((1+oz)2 + (2—(1—V/5)a+2a?2)3/2 + (2—(1+\/§)a+2a2)3/2>

The sufficient condition for the existence of exact homographic solutions of
this problem is as follows [20]

(1)
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mo = (—,/1+%m1—M0—|—%

m_l( L VAV V2(-1-VBia) ))
a \(I+a)? 7 (2—(1-vB)a+2a2)3/2 ' (2—(1+v5)a+2a?)3/2

o (2)
1+ -
( \/ + (1+a)2 + ( V2(4+(=14+V5)a) + V2(4+(=1-v5)a)

2—(1—v5)a+2a2)3/2 2—(1+v/5)a+2a2)3/2 )

which shows the dependence between masses My, m1, ms and distance « for the
Newtonian problem of eleven bodies. This condition for the actual existence
of an exact solution to the 11-body problem, was geometrically shown by the
Bang-Elmabsout homographic solution [14].

As we have mentioned above, this model generates the other one — the incom-
pletely symmetrical restricted model of twelve bodies whose differential equa-
tions in the steadily revolving Cartesian coordinates Pyxy [18] are:

d’x dy oU
2 92 2 -
&y = —2wd— +w?y + 8—U
dat? dt oy’

where
5 5
Ulz,y) = f A ZA— 221A—j )
: ]:
AOZ\/x2+y2v

Aj=(o -2+ (y— )%
x; = COS @, y; = sin 2”(1571), i=1,..5,

Aj =z =)+ (y — y;)?,
T; = acos (—QW({;I) + %) ; Yj = asin (%('7571) + %) v J=1..5

and w? is given by equality (1).
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We have proved that a number of equilibrium positions in this model depend
on values of m; and a and change between 20 at 50. For example, if My =1, =
0.99958, m; = 0.0001, we have 30 positions of equilibrium (Fig. 2) [20].

It has been proved that for any m; > 0 and « > 0 the stationary solutions
N1,..., Nog (Fig. 2) of the restricted 12 incompletely symmetrical body problem
are unstable in Lyapunov sense, and there are such values of m; and « that
make the stationary solutions Si,..., Sig (Fig. 2) stable in the Lyapunov sense
[13].

It is known also, if the linear system frequency values (3) are bounded by the
tertiary resonant correlation o1 = 209, the Sy, ..., S1o equilibrium positions (Fig.
2) of the restricted 12 incompletely symmetrical body problem are unstable in
the Lyapunov sense, and if the linear system frequency values (3) are bounded by
the quartic resonant correlation o1 = 303, the S1, ..., S19 equilibrium positions
(Fig. 2) of the restricted 12 incompletely symmetrical body problem are stable
in the Lyapunov sense [13].

Applying Computing System “Mathematica” [10] and its algorithms and tech-
niques, we solve equation (3).

Let Mo =1.

We study point Sy (Fig. 2) stable in the Lyapunov sense, with the following
coordinates:

x1 = 0.9178291468070109..., vy = 0.39834574906341325..., (4)

measured given that m; = 0.001 and « = 1.000284 [9)].
By means of “Mathematica”, we can solve the system of differential equations
(3) with certain initial conditions (4), for example, for 0 < ¢ < 10000, in the
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form of interpolation functions to ensure that during insignificant changes the
integration error within such a range of values does not exceed 107!,

Let x(0) = z1, y(0) =91, «'(0)=0, v'(0)=0.The solution of equations
(3) can then be found by means of the following instruction (f and g are the
right-hand sides of equations (3)):

eql=NDSolve[{x" [t]-2wy’[t]==f,x[0]==x1,x’[0]==0,

y" [t]4+2wx’[t]==g,y[0]==y1,y’[0]==0},{x,y},{t,0,10000}]
{{x—InterpolatingFunction[{{0.,10000.} } <>,
y—InterpolatingFunction[{{0.,10000.}},<>]}}

Creation of the graphs of the resultant functions is governed by the below
procedure [I0]:

ParametricPlot[Evaluate[{x[t],y[t]}/.eq1],{t,0,t1},
AxesLabel—{"x[t]”,”y[t]" },AxesOrigin—{x1,y1}]

with solutions being the interpolation functions, which may be graphically

demonstrated for different integration intervals by replacing ¢; with specific val-
ues (coordinate axes go through the S point), see Fig. 3.

¥ [¥] w[t]

U555 10T )
x[x] @

F1E A1

- A [¥]
jie: AT

¥ %] 0 <= 10000
0=<f=< 1000

= [5]

AL AL TS AL 9

Fig. 3.

Considering a scale of the coordinate axes we can clearly see in Fig. 3 that
the trajectory does not move far away from the initial point during a sufficiently
long period of time. In Fig. 3 the scale is less than 1075,

Let Ar(t) be the local distance of point on the trajectory from the stationary
point S; for t. We may then demonstrate the behavior of the function Ar(¢) :
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a) given 0 < t < 80

110"
G210
£:10"
4,10

Z.10

b) given 80 < ¢ < 10000

20 30 &0 g0

Fig. 4.

=
Z000 4000 s000  S000 1loO000

Fig. 5.

Now change the initial conditions by slightly perturbing the initial coordinates
according to the below formulae

2(0) = 21 + aCosp], y(0) =y +aSinlp], 2'(0)=0, %' (0)=0. (5)
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For example, let ¢ = 0, a= 0.000226. We then find a solution of equations (3)
with initial conditions following the below procedure:

eq2=NDSolve[{x" [t]-2wy’[t]==f,x[0]==x; +aCos[¢],x’[0]==0,
y" [t]+2wx’'[t]==g.y[0]==y; +aSin[¢],y'[0]==0},{x,y}.,{t,0,1000}]

{{x—InterpolatingFunction[{{0.,1000.} } <>,
y—InterpolatingFunction[{{0.,1000.} },<>]}}

The result of interpolation functions may then be demonstrated graphically
for different integration time intervals, see Figs. 4 and 5. The sizes of figures are:
Az < 0.03, Ay < 0.06.

Fig. 6.

Using Fig. 6, we can also demonstrate the behavior of the function Ar(¢):

0.
0.
0.
T =
100 Z00 200 400 500 00 400 600 &00 1000

Fig. 7.

Under such initial conditions, the trajectory does not move significantly away
from the position of equilibrium S; being considered. Based on the above compu-
tational experiments (Figs. 3 — 7) we may state with certain degree of confidence
that the position of equilibrium S; is stable because the integration interval is
quite considerable.
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Now, let ¢ = 0, a= 0.000227. The solution of equations (3) can then be
demonstrated as follows

Fig. 8.

We are now going to display both diagrams in one coordinate system, com-
bining the trajectory shown in Fig. 6 b) and Fig. 2 on Fig. 9 a), and similarly,
combine the last image from Fig. 8 with Fig. 2 on Fig. 9 b).

1] a=0.000226 ) =0.000227
Fig. 9.
It is clearly seen in Fig. 9 a) that the trajectory “rotates” around the position

of equilibrium S; and does not move away significantly, whereas in Fig. 9 b) the
trajectory moves off.
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Based on the computational experiments (Figs. 6-9) we may assume that
applying ¢ = 0 and modifying initial conditions according to formulae (5) up to
a, being in the interval of 0.000226 < a < 0.000227 (let us call it @44 ), we have
the trajectory rotating around the position of equilibrium S; and not moving
far away.

In Table 1 below, the intervals of a4, for other values of ¢ are specified.

Table 1.

2 Qmax

0, 0.00022 < amaz <0.00023
7/10, 117 /10 0.00020 < amaz < 0.00021
27 /10, 127/10 0.00021< amaz < 0.00022
3w /10, 137 /10 0.00024 < amaz < 0.00025
47 /10, 147 /10 0.00031 < amaz < 0.00032
57 /10, 157/10 0.00051 < @maz < 0.00052
67 /10, 167 /10 0.0017 < @maz < 0.0018
7w /10, 177 /10 0.00091 < amaz < 0.00092
87 /10, 187 /10 0.00040 < amaz < 0.00041
97 /10, 197 /10 0.00027 < amaz < 0.00028
137/20, 337/20 0.0023 < @maz < 0.0024

According to the calculations, the real field of a gravitation of point Sj is
similar to an ellipse with a smaller axis about 1795 times smaller than the dis-
tance from the S7 point for the first unstable point equal to 0.398608820196195.
This distance is equal to 0.398608820196195, and this field is shown in
Fig. 10.

0,239

0,235

'\\0.29?

/

. . . Ay
0,916 0.917 0,918 0.413 0.3;

Fig. 10.
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Let us now assume that the linear system frequency values are bounded by
the quartic resonant correlation o1 = 305. In this case, the S; point coordinates
are as follows

1 = 0.9737314994387726..., y1 = 0.22815846219324198..., (6)

and they have been calculated with m; = 0.0001 and a = 0.999905351291365....
[13].

We can now solve by means of “Mathematica” the system of differential equa-
tions under initial conditions in interpolation function forms:

eq3=NDSolve[{x" [t]-2wy’[t]==f,x[0]==x1,x’[0]==0,
Yy’ [t]+2wx'[t]==g,y[0]==y1,y’[0]==0},{x,y},{t,0,1000}]

{{x—InterpolatingFunction[{{0.,1000.} } <>,
y—InterpolatingFunction[{{0.,1000.}},<>]}}

We have for different values of ¢ the following results:

0« % ¢ 400 w[+w]

0.9707210720 T2 ITLEIAL
Al i ey )

LA TLTITLT) .. L
[ABEIY

0.3 TR SR TR

"5 _1'_' ) IR El LR XN -LAs -kl i EN Y
ey W L

Fig.11.

We have that |Az| < 1076, |Ay| < 1076 for 0 < ¢ < 1000.

Let us now modify initial conditions by “perturbing slightly” initial coordi-
nates according to formulae (5). Let, for instance, ¢ = 0, a = 0.0037. We now
have the graphs shown in Fig. 12 for two intervals of time.
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=[]

R T

Fig.12.

For these initial conditions the trajectory does not move away significantly
from the position of equilibrium S;. These computational experiments presented
in figures 11 — 12 show that, for case of the existence of frequency quartic res-
onance, the position of equilibrium S; is quite stable as trajectories remain in
the limited part of space for large values of time.

For other set of values ¢ = 0, a = 0.0038, we have the following;:

rt]

1"::) M1 :azied ST

Fig.13.

Under such initial conditions, the trajectory moves away from the position of
equilibrium S (if one takes into account linear scales on coordinate axes).

We are now going to display both diagrams in the same coordinate system.
Let us combine the trajectories shown in Fig. 12 b) and Fig. 2 (the result is
presented in Fig. 14 a), and also the trajectories shown in Fig. 13 b) and Fig. 2
(the result is presented in Fig. 14 b).

These computational experiments definitely point to that when the linear
system frequency values are bounded by the quartic resonant correlation o1 =
309, then, at ¢ = 0 and while modifying initial conditions according to formulae
(5) up to amas in the range of 0.0037 < @yqe < 0.0038, we have the trajectory
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4 a=00037 k) 2= 0.0033

Fig. 14.

rotating and not moving away far from the position of equilibrium S, at least
on a large enough interval of time.

Table 2 specifies the ranges of a4, for other ¢ values considering there is the
quartic resonance o1 = 305.

Table 2.

[%2) Amax

0, ™ 0.0037 < @maz < 0.0038
/10, 117 /10 0.0031 < @mas < 0.0032
21/10, 127/10 0.0039 < @maz < 0.0038
3w /10, 137 /10 0.0046 < @maz < 0.0047
47 /10, 147/10 0.0070 < amaz < 0.0071
57/10, 157/10 0.015 < dmaz < 0.016
67/10, 167/10 0.058 < amaz < 0.059
7w /10, 177 /10 0.0095 < @mas < 0.0096
87 /10, 187 /10 0.0049 < amas < 0.0050
97 /10, 197 /10 0.0037 < @mas < 0.0038

According to the computations we may state that the actual gravitational
field of S; during the existence of the quartic resonance represents an ellipse too
(Fig. 15), although the size of the field is bigger than when there is no resonance.

To examine the stable point gravity fields much more considerable resources
must be exploited. We may only calculate by means of the ” Mathematica” soft-
ware the decreasing (smaller and smaller) ranges of the @, value, but the
geometric features of the gravitational field will remain the same, similar to Fig.
10 and Fig. 15.
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Abstract. The planar central configurations in the newtonian problem
of four bodies are studied with the computer algebra system Mathe-
matica. We have shown that in the case of two equal masses there can
exist central configurations in the form of isosceles triangle with three
bodies being in its vertices and the fourth body being situated in the
axis of symmetry inside or outside the triangle. The number of possible
configurations in such cases depends on the masses of the bodies and
may be equal to ten, six or two. We have provided evidence numerically
that there exist one-parametric family of central configurations in the
form of antiparallelogram. We have shown also that central configura-
tion may be deformed continuously by means of changing masses of the
bodies and found two-parametric family of central configurations in the
neighborhood of the square.

1 Introduction

The study of the central configurations in the Newtonian many-body problem
is a very old problem in Celestial Mechanics. Many papers have been devoted
to its investigation and many interesting results have been obtained (see, for
example, [I]). One of the reasons why central configurations are important and
interesting is that every such configuration generates an explicit homographic
solution of the corresponding n-body problem [2]. For example, two bodies form
only one central configuration, and general solution of the two-body problem is
just a homographic one. Euler and Lagrange found five central configurations
in the case of n = 3, and one can easily show that there do not exist any other
central configurations of three bodies. But for n > 4, the problem of the existence
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of central configurations is still open. Even for n = 4 it is not known how many
central configurations do exist, and what shapes do they have.

Moulton showed [3] that there exist exactly n!/2 collinear central configura-
tions for a given set of positive masses of n bodies when all of them are contained
in a straight line. But in non-collinear case similar general statements are not
known. Wintner [2] and Smale [4] conjectured that in non-collinear case the
number of central configurations is finite for a given set of positive masses of
the bodies but this proposition has not been proved yet. And Smale included
this problem in his list of the most important mathematical problems for XXI
century [5].

Remind that the bodies form a planar central configuration if and only if
there exists some positive constant o such that the following system of algebraic
equations

X — Tk
ox; =G E mp J

oy (@ =)+ (g — )™

Yi — Yk .
oy; =G Z my 2; TP (j=0,1,....n—1) (1)
k=0(k+#7) ((zj —zk)? + (Y5 — yr)?)

has a solution. Here x;,y; are the cartesian coordinates of the jth body, having
a mass m;, with respect to the inertial barycentric frame of reference, and G
is a gravity constant. Solving system (IJ), we obtain the constant o and the
corresponding positions (z;,y;) of the bodies in the Ozy plane when they form
central configurations. It should be emphasized that here we do not analyze the
dynamics of the system but only its central configurations which correspond to
the equilibrium positions of the bodies in the rotating frame [2].

Obviously, algebraic equations (I are essentially nonlinear, and we can not
find all solutions of the system in symbolic form. Nevertheless, in some special
cases the system may be solved analytically, and some general results may be
obtained. We can also try to find its numerical solutions and investigate their
properties combining numeric and symbolic computations. And a modern com-
puter algebra system such as Mathematica [6], for example, is just a good tool
for doing such calculations.

In the present paper we focus on studying system (I]) in the case of four
interacting bodies when it reduces to six independent equations with respect to
five variables. Symbolic analysis of this system shows that there do not exist non-
collinear central configurations of four massive bodies when three of them are
situated in the same straight line. Central configuration in the form of rectangle
cannot exist in general as well, there can exist only a square with four bodies of
equal masses in its vertices. Analyzing system (Il) numerically, we have shown
that in the case of two equal masses there can exist central configurations in the
form of isosceles triangle with three bodies being in its vertices and the fourth
body being situated in the axis of symmetry inside or outside the triangle. The
number of possible configurations in such cases depends on the masses of the
bodies and may be equal to ten, six, or two. If masses of the bodies are equal
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in pairs there exist central configurations in the form of antiparallelogram and
rhombus. In order to demonstrate that central configuration may be deformed
continuously by means of changing masses of the bodies we constructed two-
parametric family of central configurations in the neighborhood of the square.

2 General Analysis of Central Configurations

Geometrical configuration of n bodies Py, Pi,..., P,—1 in the Oxy plane is de-
termined, in general, with 2n coordinates z;,y; (j = 0,1,...,n — 1) but in
barycentric frame only 2(n — 1) of them are independent because the center of
mass of the system is in the origin and, hence, coordinates of the bodies must
satisfy the following conditions

n—1 n—1
Y miw; =0, myy; =0 (2)
j=0 j=0

In fact, any non-collinear central configuration is determined with 2(n — 2)
coordinates because it is invariant with respect to homothetic transformations
and rotations in the Ozy plane. Actually, without any restrictions in our further
analysis, we can introduce relative coordinates Z;,y; with respect to the body
Py, for instance, which are given by

We can also choose such orientation of the axes in the Ozxy plane that the body
Py, for instance, would be situated at point (r1,0), where 7 is a distance between
the bodies Py and P;. Then we can rewrite system (Il) in the form

T} — pk (T} — x5)
Mk —2)) = —————5=75 .
( c J) (( *2 y*2 3/2 Z . ‘Tk _ 1';()2 + (yz _ y;)2)3/2

* n—1 * *
Y; e (Y — y;)
A(y:—y;):—ﬁ—k L " , (4)
Py e (@) + = )
n—1 " l'* n—1 M y*
D VR
c * x2\3/27 e *2 *21\3/2
ez T ) ez (T )
where
or’ T; Ui m;
A= Lopr= =2l =20 (j=1,2,...,n—1 6
Gmo 'T] r y] r /~LJ mo (.7 9 ,n ) 9 ( )

and coordinates of the center of mass are given by

n—1 n—1

= mkri /At ), vi =Y v/t o+ ). (7)
k=1 k=1
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Note that the system of equations {@)—-(B]) contains 2(n — 1) independent
equations with respect to only 2(n — 2) dimensionless variables z7,y; (j =
2,3,...,n—1) because coordinates of the body P; are now fixed: 7 = 1, y = 0.
Solving the system, we can find positions of the bodies (mj, yj) corresponding to
their central configurations, and parameter A which must be a positive constant.
Note also that the distance r; determines only the scale in the Ozy plane and
the value of constant o (see (@) but does not influence the shape and number
of central configuration.

It should be noticed that in the case of collinear central configuration when
y; =0 (j =1,2,...,n — 1) the second equation in the system () is satisfied
identically, while the first one determines the system of (n—1) independent equa-
tions with respect to (n — 1) variables, namely, 3, 25,...,z}5_; and A. Solving
this system in the case of three and four interacting bodies numerically we have
found that it determines 3!/2 = 3 and 4!/2 = 12 collinear central configurations,
respectively, what corresponds to the results of Moulton [3].

In the case of non-collinear central configurations the number of independent
equations 2(n — 1) is greater than the number of variables (2n — 3), and in some
cases this can complicate analysis of the system. Nevertheless, in the case of three
interacting bodies, for example, one can solve this system analytically and prove
that there exist only two non-collinear central configurations, having a form of
equilateral triangle, that was shown by Lagrange yet. Actually, for n = 3 the
central configuration is determined by two coordinates z3,y5 and constant .
Then coordinates of the center of mass (@) are given by

o Pt s Yali2 (8)
c 1+,LL1+,U/2’ c 1+,U:1+,U,2 9

and four independent equations (@) may be written as

@b -1 p2(z3 — 1)

1 - *_1)2 *213/2 7
+ pa + pi2 ((z3 —1)* +y3°)
poyy H2Y3

Lt +pe ((25 —1)2 +y3%)3/2 7

y—estpm) ) o m(xz—1)
1 + p1 + po (x;Q +y§2)3/2 ((335 _ 1)2 +y§2)3/2 ;

ys(L+ ) _ ys Y3 )

= + )
b+ (@82 +957)%2 0 (03 —1)% +43%)3/2
The first two equations of system (@) give

(@5 =12 +y3° =1, A=1+pm +p2 . (10)
On substituting (I0) into the second two equations of the system (@), we obtain
ety =1 (11)
Then from (I0), (II)) we easily find
1 V3
5== 5 =t+— . 12
Lo 2 y Yo 9 ( )
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Obviously, the solutions (I2]) determine two central configurations of three bodies
which are just the equilateral triangles, and the system (@) has no other solutions.
The constant A is given by (I0) and is a positive number.

Po P4
—@ @
0 c a 1 X

Fig. 1. General configuration of four bodies

In order to determine non-collinear central configuration of four bodies in the
Oxy plane we need four coordinates (see Fig. [l]) which must satisfy the system
of eight equations [{@l)—(E). We consider only six independent equations of this
system, for example, equations (@) and equations {@l) for j = 1,2 and rewrite
them in the form

Gfb2 Cl3 M1+ aps +cug
= , 13
M@ T E @ T T g 1)
b d b d
2 13 — o + diig (14)

(a? 4+ 62)3/2 (2 4+ d2)3/2 141+ po+ps

(1 —a)ps (I —c)ps _
@ ap + 0277 T (=0 + 2P
:A1+(1_a)ﬂ2+(1—0)ﬂ3 7 (15)
T4 w1+ po + ps

1+

bpio n dus ) buo + dpus (16)
@=ap 77 =P+ @2 = T+ i

a (1—a)m (a—c)us

@+02p372  (1—a)2+62)32 " ((a—c2+(b—d2)32
_yo-U—amtla—dus g
1+ pa+ po + ps
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b b (b—d)us _
@+ (=2 + 72 (=2 + (b= 272
_ bt bu + (b= d)ps

= . 18
1+ py + po + p3 (18)

System (I3))-(I8)) cannot be solved in general form even with the modern com-
puter algebra systems, and we have to investigate it numerically. Nevertheless,
analyzing it symbolically, we can get some general results. For example, we can
answer the question whether there exist the non-collinear central configurations
with three massive bodies situated in the straight line. Such configuration is
realized when b = 0 and d # 0, for example. Then from equations ({4)), (Gl we
obtain .

c=3 - (19)
As we have four different bodies, the conditions a # 0, a # 1 must be fulfilled
for b = 0. Then equation (I8]) can be satisfied only if 3 = 0 when only three
bodies have non-zero masses. Similar result is obtained if we consider the case
d = 0 and b # 0. Hence, we can conclude that there does not exist a non-collinear
central configuration of four massive bodies when three of them are situated in
the same straight line.

Similarly, we can show that central configuration of four bodies in the form of
rectangle is also impossible. Actually, such configuration is realized if a = 0, ¢ =
1, d =, for example. In this case equations (I3)), ([T), and ([I7) give

pr=ps, p2=1. (20)
Substituting (20) into equations ([Id)), (I6), (I¥), we immediately obtain
/1,1:/1,3:]., b=1. (2].)

It means that rectangle can exist only as a square with four bodies of equal
masses, being situated in its vertices.

These two examples show that if we choose some values for variables a, b, ¢, d
we can easily check whether the corresponding configuration of four bodies is
central because these variables must satisfy equations (I3)—(I8]), and the cor-
responding constant A must be positive. But we cannot find general solution
of system ([3)—([8) and so we cannot answer the question how many central
configuration of four bodies exist if their masses are given and what are the
shapes of these configuration. We can only try to find some numerical solutions
of equations (I3)-(I8) and investigate their properties. Nevertheless, doing such
numerical analysis, we can get some new interesting results.

3 Symmetric Central Configurations of Four Bodies

In the case of pug = 0, system ([3)—(I0) is equivalent to equations (@) and deter-
mines three collinear configurations of the bodies Py, P;, P3 and two equilateral
triangles. If two bodies Py and P, for example, have equal masses (u1 = 1) then
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three of these configurations are symmetrical with respect of the line z = % (see
Fig.[M). One can easily check that the corresponding solutions are given by

1 1 V3

6—2,d—0 or 0—2,d—:5:2 . (22)

Obviously, symmetry of the system will not be disturbed if the body P, of
non-zero mass is situated on the line x = 1/2. As three massive bodies can not
be situated in the same straight line if us # 0 then the body Ps; must change
its position but it can remain in the line z = 1/2. Thus, we consider here such
configurations of four bodies when a = ¢ = 1/2 and positions of the bodies Py and
P; in the axis of symmetry x = 1/2 are determined with two parameters b and
d, respectively. Then system (I3)—([I8) reduces to the following three equations

_ A2 dps
A=2 (1 T arwpr T +4d2)3/2> ! (23)

(2+ p2 + p3) <(1 _:13522)3/2 1 J:LZ/;;)?)/?) -
= (buz + dps) (1 + 1 +44Z722)3/2 + 1 +44l§)2)3/2> ’ (24)
l@+m+ud< Lo +w—®m>:
2 (1+4b2)3/2 ° |b—df?
= (2b+ (b—d)us) (1 + 1 +4£)22)3/2 T (1 +44l§)2)3/2> : (25)

Thus, we obtain two nonlinear algebraic equations (24), (25 with respect to
variables b, d which contain two parameters po, ©s3, and any their real solution
determines symmetric central configuration of four bodies if the corresponding
parameter A defined in (23) is a positive number. Using the system Mathematica,
we can easily find a solution of the system (24)-(25]) for any values of ua, us and
investigate dependence of the number of symmetrical central configurations and
their shape on the masses of the bodies.

It is expedient to start such investigation from the case o = 0 when equations
24)) and (23] become independent and the first one has solutions (22)). As the
cases d = ++/3/2 are equivalent it is sufficient to consider the case d = v/3/2
when equation (23]) takes the form

8 32b

Numerical analysis of this equation shows that for any 0 < pus < 1.4689 it has
four roots which are shown in Fig. 2l Note that two of these roots determine
positions of the body P, inside the equilateral triangle what is possible only if
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mass of the body Ps is only a little bit greater than masses of the bodies Py and
P;. With the parameter us growth only two positions of the body P, outside
the triangle exist and b — @ + 1 as us — oo what means that all three bodies
Py, P1, P, tend to be on a circle of radius 1 with the center at point Pj.

b
0.8 15 T ememmewmemet
. I"
0.6 \\\ ]
0 . 4 \~Q.~..~ 0 _5
0.2 SSee.

D e 0 H3
‘ us3 -0.5 E ~ 5 10 £ 7
0.2 0.6 1 14

Fig. 2. Positions of the body P»: pu2 =0, d = V3

If d = 0 and p2 = 0 then equation (28] takes the form

s (Sb— b%) =2 (1 - W) . (27)

It has two solutions b = i\/§/2 for 13 = 0 which tend to b = +1/2 as pg — 0.
Again with the parameter pg growth all three bodies Py, P1, P> tend to be on a
circle of radius 1/2 with the center in the point Ps.

Thus, in the case of pus = 0 the system ([24)—(25]) determines ten possible cen-
tral configurations which are symmetric in pairs with respect to the Oz axis. One
can expect that for 0 < ps << 1 there will exist similar ten central configurations
with a little bit disturbed positions of the bodies P, and Ps, in comparison with
the case of o = 0. We have solved system (24)-(28) numerically for pys = 1/10
and different values of pug and found possible positions of the body P, five of
them are shown in Fig. Bl Fig. [ another five can be easily obtained by means
of mirror reflection with respect to the Oz axis. Again there exist two posi-
tions of the body P inside the triangle PoP; P3 (see Fig. Bl). If parameter us
grows up they move toward each other in the directions shown in Fig. ] with
arrows until their coinciding when parameter p3 reaches the value ug ~ 1.21048.
Note that configurations shown on Fig. [§] were found earlier by Simo [7] and
Albouy [8], who considered the case of equal masses of the bodies. Now we see
that these configuration exist in more general case when only two bodies have
equal masses.

For pi3 > 1.21048 there exist only three configurations shown on Fig. [ where
arrows show directions of motion of the body P, when parameter us grows. Note
that the bodies Py, Pi,andP> tend to be on the same circle with the center at
point P3 as 3 — oo. Similar results were obtained in [9], where it is investigated
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P3

a) P2 b)

Fig. 3. Positions of the body P> inside the triangle: pus = 0.1, us = 0.7

the case when only one body has a finite mass while masses of the rest three
bodies are negligible.

P;

P1 X
Po P x

P;

c)

Fig. 4. Positions of the body P> outside the triangle: ue = 0.1, us = 0.7

Central configurations shown in Fig. Bl and Fig. @ exist for any values of
0 < p2 <1,0 < psg < 1. But if uo = 1, for example, and pg > 1 then only
three configurations shown in Fig. [ can exist when a more massive body Pj is
situated inside or outside the triangle. If mass of the body P, becomes larger,
for example, gy = 1.1 and psz > 1 then only one central configuration shown
in Fig. @b remains. Note that configurations of this kind exist for any values of
parameters po, (13-

4 Central Configuration in the Form of Antiparallelogram

If po = pg then one can expect that additional central configuration symmetric
with respect to the line x = 1/2 exists. It may be determined from the condition

Clzl—C,b:d, H2 = K3 . (28)
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On substituting (28) into system ([@3)-({8) we obtain three independent

equations
B cpis (1 —c)us
A=2 <1 + (C2 4 d2)3/2 + ((1 _ C)Q + d2)3/2> ’ (29)

1
) (G * ) -

. Cl3 (1-c)us
=2 (1 + (02 + d2)3/2 + ((1 _ C)z 4 d2)3/2) ’ (30)

c B 1—c (A =2c)us
(02 + d2)3/2 ((1 _ 0)2 + d2)3/2 |1 _ 20‘3
(1 —2 cps (1 —c)us
=—(1-2c) <1+ CENDEE + ((1_6)2+d2)3/2> : (31)

It can be readily seen that in the case of ug = 0 system (B0)-(BI) has two

roots /3
1 3
C—Q,d—j:2 , (32)
which correspond to well-known Lagrange triangular solutions in the three-body
problem. It means that two massless bodies P, and P5 are situated at the same
point (1/2, v/3/2) or (1/2, —/3/2) in the Oxy plane. If 13 > 0 then they leave
these points and move in the Ozy plane being symmetrical with respect to the
line x = 1/2. The corresponding configuration of the bodies is just antiparallelo-
gram, and their positions can be found as solutions of system B0)—(31]). Graphs
of the corresponding functions c(us), d(us) are shown in Fig. Bl

Fig. 5. Functions c(us), d(us3)

Thus, with parameter ps varying, antiparallelogram undergoes continuous
deformation. Obviously, in the case of ug = 1 it reduces to the square with four
equal masses being in its vertices.
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If parameters puo and ps vary separately configuration of the bodies will un-
dergo continuous deformation as well. As an example, let us consider a square
as unperturbed configuration and add small perturbations to the parameters ps,
w3 according to the rule

po =14 pore, ps =14 pgie (33)

where ¢ is a small parameter. Then we can expect that coordinates of the bodies
a, b, c,d will also get some perturbations, and we can represent them as power
series of the form

a=14+ae+ac®+...,b=1+be+bxe®+... ,
c=cie+ae?+...,d=1+die+de®+... . (34)
In order to find coefficients in the expansions ([B34) we substitute (33)), (34
into equations (I3)-(I¥), expand them in power series in &, equate coefficients
of * (k =1,2,...) in the left-hand and right-hand sides of each equation and

obtain an infinite sequence of algebraic equations. Solving this system, we obtain
in the first order in €

1 2
= 6(1 —2V2)pu01 + @(5 +11V2)pz1

2 1
C1 :—@(54—11\/_)/,[,21“‘ 6( 1+2\/§)/~1’31 )
1

b= (17~ 6V2) a1 , di = 62<17—6ﬁ>u31. (35)

Coeflicients of the second order in € are given by

ag = 3844(17—’_25\/_)#21 57166(1130 T69V/2)pio1 31 +
+T232(—445 +137V2)u,

by = o (~177 + 88V3)i, + 5o (741 — 236vDuz i
~ 5615267+ 110V2)43,
cy = — 11;32( 445 +137V2)ud, + 7166( 1130 4 769v/2) o1 pa1 —
3844(17 + 25\/_)/~L31 )
dy = 86249(267 + 110vV2) 2, + 2232(741 236V/2) 21 131 +

1

177 + 88 . (36
558( +88v/2) 3, (36)
Similarly we can find coefficients of higher order in the expansions (B4 and de-
termine coordinates a,b, ¢, d of the bodies with arbitrary precision. Obviously,
parameter ¢ appears only in the expressions of the form po1e and psie only.
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Hence, after the calculations have been done we can set € = 1. As a result, we
obtain two-parametric family of solutions of the system (I3))-(I8]) in the neigh-
borhood of the square configuration. Now it can be readily seen that changing
masses of the bodies we can deform the central configurations continuously. Two
such deformed squares are shown in Fig.

P4 P4
a) b) c)

Py

Fig. 6. Deformed squares: b) p21 = 0.12, us1 = —0.2; ¢) p21 = 0.24, ps1 = —04

5 Conclusion

In the present paper we study the central configuration in the newtonian problem
of four bodies. We have shown that such configurations are fixed with four coor-
dinates and written the corresponding system of nonlinear algebraic equations
([I3)—([8) determining these coordinates. Analyzing this system symbolically, we
have proved that four bodies having different masses cannot form central con-
figuration being a rectangle, and three of these bodies cannot be situated in the
same straight line. If two bodies have equal masses then there can exist central
configurations in the form of isosceles triangle with fourth body being situated
in the axis of symmetry inside or outside the triangle. The number of possible
configurations in such cases depends on the masses of the bodies and may be
equal to ten, six, or two.

We have proved that there exists one-parametric family of central configu-
rations in the form of antiparallelogram. We have shown also that central con-
figuration may be deformed continuously by means of changing masses of the
bodies. As an example we constructed symbolically two-parametric family of
central configurations in the neighborhood of the square.

All numerical and symbolic calculations and visualization of the obtained
results have been done with the computer algebra system Mathematica.
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Abstract. The boundary-value problem in spherical coordinates for the
Shrédinger equation describing a hydrogen-like atom in a strong mag-
netic field is reduced to the problem for a set of radial equations in
the framework of the Kantorovich method. The effective potentials of
these equations are given by integrals over the angular variable between
the oblate angular spheroidal functions depending on the radial variable
as a parameter and their derivatives with respect to the parameter. A
symbolic-numerical algorithm for evaluating the oblate spheroidal func-
tions and corresponding eigenvalues which depend on the parameter,
their derivatives with respect to the parameter and matrix elements is
presented. The efficiency and accuracy of the algorithm and of the nu-
merical scheme derived are confirmed by computations of eigenenergies
and eigenfunctions for the low-excited states of a hydrogen atom in the
uniform magnetic field.

1 Introduction

In recent paper [I], a parametric basis of the angular oblate spheroidal functions
has been applied to calculate, with help of the Finite Element Method (FEM)
codes, the low-lying excited states of a hydrogen atom in a strong magnetic
field. However, to build up and examine the various effective approximations of
the boundary-value problem in both discrete and continuous spectra for a set of
radial equations, we need both symbolic and numerical evaluation of the angular
oblate spheroidal functions (AOSF) and eigenvalues depending on a parameter
as well as of their derivatives with respect to the radial variable and of matrix
elements in a wide range of quantum numbers and values of the radial parameter
2.

With this end in view we consider a symbolic-numerical algorithm for evalu-
ating the AOSF and eigenvalues depending on a parameter, for their derivatives
with respect to the radial variable and for the matrix elements. The conven-
tional expansion of these functions by both the unnormalized Legendre polyno-
mials [3[4] and normalized Legendre polynomials is used. Such expansion leads
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to an algebraic eigenvalue problem with real symmetric matrices that provides
stable calculation with double precision arithmetic by applying the subroutine
IMTQL?2 from the EISPACK Fortran Library [5]. A symbolic algorithm for eval-
uating the asymptotic matrix elements with respect to the radial parameter is
implemented in MAPLE and is used to continue the calculated numerical values
of matrix elements to large values of the radial parameter.

The main goal of this paper is to develop a symbolic algorithm for generation
of the inhomogeneous algebraic problems with respect to unknown derivatives of
the functions up to arbitrary finite order and for construction of the correspond-
ing matrix elements. The algorithm is explicitly presented and implemented in
MAPLE. This provides stable calculation of the derivatives with double precision
arithmetic by applying the subroutine FO7BRF (ZGBTRS) from the NAG For-
tran Library [6]. The developed approach is applied to numerical calculation of
effective potentials for Shrodinger equation describing a hydrogen-like atom in a
strong magnetic field. The efficiency and accuracy of the proposed algorithm and
accompanying numerical schemes is confirmed by computation of eigenenergies
and eigenfunctions of a hydrogen atom in the uniform magnetic field.

The paper is organized as follows. In section 2 we briefly describe a reduction
of the 2D-eigenvalue problem to the 1D-eigenvalue problem for a set of closed
radial equations by means of the Kantorovich method[7]. In section 3 we examine
the algorithm for evaluating the AOSF. In section 4 we describe the symbolic-
numerical algorithm for generating the nonhomogeneous algebraic problem to
calculate derivatives of the AOSF with respect to parameter and corresponding
matrix elements. In section 5 the algorithm for asymptotic calculation of matrix
elements at large values of radial variables is presented. In section 6 the method is
applied to calculating low-lying states of hydrogen atom in strong magnetic field.
The rate of convergence is explicitly demonstrated for typical examples. Besides,
the obtained results are compared with the best known ones in the literature. In
section 7 the conclusions are made, and the possible future applications of the
method are discussed.

2 Problem Statement

The Schréodinger equation for the hydrogen atom in an axially symmetric mag-
netic field B = (0,0, B) and in the spherical coordinates (r, 8, ¢) can be written
as the 2D-equation

19,0 AO@e) 27
( 2o 8r+ 72 o © (r,6) =0 (1)
in the region £2: 0 < r < 0o and 0 < § < 7. The operator A(®)(r,8) is given by

1 0 0 m?2 1
= Y gne L 0 2 22,420 9
o 9e 89+sin29+ymr —&—477" sin” 0, (2)
where m = 0, £1,... is the magnetic quantum number, v = B/By, By = 2.35 x
109G is a dimensionless parameter which determines the field strength B, and

AO(r 0) = -
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the atomic units (a.u.) i = m. = e = 1 are used under the assumption of
infinite mass of the nucleus. In these expressions € = 2F is the doubled energy
(in units of Rydbergs, 1Ry=(1/2)a.u.) of the bound state |mo > at fixed values
of m and z-parity; 0 = +1; ¥ = U,,,(r,0) = (U (r,0) + oW, (r,m — 0))/2
is the corresponding wave function. Here the sign of z-parity o = (—1)V¢ is
defined by the (even or odd) number of nodes Ny in the solution ¥ with respect
to the angular variable 6 in the interval 0 < 6 < 7. We will use also units
h =m, =e =7 =1 and scaled variables # = r,/7, effective charge Z = Z/\/
and scaled energy ¢ = ¢/v. It means that one can put in further consideration
the cyclotron frequency v = 1 and renormalize the initial charge Z by factor
v/1/7 and initial energy € by factor 1/ only. The wave function satisfies the
following boundary conditions in each mo subspace of the full Hilbert space:

v
lim sin988— =0, if m=0, and ¥(r,0)=0, if m#0, (3)

6—0 0
ov, w .
%(r, 5) =0,0<r <oo, fortheeven (o =+1) parity state, (4)
(r, g) =0,0<r<oo, fortheodd (o= —1) parity state, (5)
ov
lim r*— = 0. 6
Tli%?" or ( )

The discrete spectrum wave function obeys the asymptotic boundary condition
approximated at large r = 7,4, by a boundary condition of the first type
m 7?0 =0 —  ¥(rme,0) = 0. (7)
rT—00
Here the energy € = €(rmax) plays the role of eigenvalues of the boundary-value
problem ([{)-(7) on a finite interval 0 < r < 7,4, with additional normalization
condition

/ " / 2 sin 0|0 (r, 0) 2drdd = 1. (8)
0 0

We consider the Kantorovich expansion of the partial solution ¥/ (r, #) using
a set of the one-dimensional parametric basis functions @;(0;r) = ¢7*7(0;7):

mo jnzam mo 'L
7 (r,0) = 0 B (03 m)x (1), (9)

Jj=

The matrix-valued functions x(r) = {x® (r)})"¢* composed from vector func-
tions (x)T = (Xgi) (r),... 7X§2m (r)) are unknown. The vector angular func-
tions (®(0;7))T = (@1(6;7),...,®D;,...(0;7)) form an orthonormal basis for each
value of the radius r which is treated here as a parameter. The angular paramet-
ric functions @;(#;r) and potential curves E;(r) (in Ry) are determined as the
solutions of the following one-dimensional parametric eigenvalue problem with
operator A = A (r ) from (@) at fixed values m and o:

AOF,(0;r) = B (1) (6;1), / B,(0; )P, (6;7) sin 6d0 = 6,5, (10)
0
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The problem ([I0) with boundary conditions [B))-(Gl) will be solved for each value
of the radial variable r € w,, where w, = (r1,79,..., Tk, -, Tmaz) 1S a set of
values of r. By substituting the expansion (@) into the variational functional
corresponding to the above boundary-value problem (I)-(8]), we arrive at an
eigenvalue problem for a system of j,,q; ordinary second-order differential equa-
tions that determines the energy € and the coefficients (radial wave functions)

XD N = 0 (1), X8 (1), - X (1)) in expansion (@)

(i) (@) (@
gL adx® U() dx +1d[2Q()x]

= Ix".(11
r2dr Cdr Tt r2 +Q() r2 dr e Ix™.(11)

Here I, U(r), and Q(r) are finite jiaz X Jmas Matrices whose elements are given
by the relations, IZ‘]‘ = 61‘]‘, HZ‘]‘ (T) = Hji(T),Qij (T) = —jS(T) (see FigS. m
E; E;
Uij(r) = Méij +2Zr + ’I"QHij (7’), (12)

7 0092 925 oy = — [ sinop. 0%
HZJ(T)—/O . df, Qi;(r)= /Osm@@ 3 dé. (13)

The discrete spectrum solutions obey the following asymptotic boundary condi-
tion and orthonormal conditions

Q] ) .
lim TQBX— =0, lim *x® =0— x¥(rma) =0, (14)
r—0 or 7—00
/ 2O ) XY (r)dr = 6. (15)
0

The application of the Kantorovich approach makes the boundary-value problem
[@)—(@) equivalent to the following ones:

e Calculation of the potential curves E;(r) and the angular parametric eigen-
functions @;(0;r) of the spectral problem () for a given set of r € w, at
fixed values |m|, o and v = 1.

e Calculation of the derivatives — and evaluation of the corresponding in-

tegrals (see (I2)) and(I3)) ) for cgnstructing the matrix elements of radial
coupling U;;(r) and Q4;(r).

e Calculation of the scaled energies é and the radial wave functions x(r) as
the solutions of one-dimensional eigenvalue problem (III) at fixed values of
m, o, v =1 and effective charge Z = Z/\/.

e Examination of the convergence of these solutions depending on the number
of channels j,q. and recalculation of the scaled energies € to the initial ones
€ = €.

To solve the above problem a numerical algorithm based on FEM has been
elaborated [I]. Below we will develop the symbolic-numerical algorithm based
on the conventional representation of the angular parametric functions @;(6;r).
It is more suitable for our purpose, i.e. for calculating high-order derivatives of
the angular parametric functions and matrix elements as well as for studying
asymptotics of the effective potentials and radial solutions.
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3 Calculations of the Angular Oblate Spheroidal
Functions

Note that the solutions of the problem (), @) with the shifted eigenvalues
Aj(p) = E;(r) — ymr? correspond to the solutions of the eigenvalue problem for
the AOSF [3] with respect to a variable n = cos:

0 0P (n; p

(1= oty 2R (21 ) ) = ) ). (10

Here 5\j = )A\j (p) = E;(#,7) —m#? is a renormalized eigenvalue because there is
only the dependence on m? in eq.( 8], p = #?/2 is a renormalized parameter,
p =~r?/2, and eigenfunctions @;(n;p) = 77 (n; p) satisfy the orthogonality
conditions (I0). We find eigenfunctions @;(0; 7) in the form of a series expansion
at fixed values o = +1 and m = |m)|,

Smazx Smazx

Di(F) = Y T (F)BanBan P () = Y (PP (). (17)
s=(1—0)/2 s=(1—0)/2

Here s is even (odd) integer at o = (—1)® = +1, PnTJrS( ) and P}, (n) are the

unnormalized and normalized Legendre polynomlalb defined by the relations [3]

Ly Lpm 4 B ) = AP O) PR (),

dn 17 d m-—+s 1 2 m+9 s m—+s

APT0) = (m+s)(m+s+1), s=2(—-1)+(1—0)/2 (18)
- m B 2(s +2m)!

Fois(n) = Bam Byl (). Bam = \/(2$+2m—|— 1)(s)! (19)

/_ B ()P, (1) = bay, / B, ()P, () = 800 B2, (20)

The coefficients ¢f}7 (7) = ¢}° () B;p 1 and cy;° (1) satisfy the relations

Y ()T (F) = 65 (21)
s=(1—0)/2
The eigenvalue problems for unnormalized €; = {¢{}7 (7 A)}fi"“;) /2 and normal-

ized c;(7) = {c?}”(f)}?maf)/Q coefficients, and eigenvalues \;(7) take the form

A(O)Cj =

P
<

(Mg, A¢; = };(P)e, (22)

where matrix A(© = (B)TA©B and the symmetric matrix A(©) is given by

40 _ »? (s—1)s(2|m|+5—1)(2[m|+s)
S22 (2]m|+2s—1) | (2lm|+25—3)(2|m|+25+1)
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(25% + 25 + 4|m|s + 2|m| — 1)
(2|m| +2s —1)(2|m| + 25+ 3)’

© P \/(s+ 1)(s +2)(2lm|+s+1) (2m|+5+2)

A =
SS27(2m|+25+3) (2|m[+2s+1)(2|m|+25+5)

A = (Im| + s)(Im| + s+ 1) + p?

Note that the coefficients of the matrix A(®) have no fractional degrees that
is a suitable circumstance for the recurrence symbolic calculations [3,4]. As an
example, we show in Fig. [l the behaviour of coefficients ¢,; = 63:0,0:1 and
Csj = E:}:O’U:I in the expansion of states j = 1(Ny = 0) and j = 10(Ng = 9)
with normalized and unnormalized Legendre polynomials calculated at s, =
200 and jpmae = 10. Evidently, if the number of state j is growing then the
number of oscillations is growing too, but amplitude changes in a more closed
region for the normalized expansion. The expansion (7)) with the normalized
Legendre polynomials was used that provides stability of numerical calculation
with double precision arithmetic (relative accuracy is 2-1071*) with help of the
subroutine IMTQL2 from the EISPACK Fortran Library [5]. The orthogonality
relations ([22)) were held with an accuracy of the order of 10714

4 Algorithm for Evaluating Parametric Derivatives of the
Angular Functions and Matrix Elements

A set of the first few integrals under consideration has the form

8 i\
Qij(r) = —Io1,y, Qajr( ) _ —I11i5 — loz;ij,
Iy OHii(r)  Iovyy o iy
Hi‘ — ) J — 51 51
== % 2 T

k . o
1 (0;7) = T

k& (0. ng .(A- 0F.(N-
oy = [ ST Gugao, TR g0, (29)

where Ii,.;; are basic integrals between derivatives @

ork orn oro
Let us consider the algorithm for calculation of high-order derivatives of eigen-
. (k) 05, (0;r) : k) oA
functions @, (0;r) = =7 and eigenvalues \;"" = —4— with respect to the
radial variable r. The derivatives of functions @;(6;r) at fixed values of m and
o = %1 can be represented as the following expansion in terms of the normalized
Legendre polynomials (I7):

(9k@(9,7") Smax k " k akCSA(r)
# - Z cgj)PerS(cos 9), cgj) = 8#’ (24)
s=(1—0)/2

where ¢(© = {cy;(r)} and A = X\;(r) are solutions of the eigenvalue problem

A0 _ 07O — ¢ (25)
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with symmetric matrix A© = {49 (r)} determined in ). As follows from
([23)), we should solve the following linear recurrence system of algebraic equations

9 A0)
ork

b = ST K (h=n) y(n) _ A (n) g(h=n) b =

(k) = anl m(c — C ), (0) = 0

(A@c _ ¢® @) 4 (ABCO _ OB = b AW = (27)

If one takes into account that A(©) is an eigenvalue of the operator defined in
[23)), then the problem (27) has a solution if and only if the right-hand side term
is orthogonal to the eigenfunction ¢(©). Multiplying &1) by C(O)T and using the
normalization condition (Z8]), we obtain the expression for A(¥)

AF) — OT AK) (0) _ c(")Tboc) (28)

and the system of the inhomogeneous algebraic equations for unknown vector
(k)
c

Kc® = A0 k) _ (B \0) = k) (29)

where the right-hand side is defined by A(™ and c¢(*~") determined at the pre-
vious steps

z k!
(k) = _ _ R (A=) _ k=) \(m)
bk = anl n!(k—n)!(A c cF=mI\m)),

Now the problem (29) has a solution, but it is not unique. From the normalization
condition (26 we obtain the required additional equality

k k! T (n
> o (k= n)!c(k " et =, (30)
providing the uniqueness of the solution (Z9). Since A(¥) is an eigenvalue of (Z3),
the matrix K in (29)) is degenerate. The algorithm for solving (29]) can be written
in three steps as follows:

Step k1. Calculate solutions v(*) and w of the auxiliary inhomogeneous
systems of algebraic equations

Kv® =b® Kw =d, (31)
with non-degenerate matrix K and right-hand sides b*) and d

Ko = Kij, (s=9)(s'=85)#0, k) — b s+£8S, d. — Kgs, s#58S,
= b (s=8)(5 =) =0, = Vo, ses BTV0, s=S,

where S is element of vector ¢(®) with maximum absolute value.
Step k2. Evaluate coefficient (%)

S pe ,
= (1 © N) s o) = v gy = wTel® (32)
Cs ' — 72
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Fig. 1. Behaviour of normalized coefficients cs; (filled circles) and non-normalized co-
efficients ¢s; (hollow circles) at » = 15 and v = 1 for the first (j = 1, left panel) and
the tenth (5 = 10, right panel) even solutions

from the normalization condition (B0)

O©T o) = pt _ _LFt KB ey )
VW =Fy = 5 g n:ln!(k—n)!c c'™. (33)
Step k3. Evaluate vector ¢(*)
(k) _ (k)
k) _ ) Us YW wg, s £ S,
o {7(’“)7 s=38. 34

The algorithm (28)-@B0) for calculation of matrix elements and their deriva-
tives was implemented in a MAPLE and FORTRAN that provides stability
of numerical calculation with double precision arithmetic (relative accuracy is
2-107'*) with help of the subroutine FO7TBRF (ZGBTRS) from the NAG Fortran
Library Routine Document [6].

5 Algorithm for Evaluating the Asymptotics of Matrix
Elements

Symbolic algorithms for evaluating asymptotics of the matrix elements at small
and large r values were implemented in MAPLE using conventional series ex-
pansions by the direct and inverse powers of p for the AOSF [3].

At small 7 asymptotic values of matrix elements £, H;; and @;; character-
ized by | = |m| 4+ s = 2§ — 2 + |m| for even states (0 = +1) and [ = |m|+ s =
2j — 1+ |m| for odd states (¢ = —1) are the series expansion by the power of r
at some finite values [, [,-

k’!’LCL(L'
Ei(r) = B” + EPr? + 37 g Y = g = B <
k=1

9
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kmax
Hll pk—2 H(4k 2’ Hl(l4l]i—3) Hl(;“i 1) Hl(l4l,i)
k=1

0, (35)

kmaa

Qui(r)=>
k=1

The calculation was performed by the algorithm implemented in MAPLE up to
kmar = 12. Below we display the first few coefficients of matrix elements:

R e e

2 (21-1)(20+3)°

<

(4k—1 (4k—3 (4k—2 4k
Ak— lQl )’ Ql ) — Ql ) — Q( )E

E® =11+1), E® =ym, EY=

4
E® = %[(zoz + 2002 + 33)|m|* + (—241* — 4813 + 212 + 261 — 30)|m)?
+415 + 1205 — 31* — 2613 + 212 + 171 — 3]/[(21 — 3)(21 — 1)3(21 + 3)3(21 + 5)],
2—[m2y/(L+2)2—[m|?
sz+2 =

paRvAUR:
2 \/ z 120 +3)2V20+5
o7, = _ V12— mP/ [+ 2)2— [m[2(4)m|* - 1)
22 QI 1)V2A+ 12+ 3)W2A+5(20+7)
0N — _ VD)2 mP/ [+ 2)2 = [m/(+3)2 = [m2 /(L + 4)% — [m]?
a7 g V20 +1(21 + 3)2(21 + 5)2(21 + 7)2y/21 + 9 ’

4
Y = % ((16l4+3213+248l2+232l+201)|m\4+(—10l2—224l4
—961° 41181 —2881% —321° —195)|m/|? + 1613+ 6417 +461+401°—1271*
—104l5+71l2—613—6>/((21—3)(2l—1)4(2l+3)4(2l+5)>,

7© _ VD2 mPV I+ 22— mfP /(L +3)*—|m]? /(L + 4)° = [m]?
v AV20+ 1(20 + 3)2(21 + 5) (20 + 7)2V/20 + 9 '

This asymptotic behavior of effective potentials allows us to use the above bound-
ary conditions (I4]) at » — 0 to find regular and bounded solutions.

As an example, we describe briefly the algorithm for evaluating matrix ele-
ments ([I2) and ([I3) at large r in the vicinity of n = 1 — y/(2p) as series ex-
pansions by the inverse power of p without taking into account the exponential
small terms. Following [10], we define function @,,(p,n) in the form

2or) = expl-u/2 (L) (1 L) R, (36)

Here F,(y) are solutions of an eigenvalue problem for equation (1G] in a region
n € Dy with Dy = [1—mn1,1], 11 = o(p'/?>7¢), 0 < € < 1/2 with the corresponding
spectral parameter 5, (p) = —(|m|+1)/2+ X, /(4p) at fixed m = |m|:

d<)a|+1>“%”+m@m@ (37)

2
( 2 Fu(y) |rw—>@%@+mwuxm—wm@0,




214 A. Gusev et al.

with an additional normalization condition

(4p)|2w /OOO Fi(y)F;(y) exp(_y)y|m| (1 4%?>|m|dy .

m| I L
-2 S TR ()<

We find F),(y) as a series expansion in the inverse powers of p at kjae > |m|:

Emaz k k maw
F(y) = (4p) Z(i) S B0, B /3<0>+2( )

k=0 4p s=—k
Here Lgml)(y) are Laguerre polynomials that satisfy equations [3]

L™ (y)
dy?

Ly (y)

y + (Im|+1—y) + 8O LImD(y) = 0, (39)

where ﬂT(LO) = n, and the orthonormalization conditions

(n + Im|)!

nl! 6nlnr b (40)

(mulny) = / dyy'™ e~y L4mD () LImD () =
0

(n+ Iml)

(nly®|n) = @n+[ml+1)% a>—|m|-1. (41)

The substitution of [B9) into (B7) leads to recurrence relations with respect to
unknown coefficients cgk% and ﬂT(Lk) of the above series expansion for s > 1

sclf) = ((n+ s+ |m|+ 1)(2n + 25 + |m| + 1) = (n + s + [m|)(Im| + 1))c{,
~(n+s)(n+ s+ [m)c Y — (n+ s+ fm| + 1)(n+ s+ 1)l
k—]s| k—k
+Zk,:1 B R (42)

with initial data 8" = n and c(()?zl = 2712(n!/(n+|m|)!)'/2. Note, the unknown

coefficients cé ", k > 1 are not specified from recurrence relation ([@2)). From

orthonormalization conditions ([B8)) we have the following equation for c(()’?l:

&= Z Z S el n+tl(1—5)'m'|n+t’>

s=1t'=s—kt=—s

s min(k,m) , k'

- |m|+1Z Z > Z et +tl(%) (Hl_Tm)|n+t’>.

s=1t'=s—kt=—s k/= =1
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Fig. 2. Some potentials H;;(r), Qi;(r) and potential curves E;(r)/r? versus the pa-
rameter p for even (marked by symbol “¢”) and odd parity at |m| =0 and v =1

In terms of (B4 the asymptotics of matrix elements (I2)) and (I3]) at large r

_ 1 & 8437” (Zh T) Qy 8437% (yv T)
Q’ﬂl,’ﬂr (T) - 2p /0 dy@nl (y7 7’) < or + r ay ’

_ i > a@’ﬂl (ya T) 2_y 8(15711 (yu T) a@’m (yu T) 2_y a@’m (ya T)
Hugon, (1) = 2p /0 y < or + r Oy or + T dy

(43)

are the series expansion by the inverse power of r without the exponential terms

Emax Emaax

r72En(T) = Ev(LO) + Z TﬁQkEr(LQk)» Hyyn, (1) = Z V%Hg%a (44)
k=1 k=1
ana:E
Qui, (r) = Y v HQEEY EFFY =0, HP V=0, Q7Y =o0.
k=1

In these formulas asymptotic quantum numbers n;, n, denote transversal quan-
tum numbers that are connected with the unified numbers 7, 7/ by the formulas
ng = j—1, n, = j/ — 1 for both even and odd parity. Evaluating the expo-
nential small corrections can be done using additional series expansion of the
solution in the region Dy = [0,1 — na], 72 < 1, M2 = o(p~*/?>7°) in accordance
with [10].
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The calculation was performed by the algorithm implemented in MAPLE up
to kmaz = 12. Below we display the first few coeflicients of the diagonal matrix
of potential curves E at fixed m
E® =y@2n+|m|+m+1), EP =—2n2—2n|m|—2n— |m| - 11, (45)
EW = 47 Y—dn — 1 — 6n% — 2/m| — 4n® — |m|? — 6n2|m| — 2n|m|*> — 6n|m)|),
E©) = 472(—136n — 96n|m|> — 23 — 33612 — 330n*|m| — 68|m| — 426n2|m|?

—330n* — 444n® — 72|m|? — 132n° — 32|m|* — 10n|m|* — 5|m/|*

—284n3|m|* — 666n2|m| — 286n|m|* — 660n3|m| — 96n%|m|* — 336n|m|).

We display also matrix elements with m = 0:
@ is antisymmetric matrix with matrix elements

nl N, (nl + 1) n+1,m, — (nr + 1)6m,nr+1a

’SL%),nT (2v)” [ (n1 + 1)25nz+1,m~ —2(n, + 1)26nz,nr+1
+(u + 1) (i + 2)0n42,n, — (0 + 1) (00 + 2)6'”‘1)7747"‘1’2]7

H is symmetric matrix with matrix elements

H® = (202420, 4+1)8p, n, — (4 1) (n142)8n, 12.m, — (1) (10 4+2) 81y 12,

e
HY, =720, + 1)(n2 + 0y + 1)ny i,
+(ng + 1) (0 + 21y + 2)6n, 11,0, + (- + 1)(2 + 200 + 2)60y 041
—(ni 4+ 1)(ni + 2) (20 + 3)6n, 42,0, — (e + 1) (1 + 2) (2007 + 3)0ny mpt2
— (g + 1) (g + 2)( + 3)bn 430, — (e + 1) (11 + 2) (120 + 3)8ym 43

Note that EJ@) + H](?) = 0, i.e., at large r the centrifugal terms are eliminated
in Eq. (IIJ). It means that the leading terms of radial solutions x;, () have the
same asymptotics as the Coulomb functions with a zero angular momentum and
the effective charge Z in terms of the scaled radial variable 7.

6 Numerical Results

In this section we present our numerical results for the energy spectrum of a
hydrogen atom in a magnetic field. Ten angular basis functions of the Kan-
torovich expansion (@) at jq. = 10 that are eigensolutions of the problem (I0)
were calculated together with the needed matrix elements (I2) and (I3)) to solve
eigenvalue problem ([I))-({3) for the first ten equations (jmaz = 10) of the sys-
tem (). The problem ([0} was solved by the conventional expansion (I7) at
Smaz = 200 of the regular and bound solutions of Eq. (I6]). The ten eigensolu-
tions (jmaz = 10) of the algebraic problem (22) and the corresponded matrix
elements (I2) and ([I3) were calculated by the algorithms described in sections
3 and 4. The obtained results coincide with those obtained by FEM [I] with
ten digits accuracy. The numerical values of effective potentials are shown in
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200 200
100 100
N oé N0
~100 A —100 -
200" 200 —200 ~100 0 100 200

Fig. 3. The probability density isolines of the Zeeman wave states | N, N, m) with even
parity o = +1 and m = 0 in a homogeneous magnetic field: (lhs) of minimal energy
correction |9,0,0) and (rhs) of maximal energy correction |9, 8, 0)

Table 1. Convergence of the method for energy E(N =9, N, =0,2,4,6,8, m =0, o0 =
+1) (in a.u.) of even wavefunctions with the number of coupled channels nmer = 8,
v =1.472 x 1075 and shift = 0.0112

N, Jmaz = 2 Jmaz =4 Jmaz =6 Jmaz =8
0 -0.00781242971347 -0.00617279526323 -0.00617279808777 -0.00617279808777
2 -0.00781225974455 -0.00617270287945 -0.00617274784933 -0.00617274784933
4 -0.00617272642538 -0.00617258450255 -0.00617268955914 -0.00617268955914
6 -0.00617245301145 -0.00617243588598 -0.00617258283911 -0.00617258283911
8 -0.00499982705326 -0.00499993540325 -0.00617243586258 -0.00617243586258

Figs. 2l that are in a good agreement with the asymptotic values from Eq. (3]
and (@4).

Note that the power series expansion of eigenvalues and matrix elements have
a finite radius of convergence because there are branch points of eigenvalues \;
in the complex plane of the parameter p [8,[9]. As a consequence, one can see that
the maximums of the matrix elements correspond to real parts of such branch
points in a complex plane of the parameter p. Their positions were estimated
by solving an equation, p? — \;(p) — (1 —m?) = 0, using asymptotic values (5]
in \j(p) = E;j(r) — ymr? at large p that are pointed out in Fig. 2 by vertical
lines.

The finite element grid w, of r has been chosen as follows : 0 (100) 3 (70) 20
(80) 100 (the number in parentheses denotes the number of finite elements of
order k = 4 in each interval). This grid is composed of 999 nodes. The maximum
number of unknowns in the system ([III) (nmqer = 10) is 9990. The results of
calculating the energy values and the rate of convergence of the method versus
number jqez of basis functions for N = 9, m = 0 and v = 1.472 x 10~° are
shown in Table[Il The probability density isolines of the Zeeman wave states are
shown in Fig. B
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7 Conclusion

A new effective method of calculating wave functions of a hydrogen atom in
a strong magnetic field is developed. The method is based on the Kantorovich
approach to parametric eigenvalue problems in spherical coordinates. The rate of
convergence is examined numerically and illustrated by a set of typical examples.
The results are in a good agreement with calculations done by other authors.
The elaborated symbolic-numerical algorithm for calculating high derivatives in
matrix elements allows us to generate effective approximations for the finite set
of radial equations describing an open channel. The developed approach yields
a good tool for calculation of threshold phenomena in formation and ionization
of (anti)hydrogen like atoms and ions in magnetic traps. One can calculate the
dynamics of the Zeeman states in time dependent external electric fields with
help of the algorithm of an unitary decomposition of the time evolution operator
[11]. The latter has a certain perspective for computer simulation of the ion
motion in the trapped models of quantum computers [12].

Acknowledgement. This work was partly supported by the Russian Founda-
tion for Basic Research (grant No. 04-01-00784) and by Grant I-1402/2004-2006
of the Bulgarian Foundation for Scientific Investigations.
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Abstract. In this paper we present algorithmic considerations and the-
oretical results about the relation between the orders of certain groups
associated to the components of a polynomial and the order of the group
that corresponds to the polynomial, proving it for arbitrary tame poly-
nomials, and considering the case of rational functions.

1 Introduction

The general functional decomposition problem can be stated as follows: given f
in a class of functions, we want to represent f as a composition of two “simpler”
functions g and h in the same class, i.e. f = goh = g(h). Although not every
function can be decomposed in this manner, when such a decomposition does
exist many problems become significantly simpler.

Univariate polynomial decomposition has applications in computer science,
computational algebra, and robotics. In fact, computer algebra systems such as
Ax10M, MAPLE, MATHEMATICA, and REDUCE support polynomial decompo-
sition for univariate polynomials. For some time, this problem was considered
computationally hard: the security of a cryptographic protocol was based on
its hardness, see [3]. A polynomial time algorithm is given in [I3], requiring
O(nslogr) or O(n?) field operations, where n = deg f, r = deg g, and s = deg h.
It works over any commutative ring in the tame case, that is, when the ring con-
tains a multiplicative inverse of r, and assumes that the polynomials involved are
monic. Independently, [§] presented a similar algorithm, running in time O(n?)
sequentially and O(n log? n) in parallel. Several papers have been published on
different extensions and variations of this problem; see for instance [5],[6], [,
[11] and [7].

In [I8] a polynomial time algorithm to decompose a univariate rational func-
tion over any field is presented with efficient polynomial factorization. The paper
[1] presented two exponential-time algorithms to decompose rational functions,
which are quite efficient in practice. They have been implemented in the MAPLE

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 219-226] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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package CADECOM, which is designed for performing computations in rational
function fields; see [9].

In this paper we will focus on certain structural properties of decomposition of
polynomials and rational functions in one variable. Namely, for each polynomial
or rational function f in one variable, we can consider the group of transforma-
tions of the form

az+b az+b
h that = .
cz+d SHeh Hh 1@ =1 <cz + d)

The relation between the degree of a rational function and the order of its cor-
responding group can provide valuable information about the structure of the
different decompositions of the function. In particular, the following result ap-
pears in [2]:

Theorem 1 ([2]). Let p1,...,pm € Clz]| be non-constant and ki,..., ky,k
be the orders of the groups G(p1),...,G(pm), G(p1 o -0 pm). Then k divides
ky---ky.

One of our goals is to generalize this result to a wide class of polynomials,
namely the tame polynomials, and also consider other generalizations, like the
case of rational functions. We think that it can be used to obtain better algo-
rithms for decomposing non tame polynomials, see [6].

2 Polynomial and Rational Decomposition

Our starting point is the decomposition of polynomials and rational functions in
one variable. First we will define the basic concepts of this topic in full generality.

Definition 1. Let K be any field, x a transcendental over K and K(z) the field of
rational functions in the variable x with coefficients in K. In the set T = K(z)\K
we define the binary operation of composition as

g9(x) o h(z) = g(h(x)) = g(h).

We have that (T,0) is a semigroup, the element x being its neutral element.

If f = goh, we call this a decomposition of f and say that g is a component
on the left of f and h is a component on the right of f. We call a decomposition
trivial if any of the components is a unit with respect to decomposition; the units
in (T, o) are precisely the elements of the form

b
%, abe.dek, ad—be0.

Given two decompositions f = g1 o hy = ga 0 he of a rational function, we call
them equivalent if there exists a unit u such that

hlzuthv 91:.920”_17

where the inverse is taken with respect to composition.
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Given f € T, we say that it is indecomposable if it is not a unit and all its
decompositions are trivial.

We define a complete decomposition of f € K(z) to be f = gi0---0g,
where g; is indecomposable. The notion of equivalent complete decompositions is
straightforward from the previous concepts.

Definition 2. Given a non-constant rational function f(x) € K(z) where
f(z) = fn(@)/ fp(x) with fx, fp € K[z] and (fn, fp) =1, we define the degree
of f as

deg f = max{deg fn, deg fp}.

We also define deg a = 0 when a € K.

Remark. From now on, we will use the previous notation when we refer to the
numerator and denominator of a rational function. Unless explicitly stated, we
will take the numerator to be monic, even though multiplication by constants
will not be relevant.

Now we introduce some basic results about univariate decomposition, see [I]
for more details.

Lemma 1.

(1) For every f €T, deg f = [K(x) : K(f)].
(ii) deg(goh) =deg g-deg h.
(iii) f(x) is a unit with respect to composition if and only if deg f = 1, that is,

b
flz) = am——:—_d with a,b,c,d € K and ad — be # 0.

(iv) FEvery non—constant element of K(x) is cancellable on the right with respect
to composition. In other words, if f(x),h(x) € T are such that f(z) =
g(h(x)) then g(x) is uniquely determined by f(x) and h(x).

Now we relate decomposition and Field Theory by means of the following
extended version of Liiroth’s theorem.

Theorem 2. Let K(x) = K(z1,...,x,) be the field of rational functions in the
variables x = (x1,...,xy,) over an arbitrary field K. If F is a field of transcen-
dence degree 1 over K with K C F C K(x), then there exists f € K(x) such
that F = K(f). Moreover, if F contains a non—constant polynomial over K, then
there exists a polynomial f € K[x] such that F = K(f).

Proof. For a proof we refer to [I6], Theorems 3 and 4, and [I4]. Constructive
proofs can be found in [I5] for n = 1, and in [I0] for arbitrary n.

Let f = goh. Then f € K(h), thus K(f) € K(h). Also, K(f) = K(h) if and
only if f = u o h for some unit u. This provides the following bijection between
the decompositions of a rational function f and the intermediate fields in the
extension K(f) C K(z).
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Theorem 3. Let f € K(x). In the set of decompositions of f we have an equiva-
lence relation given by the definition of equivalent decompositions, and we denote
as [(g, h)] the class of the decomposition f = go h. Then we have the bijection:

{llg;n)]: f=9(h)} —{F:K(f) CF CK(z)}
[(g,h) — F = K(h).

Of special interest is the case of f being a polynomial. The following corollary
to the second part of Theorem [2] shows that, without loss of generality, we can
consider only polynomial components.

Corollary 1. Let f be a polynomial with f = g o h, where g,h are rational
functions. Then there exists a unit u such that

gou, u loh
are polynomials.

Because of this, we only need to consider polynomial decomposition when our
original function is a polynomial. In the next section we will define and analyze
the notion that will allow us to obtain information about the decompositions of
a polynomial.

3 The Fixing Group of a Polynomial

In order to obtain information about the decompositions of a polynomial, we
will introduce a concept that comes directly from Galois Theory.

Definition 3. Let f € K(z). The fixing group for f is

ar +b
cx+d

Ik(f) = { Sfou= f} < PSL(2,K).

We will drop the subindexr when there is no possibility of confusion about the
ground field.

This definition corresponds to one of the classical Galois applications between
the intermediate fields of an extension and the subgroups of its automorphism
group, as the following diagram shows:

K(z) «— {id}

K «— PSL(2,K)
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Remark. As K(f) = K(/f’) if and only if f = wo f’ for some unit u, we have
that the application K(f) — I'k(f) is well-defined.

Next, we state several interesting properties of the fixing group, see [12] for
details.

Theorem 4.

(i) Given f e K(x)\ K, |Ix([f)| divides deg f. Moreover, for any field K there
is always a function f € K(x) such that 1 < |I'x(f)| < deg f, for example
for f = 2% (x — 1)? we have I'k(f)={=z,1-z} for any K.

(i) [Ix(f)| = deg f = K(f) € K(z) is normal. Moreover, if the extension
K(f) C K(z) is separable, then

K(f) CK(z) is normal = |[Ik(f)| = deg f.

4 Uniqueness of Intermediate Fields of the Same Degree

First, we will define the class of polynomials on which we will work.

Definition 4. A polynomial f € Klz] is tame when charK does not divide
deg f.

The following result shows a nice property of tame polynomials.

Theorem 5. Let f € K[z] be tame and f = g1ohy = g20ha such that deg hy =
deg ho. Then there exists a polynomial unit u such that hy = u o hs.

Proof. See [7].

Due to the equivalence given by Theorem[3] the previous theorem is equivalent
to the uniqueness of intermediate fields of the same degree; that is, if K(hq),
K(hs) are fields between K(f) and K(x) and deg hy = deg ho, then K(hy) =
K(h2).

This is not true if we drop the tameness hypothesis.

Example 1 ([17]). Let K=TF3, a? —a + 1 =0 with a« € F4. We have that
et 2?42 = (2% 4+ ax)? + a2 4 ax).
In the case of rational functions, the result is also false.
Example 2 ([1]). Let

Wizt — Wl —8x — 1
w3zt 4+ wlxd — 16x + 1

=

where w is a non-real cubic root of unity in Q. f is indecomposable in Q(x).
However, f = f1 o fo where

P+ (4 -wr—w zw(rw — 2)
s o= —————

f1:2x2+(8+w)m+w Tw+1
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Example 3. Let
1
2
=z + —.
f .
This function has two different decompositions of the same degree that are not
equivalent:

1 1
f==o02?=(2?-2)o-.
T T

5 Main Result

In relation to the existence of these fields we will discuss the generalization of
the following result:

Theorem 6 ([2]). Let p1,...,pm € Clz] be non-constant and ki,... kn. k
be the orders of the groups I'(p1),...,'(pm), '(p1 o+ 0 pp). Then k divides
ky-- k.

We try to generalize this to polynomials with coefficients in any field. First
we study the fixing groups of these polynomials.

Theorem 7. Let K be a field and f € Klx] a tame polynomial. Then I'(f) is
cyclic.

Proof. First we prove that there are no elements of the form = + b in I'(f) with
b£0.Let H={z+b:beK, f(z+0b) = f(z)} < T(f).

If char K = p > 0, any element . +b € H with b # 0 has order p, so the order
of H is divisible by p. But the order of H divides deg f, therefore H is a trivial
group. If char K = 0, no elements of the form = + b with b # 0 have finite order.

Let a,b,c¢ € K be such that ax + b, ax + ¢ € I'(f). Then (ax + b) o (azx +
¢)™l = 2 + ¢ —b, thus b = c. Therefore, B = {a € K* : 3b|ax + b € I'(f)}, a
subgroup of the multiplicative group K* has the same order as I'(f). But B is
cyclic, thus there exists ap € K* such that B = (ag). Given the corresponding
apx +bo € I'(f), it is clear that every element of I'(f) is a power of it, therefore
I'(f) is cyclic.

We can now generalize Theorem [0l to the case of tame polynomials:

Theorem 8. Let K be any field and p1, . .., pm € Klz] be tame. Let k1, ... km, k
be the orders of I'(p1),...,I'(pm), ['(p1o---0pm). Then k divides ky - - - k.

Proof. Tt suffices to take m = 2 and then use induction. Let v be a generator of
the cyclic group I'(p1 opz). As pyops = (p1op2)oy = p1o(p207), by Theorem [Hl
there exists a unit 7 such that psoy = nops. Then pyops = py1opaoy = pronops,
therefore p; o = p1. That is, n € I'(p1) and its order l; divides k.

Also, py 0y = nops implies ps 0y" = 1" o ps for each integer . On one hand,
taking » = k, we have n* = z, thus I; divides k. On the other hand, taking
r =l we have v!1 € I'(pz), that has order Iy = k/I;. Therefore, as l1|k1,la|k2 y
l1l2 = k‘, we have k‘lklkz
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6 Generalizations and Future Work

In the rational case, as the uniqueness of fields of the same degree is not true in
general (see Examples Pl and [3)), we can think that this theorem cannot be fully
generalized. This is indeed the case, as the next example shows.

Example 4. Let
-1+ 33z% + 3328 — 212

F= 22 — 226 4+ 210

We have that

(x+1) iz’(x—l) iax—H’ ix—i}.

’ x+1 " T x—i 7 x4+

1
Ie(f) = {i:ﬁ:zi g

The element i(x + 1)/(x — 1) has order 3, and a function that is fixed by it is

P+ @—1)r+1—i
(x —D)(x—14)
The field C(h) is not left invariant by every element of I'c(f), only by the

three elements in the subgroup (as they leave the generator fized). For example
it is easy to check that

h =

ho (—z) & C(h).

Still, the following conjecture can be posed even if the proof is not valid in
this case.

Conjecture 1. Theorem [8 is true for every rational function whose degree is
not a multiple of the characteristic of the field.

A different direction that may allow for some generalization is given by the
relation between the degrees of the components for tame polynomials:

Theorem 9 ([I7]). If K(f) NK(g) contains a polynomial h such that deg h #
0 mod char K, then

_ lem(deg f,deg g)
B deg f ’

B deg f
ged(deg f,deg g)°
Because of this, it is possible to consider that, as in Theorem [8 not only &

divides kiko but also ged(kq, k2). The following trivial example shows that this
is not true in general:

[K(f) - K(f) NK(g)]

[K(f,9) : K(f)]

2

Example 5. The function z* = 2% o 22 does not satisfy the above statement,

since 41 2.

In any case, we consider that it is of interest to study the classes of polynomials
and rational functions for which these statements hold.
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Abstract. In this paper we obtain an analog of Schultz decomposition
for arbitrary convex smooth functions. We prove existence of adapted
coordinate systems for analytic convex functions. We show that the os-
cillation index of oscillatory integrals with analytic phases is defined by
the distance between Newton polyhedron constructed in adapted coor-
dinate systems and the origin.

1 Introduction

Let f: (IR",0) — (IR,0) be a smooth function in a neighborhood of the origin
f(0) =0 and Vf(0) = 0. An oscillatory integral with the phase f is an integral
of the form:

I(t) = / ) e @ (z)de, (1)

where ¢t is a large real parameter and a is a smooth function with compact
support.

Following [I] we define an oscillation index: The oscillation index  of the
germ s of the function f at critical point 0 is infimum of the set of all real
numbers « for which for oscillatory integral (1) holds:

I(t) =0(Jt|*) as [t| — +o0

for every representative s of the germ f and for all amplitude functions a with
sufficiently small support (chosen in accordance with the representative s of f).

The following well known result is due to Bernstein I.N. [2], [4]: If the phase
f is a real analytic function at zero with Vf(0) = 0 and a is a smooth function
with sufficiently small support concentrated at the origin then for the oscillatory
integral (1) the following asymptotic expansion

I(t) ~ () Z Ti cra (@)t (logt)® (2)

a k=0

* This work was supported by State Committee for Science and Technology of the
Republic of Uzbekistan, grant No. 1.1.13 and Foundation of Academy of Sciences of
Uzbekistan grant no. 76-06.
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© Springer-Verlag Berlin Heidelberg 2006



228 I.A. Ikromov and A. Soleev

holds. Moreover, the range of indices « is a finite number of negative arithmetic
progressions, cpo, 1is a distribution concentrated at the critical set
{z :df(z) =0} .

A.N. Varchenko investigated connections between the principal part of ex-
pansion (2) and Newton polyhedron of the phase function at the critical point
constructed in special so-called adapted coordinate systems.

A.N. Varchenko proved that if n = 2 and the phase function is analytic at the
critical point then there exist coordinate systems adapted to them. But, if n > 3
for the general case such a coordinate system does not exist. More precisely, there
exists the polynomial phase function with property: Discrete characteristics of
Newton polyhedron of the phase function constructed in any coordinate system
do not define the principal part of the asymptotic expansion of the oscillatory
integral with this phase function [6].

On the other hand, as has been shown by H. Schultz [§], such coordinate
systems exist in the case when f is a smooth finite type convex function. In
a general convex (not finite type) function the behavior of I(t) may be quite
different. We consider the connection between oscillation index of the oscilla-
tory integral for convex smooth phase functions. Moreover, we obtain adapted
coordinate systems for arbitrary convex analytic functions.

2 Newton Polyhedra: Some Terminology

Following [3] and [6] we introduce some notations. Let Z; C IRy C IR be the set
of all nonnegative integers, all nonnegative real numbers, and all real numbers,
respectively. Let K C Z%. Newton polyhedron of a set K is defined by the convex
hull in IRY} of the set Urex (k +IRY).
Let f be a smooth function in a neighborhood of zero. Consider the Maclaurin
series of this function:
fo = Z ckxk, cn € IR.
keZ1

Let us write supp(f,) = {k € Z7 \ {0} : cx # 0}.

The Newton’s polyhedron of a Maclaurin series of f is defined by Newton’s
polyhedron of the set supp(fs). For practical construction of the Newton’s poly-
hedra see [7].

Let us specify a coordinate system in IR"™ and denote by f, the Maclaurin
series of the function f in this coordinate system. Let us denote by d a coordinate
of intersection of the straight line 21 = ... =z, = d, d € IR, and the boundary
of the Newton’s polyhedron. This number will be called the distance between
Newton’s polyhedron and the origin. The distance is denoted by d(z). A principal
face is the face of minimal dimension containing the point (d(x),...,d(x)).

Let f be as above and = = (x1,...,x,) be a local coordinate system at zero
in R™. Let f; be Maclaurin series of f, and d(x) be the distance between the
origin and Newton’s polyhedron N(f,). Let us write h(f) = sup{d(z)}, where
supremum is taken over the set of all local smooth coordinate systems x at the
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origin. The number h(f) is called the height of the function f [6]. The local
coordinate system is called to be adapted to the phase function f if h(f) = d(x).

The polynomial function constructed by A.N. Varchenko shows that in general
for n > 3 such a coordinate system does not exist. On the other hand, for the
smooth finite type convex function there exist coordinate systems adapted to
phase function.

3 On the Schultz Decomposition

We obtain an analog of H. Schultz [8] decomposition for the arbitrary smooth
convex function. Moreover, we obtain adapted coordinate systems for arbitrary
analytic convex functions.

Let f be a smooth convex function in a neighborhood of the origin with
f(0)=0, Vf(0)=0.Letey,...,e, denote the standard orthonormal basis in
R" and a € Z} a multi-index; in particular, aies is the multi-index with kth
entry oy € Z4 and otherwise 0.

The following result belongs to H. Schultz for the case of smooth convex finite
type functions.

Theorem 1. Let f : (R",0) — (IR, 0) be a smooth convex function with V f(0) =
0. Then by a rotation of the coordinate system the following hold:

(a) There exist an integer number 0 < m < n and even positive integers
(K1, .-+, Kkm) such that the function f has the form:

f(wl,(EH) _ Z Cal'/a +R(1'/,IEH),

pla)=1
where 2’ = (x1,...,2m), 2" = (Tmy1,...Tn), @ € ZT is multi-index and

pla) = a1/Kk1 + ... + Qu/km. Moreover, the remainder term R(z',z") can be
written in the form

R(ac',ac”) _ Z x/aRa(x/’x//) + Z xlaRa(.TH),
pla)=1 pla)<1
here R (0,0) = 0 for p(a) =1, a € ZT* and for any o with p(a) < 1 the Ro(z")
s a flat function.
(b) The polynomial p(z') = 3
' #0.

Proof. Following H. Schultz [§] we define the sets:

p(a)=1 @' is convez, and p(z’) > 0 for all

k

Sp:={zeR": Y [DIf(0)| =0}

Jj=2

for integers k > 2, where DJ f(0) = (9/0t)7 f(tx)|t—0; is the jth derivative of f
at the origin in the direction x for the unit vector z. Since x € S}, is equivalent
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to f(tz) < CJt/**! in a neighborhood of ¢t = 0, we get from the convexity of f
for z,y € S and for A € IR:

0 < f(t(Ax)) < CIx*H = Cufef**,

F(t) + 5 (1) < Ol

DN | =

05 f(5te+y)) <

ie. \x, x +y € Sk. Therefore, the sets Sy are linear subspaces of IR". By the
definition, if k3 > ko then Sk, C Sk,. Thus, we obtain the sequence of linear
subspaces of IR":

S5 D83D08,D...08,D....

Therefore, there exists N such that for any v > N we have Sy = S,.
Now the following assertion holds:

Proposition 2. There are at most n even integers ky,...,k with 2 < k1 <
... < k; such that

(1) Sk, C ... C Sk, C Sk, :=1R™

(2)For any x € Sk,_, \ Sk,, D% f(0) =0 for any v < k; and D’;jf(O) > 0.

Proof. If S, = IR" for any k > 2 then f is a flat function at the origin. In this
case there is nothing to prove. Otherwise, we define k; to be the smallest integer
with S, # R™. For z € IR"™ \ Sk, we have DY f(0) = 0 for any v < k; and
D1 £(0) # 0 from the the definition of k;. Moreover, since f(tr) has minimum
at t = 0, then k; is an even number and D f(0) > 0.

If S, = Sy for any N > k; then proposition 2 is proved. Otherwise, we
continue in the same way having fixed k1,...,k;, we define k; 1 with Sk, , #
Sk,, and we get the desired properties of k;y1 as for k. We repeat this until
Sk, = Sy for any N > k;, and proposition 2 is proved.

Assume that dimSy = n — m. If Sy = {0} or equivalently n = m then we
get the result proved by H. Schultz [§].

First, we define an orthonormal basis in IR™ such that Sy is generated by
{eerla cee en}‘

Now, we rotate the coordinate system such that for each j the space Sk;/Sn
(where Sy, /Sy is the factor space) is spanned from e, ..., e, where i = m +
1 — dim(Sk, /Sn). We define the numbers «; to be k, if e; € Sy, _, \ Sk,. Then
since playe; = ngf(O) it follows that a,e, = 0 for 4 < x; — 1, and a,e; > 0.

Let p(a) = a@1/k1 + ... + @m/Em, 6 = min{p(a) : an # 0} and ps(z) =
Zp(a):é aqx®. If we can show ps is convex, then we get easily 6 = 1. If 6 < 1,
we get ps(ej) = 0 for j = 1,...,m then the convexity of ps gives ps = 0, i.e.
aq = 0 for p(a)) = 6 in contradiction to the definition of 6.

To prove the convexity of ps we assume the existence of z/,v" € R™ with
VTl (2" )0 < 0.1 Qo = anx® and A, the diagonal matrix diag(t'/*1, ... t1/5m),
then an elementary computation gives:

(A Q! (A ) (Ap') = tP T Q" (')’
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Splitting
flx) = Z aqaz® + R(x)
acM
with M = {a € Z7 : aq #0, |a| < kp}, we get for £ > 0

(AP (A (An) = 0T - YD TRl
a€M, p(a)>6

(AR (A ) (A'),

here
(AW T)R" (A’ )(A')] < et +1/mm 0 <t < 1.

Hence
(A 7 (A ) (A') < 0
for sufficiently small ¢ > 0 in contradiction to the convexity of f.
It remains to prove that p(z’) > 0 for 2’ # 0. Consider B = {2/ € R™ :
p(z") = 0}, then the convexity of p (observe that p > 0) gives that B is a linear
space. Indeed, if p(z') = 0 for some z’ # 0 then for 0 < ¢ < 1 we have

0 < plta’) = plta’ + (1 = 1)0) < tp(a’) + (1 = )p(0) = tp(a’) = 0.

Hence p(tz’) = 0 for any ¢ € [0,1]. Since p(tz’) is a polynomial function then
p(tz’) = 0. Thus, if 2’ € B then for any ¢ we have ta’ € B.
If p(2’) = 0 and p(y’") = 0 then

'y 1 ’ /
0<p (G +%) < 5o)+ pa) =0
Consequently, ‘% + %' € B. Therefore, ' + ' € B.

If B = {0} we are done, so assume that there is a nonzero z € B C R™.
By the homogeneity of B with respect to A;, Az € B also, and, in particular,
z(t) = |Ayx| "' Asx € B, for t > 0. Let v be the greatest integer for which z, is
nonzero. Then z(t) converges as t — +0 to some y, |y| = 1, with y; = 0 for all
J with k; # K,. Since p is continuous, then also y € B, and from the definition
of kj we get y € Sk, , \ Sk, . This implies:

at™ < f(ty) = Y aat®ly® + R(ty) < cot™,
aEM

for sufficiently small ¢ > 0, where |R(ty)| < ct®*+1. Therefore, > lal=r, QY™ > 0.
Let My denote the set {a € M : oj = Ofor all j withk; # x,}. Then y* =0
if o ¢ My, and p(o) = |a|/ky if @ € M.
It follows that

p(y) = Z aay” = Z ay”® = Z any® = Z agy® >0
pla)=1

p(a)=1, aEMy |a|=kr., a€Mo lal=ky

in contradiction to p(y) = 0. Hence B = {0}.
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Now we show that the remainder term R(2’,2”) can be written in the form:
— Z .Z‘/aRa (.Z‘/, 1‘“) + Z x'o‘Ra (.Z‘H)
pla)=1 pla)<1

where for any « with p(«) < 1 the R, (2") is a flat function. For the finite type
convex functions the terms with p(a) < 1 do not occur. Thus, the next part of
the proof is different from the case considered by H. H. Schultz.

First, we consider the case m = 1 and n = 2.

Lemma 3. If f is a convex smooth function with m = 1 and n = 2 then there
exists a coordinate system such that it can be written in the form:

2k—1
flz1,20) = xl ka (1, 22) Z xlal Za),

where a;(x2) are flat functions for [ = 0,...,2] — 1 and also a(0,0) > 0.

Proof of Lemma 3. It is easy to show that ag is a flat function because
ap(z2) = f(0,22) is a flat function by the definition.

Lemma 3 will be proved by a contradiction method. Denote by [y the minimal
number of the set {1,...,2k—1} such that a;, is not a flat function. We introduce

the new function by
2k—1

1(21,22) E xlal 73).

I=lo

We can write the function fi(x1,x2) in the form:

fi(zr, z2) = p1(x1, 22) + R(x1, 22),

where p1 (21, 22) is a non-zero weighted homogeneous polynomial function with
weight (1/2k,x) and R(z1,x2) is the remainder term. Further we take the
straight line kix1 + Koo = 1 with k1 > 0, ke > 0 supported to the Newton
polyhedron of fi;. We assume that it has a unique point of intersection with
Newton’s polyhedron of the function f. If f; is not a flat function then such a
straight line exists. Then the function f can be written as

f(x1,m2) = calah + fis(x1,22),

where ¢ > 0 is a fixed constant, z}z% is a weighted homogeneous polynomial
function of degree one with weight (k1, x2), and the Newton polyhedron of the
function fis(x1,x2) is contained in the half-plane k121 + koxo > 1. Note that
both [, k are even positive integers. Simple computations show that

Hessf(x1,29) = —lk(k + )22 722282 4+ h(zy, 22),

where the Newton polyhedron of the function h is contained in the half-plane
Iil/(l — 2(&1 + lig))lj + lﬁ/(l — 2(&1 + lig))l'g > 1.
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It is easy to see that Hessf(x1,22) < 0 for some sufficiently small values
x1, 2, which contradicts the convexity condition of the function. Lemma 3 is
proved.

We write the function f in the form:

f(z) =pa') + R, 2"),

and write the remainder term in the form:

R(2',2") = Z Rz, 2") + Z 2'“Ro(z").

pla)=1 pla)<1
Lemma 4. For any « with p(«) < 1 the function R, (x") is a flat function.

Proof of Lemma 4. Note that we can consider the restriction of the function
in the line 2" = 70" (where v € R"™™ is a fixed vector), then the new function
f(@',7v") is a convex function of the variables (2’,7). Thus, we can assume
without loss of generality that m = n — 1 or 2/ = z,. We now define the
operator A, : R"! — IR" ! depending on the parameter 1 > 0 and defined
by:
Ay, .., vpm1) = (,ul/“lvl, ce ,ul/“"‘lvn_l).
Note that for any fixed positive real number p the function f(A,(v),z,) is

a convex function of the variables (v, x, ). We now introduce a new function of
two variables (¢, z,) defined by g(¢t,z,) := f(A,(tv), z,) Thus, we have

g(t,zn) = pp(tv) + Y Ry (A (o), 20) + Y pP Ot Ry ().
ple)=1 pla)<1
Since ¢(t, z,) is a convex function of the variables (¢,x,) the Hesst,, g(t, xy)
is a positive function. Denote by ! a minimal number such that v; # 0. Then
p(tv) = tFipi(t,v). Note that p;(0,v) # 0. As above (as in the proof of Lemma
2) we prove Lemma 3 by a contradiction method. Denote by

B =min{p(a) : g1(t,z,,) := Z tlp* R, () is not a flat function}.
pla)=p

Note that for any a with p(a) = § we have a # 0.
Note that if there exists such 8 < 1 then the function g; (¢, x,) can be written
in the form:
91 (t’ .I‘n) = Ctlxicz + gl>(t7 xn)v

where g1~ is a smooth function having Newton polyhedron contained in the
half-plane k1t + kox,, > 1 and k1l + Kok = 1. As above (see Lemma 3) we have

Hess g1(t, x,) = —lk(k + D12 222872 £ h(t,2,) <0
for sufficiently small values (¢, z,,). Moreover, for the function g(t, z,) we have

Hess g(t,z,) = p’(Hess gi(t,xn) + p0(u,t, x0),
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where § > 0 and ¥ (u, ¢, x,) is a smooth function. Note that Hess ¢1(¢,x,) is a
finite type function. Therefore, we can choose the parameters u,t, z, such that
the inequality Hess g(t, z,) < 0 holds, which contradicts the convexity condition
of the function f. Lemma 3 is proved. Theorem 1 is proved.

Corollary 5. Let f : (IR",0) — (IR, 0) be a convex analytic function V f(0) = 0.
Then by a rotation of the coordinate system the following holds:

(a) Let f(x) = > aqx® be the Taylor expansion of f near 0 (in the rotated
coordinates). Then there are even integers k; > 2(j = 1,...,m < n) such that for
all o with p(a) == 2721 a;/kj < 1 we have aq = 0; further, if a = kje; (j < m),
then a, is positive.

(b) The polynomial p(z') = >_ )= @a®'® with 2’ = (21,...,2m) (called the
principal part of the Taylor expansion of f) is convex, and p(z’) > 0 for all
a2’ # 0. The function f has the form:

F(@1y e Ty T 1, -+ - Tp) = Z anx'* + R(z', "),
pla)=1
where the remainder term R(x’,2”) can be written in the form
R(z',2") = Z a0 R (2, 2"),
pla)=1

with R, (0,0) = 0.
The proof of Corollary 5 is follows from Theorem 1.
Theorem 6. Let f : (IR",0) — (IR,0) be an analytic convex function in a
neighborhood of the origin and V f(0) = 0. Then by a rotation of the coordinate
system the following hold:
1) The coordinate system is adapted to f;
2) The oscillation index B(f) of the function f at zero is equal to —(h(f))™?.

If f is a finite type smooth convex function then the Theorem 5 follows from

the H. H. Schultz result [8]. The result follows from Corollary 5 for general convex
functions.

4 An Algorithm of Finding a Shultz Base

First, we consider some interesting result following from the Theorem 6.

Proposition 7. Let P(z) be a homogeneous convex polynomial function with
P(0) =0 and VP(0) = 0. Then there exists an orthogonal matrix A such that

P(Az) = Q(x1, ..., xp),

where 1 < k < n is a natural number and Q(z1,..., k) is a convex polynomial
function satisfying @Q(0) = 0 and Q(x1,...,x) # 0 for any (z1,...,2zx) #0.

Proof. Indeed we can use Corollary 5 and obtain an orthogonal matrix A such
that
P(Az) = Q@1,. .., 2) + R(w1, . ., 20),
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where @ is a convex polynomial function with Q(0) = 0, VQ(0) = 0, R(x) is
the remainder term. By uniqueness Theorem for analytic functions R(z) = 0.
Proposition 7 is proved.

Finally, we give a practical computation of the Shultz base. Our algorithm is
based on the Newton polyhedron of the function f.

Step 1. We construct the Newton polyhedron N(f) by using program [7].
Step 2. We find a support hyperplane given by x1 + x2 + ...+ x, = N7 to the
Newton polyhedron N(f).

Step 3. By using [7] we find a face p; defined by

P1 :N(f)ﬂ{xx1+x2++$n=N1}

Step 4. We take the truncation of the function f corresponding to the face py
denoting it by fp,.
Step 5. We write the function f by using the truncation f,:

f(@) = fp. (x) + R(x),

where R(x) is the remainder term. Note that f,, () is a convex homogeneous
polynomial function.
Step 6. We find the set

So={xeR": f,, () =0}

We know that Sy is a linear subspace of the space IR". Denote by S; the orthog-
onal complement of Sy and ky = dimS; > 1. Let {ey,...eg, } be an orthogonal
basis of S;. We complete the basis of IR" by using the basis of S;. Denote by A;
the corresponding orthogonal matrix. Then we obtain

f(Aiz) = Qi(x1, ..., 2,) + Ri(2),

where (1 is a convex polynomial function satisfying Q:(0) = 0 and

Q1(z1, ..., 2k, ) # 0 whenever (z1, ...,z ) # 0.
Step 7. Now, we consider the function

f1 (1‘”) = R1 (0, e 70, $//),

where ' = (Xg, 41, - -, Tn)-

Note that the new function fi(z”) satisfies all our assumptions proposed for
the original function f. Now, we repeat all our arguments from step 1 until
step 6.

After finitely many steps, we obtain subspaces S1, 52, ...,S,, satisfying the
conditions: §; and S; are mutually orthogonal whenever ¢ # j and R"™ =
Z;‘n:1 Sj-

The corresponding basis is the Shultz basis for the function f. Thus, the
problem of finding the Shultz basis is reduced to the classical problem of finding
the set of roots for polynomial functions.
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1. The POLYHEDRA [7] program is used at steps 1-4 of the algorithm.

2. We use the following MAPLE command
>RootOf (fp(z) =0, x);
>evalf(%); to find the plane given by the equation f,(z) = 0;

3. We use the following MAPLE command:

>GramSchmidt ([ul, u2,...,un]);

>GramSchmidt ([ul,u2,...,un], normalized);

to find the orthogonal basis and normalized orthogonal basis of the plane Sy
given by the equation f,(x) = 0 and its orthogonal complement.

4. We use the following MAPLE commands:

subs(x = a, expr)

subs(sl, ..., sn,expr),

where x, a, expr are expressions, sl, ..., sn are equations or sets or lists of equa-
tions, to find expression of the function f in the new coordinate system and
expression of the restriction of the function on orthogonal complement of S;.

Example. We consider the polynomial function of the form:

f(z,22) = palz, x2) + pe(z, x2),

where p4 and pg are homogeneous polynomials of degree 4 and degree 6, respec-
tively.

Let us construct a Shultz basis for the polynomial function f:
1. We construct the Newton polygon N(f) for the function f;
2. We find a support hyperplane to the Newton polygon given by {k; + k2 = N}.
We have {k1 + ko = 4}.
3. We find the edge v defined by

v:i=N()N{k: ki + ko = 4}.

4. We take the truncation of the function f corresponding to the edge v denoting
it by fy. We obtain f,(z,z2) = pa(z, z2).
5. We find the set

So={z € R : pa(z, z2) = 0}.

We know that S is a linear subspace of the space IR?. If dim(Sp) = 0 then any
orthonormal coordinate system is the Shultz basis. Suppose dim(Sy) = 1 and
Sp is the subspace generated by a unit vector g;. Denote by Sy :=< g2 > the
orthogonal complement of Sy and by A the corresponding orthogonal matrix of
the transformation defined by e; = Agy, e = Ago. Denote by y the coordinates
of the point = in the coordinate system {g1, g>}. Then we obtain

Pa(y) = pa(Ay) = c2y3,

where ¢, is a positive constant.
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Then the coordinate system {g1, g2} is the Shultz basis for the function f. Let
us write the Shultz decomposition for the function. We have

Fy) = f(Ay) = a1yl + c2ys + coyiys + R(y1, v2),

where R is the remainder term, and ¢y, ¢y are positive constants.

Note that if f is a convex finite type function then c1y$ + coyj + coy?ys is the
convex polynomial function. A simple computation of Hessian of that polynomial
shows that c¢g = 0. Thus, we obtain:

Fy) = f(Ay) = c1y + coys + R(y1,2).

Note that the algorithm corresponds to A.N. Varchenko’s algorithm for finding
the coordinate systems adapted to f for function of two variables.
Let us consider a simple example.

pa(z,y) = ' + 42’y + 62%y* + day® + o
and
pe(z,y) = 2 + 122°y + 602 y? 4+ 1602°y> + 2402%y* + 1922y + 64y°.

We use the following Maple commands for the example.

> eq 1= X 4+4*x"3+6%x"2+4%x+1;
eq: =z +423+ 622 +4x+1
> solve(eq,x);
1, -1, -1, —1
> sols := [solve(eq,x)];
sols :==[-1, -1, -1, —1]

> with(LinearAlgebra): wl := <1,-1>: w2 := <1,0>:
ord := GramSchmidt([wl,w2] ,normalized);

1

ord := ,

> with(LinearAlgebra):
> V :=<1,-1>;

[

> GivensRotationMatrix(V, 1, 2);
1 1
— V2 —=/2
5 V2 5 V2
1 1
—V2 =2
5 V2 5 V2
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> B:=<<(1/2)*sqrt(2), (1/2)*sqrt(2)>|<-(1/2)*sqrt(2),
(1/2)*sqrt (2)>>;
1 1
Lt
B .= 2 2
' 1 1
— -2
2 V2 2\/_
> V:=<t,z>;
Vf:::[t]
z
> C:=B . V;
1 1
—V2t— =22
C.— 2 2
1 1

subs (x=(1/2) *sqrt (2) *t-(1/2) *sqrt (2) *z,}{/
y=(1/2)*sqrt (2) *t+(1/2) *sqrt (2) *z,

XT4+4xx " 3xy+6xx " 2ky " 2+4*x*ky " 3+y\"4+xX " 6+12%x "By +60*x "4*y "2
+160%x " 3%y~ 3+240%x " 2%y " 4+192xx*y " 5+64*y~6) ;

(1/2%/(2) %t —1/2% /(2) x 2)  + 4% (1/2% \/(2) %t — 1/2% \/(2) * 2)?
(1/2%\/(2) %kt +1/2% 1/(2) % 2) + 6% (1/2% \/(2) xt — 1/2% \/(2) % 2)2x
(1/2%\/(2) xt +1/2% 1/(2) * z)2+4*(1/2*m*t—1/2*\/@*z)
(1/2%/(2) %t +1/2% /(2) % 2)> + (1/2% /(2) st +1/2 % /(2) * 2)*
F(1/2%/(2) 5t = 1/2% 1 /(2) % 2)0 + 12 % (1/2% \/(2) st — 1/2 % 1/(2) % 2)°
(1/2%\/(2) %t +1/2% 1/(2) % 2) + 60 % (1/2% \/(2) 5t — 1/2 % /(2) * 2)*
(1/2%\/(2) %t +1/2% \/(2) % 2)2 + 160 % (1/2 % \/(2) %t — 1/2 % \/(2) * 2)*
(1/2%\/(2) %t +1/2% \/(2) % 2)> + 240 % (1/2 % 1/(2) # t — 1/2 % 1/(2) * 2)?
(1/2%/(2) %t +1/2% /(2) % 2)2 + 192 % (1/2% 1/(2) x t — 1/2 % /(2) * 2)
(1/2% \/(2) %t +1/2% 1/(2) % 2)5 + 64 % (1/2% \/(2) x t +1/2 % 1/(2) % 2);
%2" +4%2° %1 + 6 %2> %1° + 4 %2 %1° + %1 + %2° + 12 %2° %1
+60 %2 %17
+160 %2° %1% + 240 %2° %1* + 192 %2 %1° + 64 %1°
%1::%\/%—&—%\/52

2:=—V2t— =2
0 2\/_t 2\/_2’

> simplify(%);

1 135 9 729 729 1215 135

— .6 t2 4 tz _t5 —t6 t4 2 —tS 3 4t4
g7 + = 3 +4 54 1 z+ 3 +—8 z°+ 5 72 +

> sort(%,[t,z]);
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729 729 1215 135 135 9 1
tﬁ t5 t4 2 t3 3 t2 4 ¢ 5 — .6 4t4
r +—4 z+—8 z+—2 z+—8 z+4z+82+

The last expression is the H. Schultz decomposition for the original function.
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Cellular Automata with Symmetric Local Rules
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Abstract. The cellular automata with local permutation invariance are
considered. We show that in the two-state case the set of such automata
coincides with the generalized Game of Life family. We count the number
of equivalence classes of the rules under consideration with respect to
permutations of states. This reduced number of rules can be efficiently
generated in many practical cases by our C program. Since a cellular
automaton is a combination of a local rule and a lattice, we consider also
maximally symmetric two-dimensional lattices. In addition, we present
the results of compatibility analysis of several rules from the Life family.

1 Introduction

The number of possible local rules for g-state cellular automaton defined on a
(k + 1)-cell neighborhood is double exponential of k, namely, ¢ Tt is natural
to restrict our attention to special classes of local rules. S. Wolfram showed [I]
that even simplest 2-state 3-cell automata, which he terms elementary cellular
automata (there are 22’ = 256 possible rules for these automata), demonstrate
the unexpectedly complex behavior.

We consider here a class of symmetric local rules defined on a (k + 1)-cell
neighborhood. Here by a ‘symmetry’ we mean a symmetry with respect to all
permutations of k cells (points or vertices) surrounding (k+1)th cell, which time
evolution the local rule determines. The reasons to distinguish such rules are

— The number of possible symmetric rules is the single exponential of polyno-
mial of k (see formula (2]) below). For example, for k = 8, ¢ = 2 (the case
of the Conway’s game of Life) the number of symmetric rules is 262144 ~
2.6 x 10, whereas the number of all possible rules ~ 1.3 x 10154,

— The symmetry of the neighborhood under permutations is in a certain sense
a discrete analog of general local diffeomorphism invariance which is be-
lieved must hold for any fundamental physical theory based on continuum
spacetime

! The symmetric group of any finite or infinite set M is often denoted by Sym(M). If
M is a manifold, then a diffeomorphism of M is nothing but a special — continuous
and differentiable — permutation from Sym(M).
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— This class of rules contains such widely known automata as Conway’s Life.
In fact, as we show below, any symmetric rule is a natural generalization of
the Life rule.

2 Symmetric Local Rules and Generalized Life

2.1 Symmetric Rules

We interpret a (k + 1)-cell neighborhood of a cellular automaton as a k-star
graph, i.e., rooted tree of height 1 with k leaves. We call this the k-valent neigh-
borhood. We adopt the convention that the leaves are indexed by the numbers
1,2,...,k and the root is numbered by k 4 1. For example, the trivalent neigh-
borhood looks like this

€3

T4

X1 i)

A local rule is a function specifying one time step evolution of the state of root

Ty = f1, .0y Ty Tht) - (1)

We consider the set Rg, of local rules symmetric with respect to the group Si
of all permutations of leaves, i.e., variables x1, ..., z;. We will consider also the
subset g, ., C Rs, of rules symmetric with respect to permutations of all k£ +1
points of the neigborhood. For brevity we shall use the terms k-symmetry and
(k 4 1)-symmetry, respectively.
Obviously the total numbers of k- and (k+1)-symmetric rules are, respectively,
k —1
NG, = o, 2)
k+q

= q(qfl). (3)

q
Ski1

2.2 Life Family

The “Life family” is a set of 2-dimensional, binary cellular automata similar to
Conway’s Life [2], which rule is defined on 9-cell (3x3) Moore neighborhood
and is described as follows. A cell is “born” if it has exactly 3 alive neighbors,
“survives” if it has 2 or 3 such neighbors, and dies otherwise. This rule is sym-
bolized in terms of the “birth” /“survival” lists as B3/S23. Another examples of
automata from this family are HighLife (the rule B36/523), and DayéNight
(the rule B3678/S34678). The site [3] contains collection of more than twenty
rules from the Life family with Java applet to run these rules and descriptions
of their behavior.
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Generalizing this type of local rules, we define a k-valent Life rule as a binary
rule on a k-valent neighborhood, described by two arbitrary subsets of the set
{0,1,...,k}. These subsets B, S C {0,1,...,k} contain conditions for the z; —
) transitions of the forms 0 — 1 and 1 — 1, respectively. Since the number of
subsets of any finite set A is 214!, the number of rules defined by two sets B and
S is equal to 28+1 x 2F+L = 22k+2 which in turn is equal to (2)) evaluated at
g = 2. On the other hand, different pairs B/S define different rules.

Thus, we have the obvious

Proposition. For any k the set of k-symmetric binary rules coincides with the
set of k-valent Life rules.

This proposition implies, in particular, that one can always express any sym-
metric binary rule in terms of “birth” /“survival” lists.

2.3 Equivalence with Respect to Permutations of States

Exploiting the symmetry with respect to renaming of ¢ states of cellular au-
tomata allows us to reduce the number of rules to consider. Namely, it suffices
to consider only orbits (equivalence classes) of the rules under ¢! permutations
forming the group S,. For counting orbits of a finite group G acting on a set R
(rules, in our context) there is the formula called Burnside’s lemma. This lemma
states (see., e.g., [4]) that the number of orbits, denoted |R/G], is equal to the
average number of points RY C R fixed by elements g € G:

R/G| = é S|B9l (4)

geG

Thus, the problem is reduced to finding the sets of fixed points.
Since we are mainly interested here in the binary automata, we shall consider
further the case ¢ = 2 only. For this case the combinatorics is rather simple.
Specializing [2) and @) for ¢ = 2 we have the numbers of binary k- and
(k 4+ 1)—symmetric rules, respectively,

NSk = 22k+27 (5)
NSk+1 = 2k+2' (6)

The group Sy contains two elements e = (0)(1) and ¢ = (01) (in cyclic no-
tation). After S.Wolfram, we shall call the permutation ¢ € Sy “black-white”
(shortly BW) transformation.

Since the number of fixed points for e is either (&) or (@), all we need is to count
the number of fixed points for the BW transformation in both k- and (k + 1)-
symmetry cases. The rules in both these cases can be represented, respectively,
by the bit strings

Q1 - Q242 (7)
and
Q102 - - - 42 (8)

in accordance with the tables
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Ty Ty Tk T |Th Ty Ty Tp Tpg [Ty
00--0 0 |m 00--0 0 |
00---0 1 | 1 0---0 0 |ag
10---0 0 |ag 1 1---0 0 |ag
1 0---0 1 Qg :
SRR | 11 1 0 |oggs
1 1---1 0 Q2k+1 11 1 Ay 2
1 1---1 1 Q2k+2

One can see from these tables that the BW transformation acts similarly on
both strings () and (§), namely,

BW _ _ _
Q12 - Qp_1Qp  — Qplin_1 - Q200,

where bar means complementary transformation of bit, i.e., @ = a4+ 1 mod 2,
andn=2k+2orn=~k+2.
The fixed point condition
Q1Q2 - Qp—1Qy = QpQp—1 - G201 9)

implies that the string is defined by a half of bits, i.e., by k+ 1 or by (k +2)/2
bits. In other words, the numbers of different bit strings satisfying condition ()
are, respectively, 281 and 2(#+2)/2 (for k even). For the (k 4 1)-symmetry case
with odd k& = 2m + 1 condition (@) leads to the contradiction

derl = Om+1,

which means zero number of bit strings in this case.
Summarizing our calculations (recollecting that G = Sy in formula @), i.e.,
|G| = 2), we have:

— in the case of k-symmetry
e number of BW-symmetric rules

Ns, pw =28, (10)
e number of non-equivalent rules
Ngs,/pw = 2°FT1 4 2k, (11)

— in the case of (k + 1)-symmetry
e number of BW-symmetric rules

ok/241 if | = 2m,
Neymw = {0 if k= 2m+1, (12)
e number of non-equivalent rules
oK+l 4 9k/2 if o = 2,
Nspr/mw = {2“1 if k= 2m + 1. (13)

For example, for trivalent rules the numbers are

Ns,pw =16, Ns,/pw =136, Ns,,,pw =0, Ns,,,/w = 16.
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3 Assembling Neighborhoods into Regular Lattices

k-valent neighborhoods can be gathered into a lattice in many ways. In fact, any
k-regular graph may serve as a space for a cellular automaton. In applications
a cellular automaton acts, as a rule, on a lattice embedded in a metric space,
usually 2- or 3-dimensional Euclidean space. Any graph, being 1-dimensional
simplicial complex, can be embedded into [E3. When dealing with symmetric local
rules it is natural to consider equidistant regular systems of cells. We consider
here only two-dimensional case as more simple and suitable for visualization of
the automaton behavior. Most symmetric 2D lattices correspond to the tilings
by congruent regular polygons. The number of different types of such tilings is
rather restricted (see, e.g., [5]). To denote a k-valent lattice composed of regular
p-gons we use the Schlafli symbol {p,k}.

3.1 2D Euclidean Metric

There are only three regular lattices in E? (see Fig. []).

3-valent, {6, 3} 4-valent, {4,4} 6-valent, {3,6}

Fig. 1. All regular lattices in E?

Since real computers have finite memory, cellular automata can be simulated
only on a finite lattice. Usually the universe of a cellular automaton is a rectangle
instead of an infinite plane. There are different ways to handle the edges of the
rectangle. One possible method is to fix states of the border cells. This breaks
the symmetry of the lattice and is thus not interesting for us. Another way is to
glue together the opposite edges of the rectangle.

The toroidal arrangement is a standard practice, but it would be interesting
to study cellular automata on nonorientable surfaces also. There are 3 different
identifications of opposite sides of a rectangle: the torus T2, the Klein bottle K2,
and the projective plane P2. All these spaces (the gluing does not affect their
Euclidean metric) are shown in the figure below.

T2 A K2: A o A

B B B B B B
A A A
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We need to check whether the regular lattices like in Fig. [l i.e., with the Schlafli
symbols {p, k} = {6,3}, {4,4}, {3,6} can be embedded in T?, K2, or P2. To do
this we must solve the system of equations

V—E+F=x(M), pF=kV =2E, (14)

where V| E, F are numbers of vertices, edges, and faces, respectively, x(M) is
the Euler characteristic of a manifold M. Since x(T?) = x(K?) = 0 and x(P?) =
1, we see that the regular lattices are possible only in the torus and the Klein
bottle and impossible in the projective plane, as well as in any other closed
surfaces.

Summarizing, for Euclidean metric there are only 3-valent hexagonal, 4-valent
square and 6-valent triangular regular lattices in E2, T2, and K?2.

3.2 Hyperbolic Plane H?

The hyperbolic (Lobachevsky) plane H? allows infinitely many regular lattices.
Poincaré proved that regular tilings {p, k} of H? exist for any p, k > 3 satisfying
T+E<3

For example, let us consider the octivalent Moore neighborhood used in the
Life family and shown in the figure below.

The Moore neighborhood can not form regular lattice in the Euclidean plane
since the distances of surrounding cells from the center are different. But in the
hyperbolic plane regular 8-valent lattices exist and there are infinitely many of
them. The simplest one is shown (using the Poincaré disc model projection) in
Fig. 2

Fig. 2. Octivalent regular lattice {3,8} in H?
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3.3 Sphere S2?

All regular lattices in the two-dimensional sphere correspond to the Platonic
solids which are shown in Fig. [3

3-valent
{3, 3 } - tetrahedron {4,3} - hexahedron {5,3} - dodecahedron
4-valent 5-valent
{3,4} - octahedron {3,5} - icosahedron

Fig. 3. All regular lattices in S?

In the sphere there are infinitely many other lattices, which are close to reg-
ular and may serve as spaces for 3-valent symmetric automata. They are called
fullerenes.

The fullerenes were first discovered in carbon chemistry in 1985, and this
discovery was rewarded with the 1996 Nobel Prize in Chemistry. A model of
the first revealed fullerene — the carbon molecule Cgo — is displayed in Fig.
[ (the figure is borrowed from [6]). Later there were discovered other forms of
large carbon molecules with structural properties of fullerenes (larger spherical
fullerenes, carbon nanotubes, graphenes). Their unique properties promise they
will have an important role in future technology, in particular, in nanotechnology
engineering.

From a mathematical viewpoint, the structure of fullerene is a 3-valent convex
polyhedron with pentagonal and hexagonal faces. In terms of graphs, fullerene
can be defined as a 3-regular (3-valent) planar, or equivalently, embeddable in
M = S?, graph with all faces of size 5 or 6.

Let us generalize slightly this definition assuming that M is not necessarily
S2, but may be closed surface of other type, orientable or nonorientable. Then
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Fig. 4. A model of Csp carbon molecule (buckyball)

the Euler—Poincaré equation together with the edge balance relations gives the
system of equations

V—E+fs+fe = x(M), 3V =5f5+06fc =2E, (15)

where f5 and fg are numbers of pentagons and hexagons, respectively. The gen-
eral solution of this system is

f5 = 6x(M), (16)
V = 2fs + 10y (M), (17)
E = 3fg + 15x(M). (18)

We see that generalized fullerenes are possible only in the sphere S?, in the pro-
jective plane P?, and in the torus T? and Klein bottle K2. Attempts to consider
surfaces with greater genus lead due to (IG) to senseless negative numbers of
pentagons. Thus, we have for all generalized fullerenes:

V =2fs+20, E=3fs+30, f5=12, sphere S%;
V =2fs+10, E =3fs+ 15, fs =6, projective plane P?;
V =2fs, E = 3fs, fs =0, torus T?, Klein bottle K2.

We see that any fullerene in S? or in P? contains exactly 12 or 6 pentagons,
respectively, and arbitrary number of hexagons. In the case of torus or Klein
bottle the fullerene structure degenerates into purely hexagonal lattice without
pentagons considered already in subsection [3.Il Note that in carbon chemistry
one-layer graphite sheets (and similar structures with few pentagons or hep-
tagons added) are called graphenes.

4 Canonical Decomposition of Some Rules from Life
Family

In this section we present the canonical decompositions of relations for three rules
from the Life family: the standard Conway’s Life, HighLife and Dayé$Night.
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Recall that canonical decomposition [7] of relation on a set of points is the
representation of the relation as a combination of its projections onto subsets
of points. This decomposition is discrete analog of compatibility analysis of al-
gebraic and differential equations. To apply our approach we interpret the local
rule zg = f (21, %2,...,%9) as a relation on 10 points z1, Z2, ..., Tg, Tf.

The HighlLife is interesting since for it the replicator — a self-reproducing
pattern — is known explicitly. For Conway’s Life, the existence of replicators
is proved, but no example is known.

The name Dayé$Night reflects the BW-symmetry of this rule. Perhaps, it
is the first (conceivably found “by hand”) automaton from the Life family with
this symmetry property. Note that there are exactly 512 such automata in the
Life family, and they all are generated easily (for time < 1 sec) by the C program
mentioned in [7].

It might be easier to grasp the relations, if they are written in the form of
polynomials over the field Fs. In the below formulas we use elementary symmetric
polynomials in variables x1, ..., xs. Recall that the kth (of degree k) elementary
symmetric polynomial of n variables x1,...,x, is defined by the formula:

Uk(3317~-~796n): E Ly LTy ==+ Ly, -
1<i1 <2< <1 <n

ngeafter we use the notations oy, = oy, (21, ...,28), 0t = 0% (T1,...,Ti,...,28),
of =0k (x1,...,%;,...,L,...,x8). The indices 4, j, k, [ satisfy 1 <i < j <k <
1 <8.

The polynomials representing Conway’s Life, HighLife and Dayé$Night
take the forms, respectively
Pconway’s Life = Ty + 9 {07 + 06 + 03 + 02} + 07 + 03, (19)
PaighLife = T4 + g {03 + 02} + 06 + 03, (20)
Pbay&Night = Tg + &9 {07 + 06 + 05 + 04} + 08 + 07 + 06 + 03 (21)
Note that these polynomials have degrees 8, 6, 8 and numbers of terms 185, 169,
256, respectively, so application of the Grobner basis technique to their analysis
may take some time (about 1 hour on 1.8GHz AMD Athlon notebook with the
Maple 9 Grobner procedure). Our program computes the decompositions for

time < 1 sec.
The decompositions are:

— Conway’s Life
rog{os+os+1}+o7+03=0, (22)
zozg {os + ot} +xy {0y +1} +xg {0t + of + ol + 04} =0, (23)
zp{oh+ob+oi+1} =0, (24)
(25)
(26)

zy (z9 + 1) {Ugj +of +o + 1} =0,

rozivjrgr; = 0.
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— HighLife
o {03+ o2+ 1} + 07403 =0, (27)
zozg {0 + 0t} + wy {0l + 04 +1} + w9 {0t + 0§ + ob + 0%} =0, (28)
zy {0t + oy +ob+oi+1} =0, (29)
ToTo {O’;j + O’;j + O’ij + 1}
+ {O’éj +od + o +of + o +o¥ + 1} =0, (30)
rorox;x;xRx; = 0. (31)
— Day€$Night

xy{or +06+o05+0s+1}+os+o07+0s+035=0, (32

vywy {o¢ + 0f + 04 + o4} + 2 {oh + of + 0oL +ob + 1}
+ag {07 + o3} +05=0, (33)
Ty {Jéj +ol +o¥ +oyf +o + 1} +of =0.  (34)

Note that system (34]) of prime relations can be combined into the reducible
relation (for terminology like prime and reducible see [7])

zo {oh+ob+1}+0§=0,

which looks nicer (the polynomial representation of relations is somewhat
artificial), but depends on larger set of variables.

We see that the decomposition for DayéNight differs essentially from the de-
compositions for Conway’s Life and HighLife having resembling structures.

5 Conclusions

We proved that the cellular automata from the Life family are nothing but binary
automata with the local rules symmetric with respect to all permutations of the
outer cells in the neighborhood.

Then we showed that the number of non-equivalent with respect to renaming
of states k-valent symmetric binary local rules is equal to 22#*1 42 Considering
the 3-valent case — the next step up after the 2-valent Wolfram’s elementary
automata — we see that the total number of non-equivalent symmetric rules is
only 136.

All interesting 3-valent 2-dimensional regular (or almost regular) lattices are:

— hexagonal lattice {6,3} in the plane E?, in the torus T? and in the Klein
bottle K2

— tetrahedron {3, 3}, hexahedron (cube) {4, 3} and dodecahedron {5, 3} in the
sphere S?

— fullerenes in S? and in the projective plane P2.
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Combining these lattices with 136 symmetric rules we obtain a class of cellular
automata which looks like quite available for systematic study. Since these au-
tomata have more interesting geometry than the elementary ones we may expect
more interesting behavior of them.
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Abstract. We produce a parallel algorithm realizing the Laplace trans-
form method for symbolic solution of differential equations. In this paper
we consider systems of ordinary linear differential equations with con-
stant coefficients, nonzero initial conditions, and the right-hand sides
reduced to the sums of exponents with the polynomial coefficients.

1 Introduction

We produce a parallel algorithm applying the Laplace transform method to
symbolic solution of differential equations.

An application of Laplace transform in differential equations theory in spite
of its long history is topical. It has been very useful in classical or modified
forms for solving ordinary or partial differential equations [2,[3L&[I9,21]. It is
frequently applied for problems of fractional order equations [6,20].

We consider systems of ordinary linear differential equations with constant
coeflicients, nonzero initial conditions, and right-hand sides as composite func-
tions reducible to the sums of exponents with the polynomial coefficients. We
place an emphasis on the symbolic character of computations. The efficient al-
gorithmizataton of symbolic solution is achieved at several stages.

At the first stage, the preparation of data functions for the formal Laplace
transform is performed (section 3). It is achieved by applying the Heaviside func-
tion and moving the obtained functions into the bounds of smoothness intervals.
The parallelization of computations is realized as the multilevel tree, in the paper
it is evident from the numeration of algorithm blocks.

The second stage is the parallel solution of the algebraic system with polyno-
mial coefficients and the right-hand side obtained after the Laplace transform of
the data system (section 4). There are parallel algorithms that are very efficient
for solving this type of equations, and are different for various types of such
systems.

At the third stage, the obtained solution of algebraic system is prepared to
the inverse Laplace transform. It is reduced to the sum of partial fractions with
exponential coefficients. One of the problems is calculation of roots of a polyno-
mial. In [T7,[8] the algorithm to determine the error of the roots sufficient for

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 251-260] 2006.
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the required accuracy of the data system solution is obtained. The solution of
the algebraic system for reducing into the sum of partial fractions is performed
by means of parallel algorithms cited in the paper.

At the last stage, the solution of the data system is produced (section 5). It is
obtained as the real part of the inverse Laplace transform image of the algebraic
system solution prepared previously.

In the last section, an example is considered.

2 Input Data

Denote by z;,7 = 1,...,n, unknown functions of argument ¢,¢ > 0, xf is the
derivative of order k of the function z;, K = 0,..., N. As the right-hand sides
of equations we consider here composite functions f;,l = 1,...,n whose compo-
nents are represented as finite sums of exponents with polynomial coefficients.
So we have to solve the system

n N
Zzajl' =fi, Il=1,...,n, afcjeR, (1)
j=1 k=0

of n differential equations of order N with initial conditions z%(0) = zf. k =
0,...,N — 1 with functions f; reduced to the form

<

Al) = fi@), i<t<t™ i=1,... L,th =0t = oo, (2)

where

L .
= Pit)et, i=1,....I, I=1,...,n,

and Pi(t) = YoM cli gm.

mOsm

Remark. The algorithm tree is exposed by multi-index numbering of blocks.
For example, Block 425k, k=1,..., Ko, denotes the vertex 425k, which is an
entrance of the kth tree-edge, outgoing from the vertex 425 — Block 427, and
there are Kg such edges. As k is the fourth index in the multi-index 425k, Block
425k is the vertex of the fourth level. All the blocks Block 42jk, k=1,..., Kg
are performed independently and parallel.

Blockl: Block10, Blockll, I =1,...,n. Data file.

Data file contains the coefficients a’, ;» the initial conditions xlgj, k=0,...,N—
1, j=1,...,n, and the right-hand sides f;,{ =1,.

The data for functions f; consists of the polynomlal coePﬁments cli | parame-
ters b’s of exponents, the bounds ¢; of smoothness intervals. Here m =0, . . .| Mls,
s=1,...,8 i=1,...,I;. The numbers M/}, are degrees of corresponding poly-
nomials, S} are amounts of exponents in the expressions for f;.
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3 Laplace Transform

Denote the Laplace images of the functions z;(¢) and f;(¢) by X;(p) and Fi(p),
respectively.

The Laplace transform of the left-hand side of system (1) with respect to the
initial conditions is performed by formal writing of the expression

n N—

n
Z Clk]p Z IJpN 1— k

j=1k=0 j=1 k=0

,_.

starting directly from input data.

Block21l, I = 1,...,n. Preparation of right-hand functions fi(t) to the
Laplace transform .

The functions f;(t),l = 1,...,n are composite and reduced to form (2).
We use the Heaviside function 7n(t) and present f;(t) as a sum

I;—1

file) = Y@ = 77 @) = ) + £ (On().
i=2
Block21li, i =1,...,I;. Transform into the function of t —ti.
Transform f}(t) — f;~'(t) into the function of t — ¢

FI@) = f7H () = it = ).

Generally, the functions f{(t) — f/~"(t) are decomposed into power series at
point #].
In our case the function ¢}(t — t}) is represented as a finite sum
5171
(bl (t — tl Zwls blatl ebia(t=t)) _ Z 1/) bis by (t=t)

Here F (t —t) = PF(t) and of (t — t}) = Z%“O vk (t—t8)™. Coefficients v
are calculated by the formula

Mlks—m + .
ki Ik mT] i\
’Vlslm = Z Cs,m+j ( . ) (t;)J
=0 J

Finally the function f;(t) is reduced to the form

;-1

Aty = oyt —thn(t — 1) +ZP1 £)elistn(t).

=2
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Block22l, 1 =1,...,n. The parallel Laplace transform of the functions fi(t).

, .
ne_ et P the

Since the Laplace image of (t — t*)"e®=t)p(t — t*) is e

Laplace transform of ¢¢(t — t})n(t — t!) equals

S My,

|
b t m.
= |3 S st
s=1m=0 ls
Si=1i, Mifl

i, i—1 bz Lt m! e—tfp
E : E : Vism i—1 1 :
( — by )t

Finally, the Laplace transform of fi(¢) is the following:

1

-1 P M,
3 0 +ch b1 _ (3)
=2 s=1m=0

In the case when the right-hand side of the given system is exposed in the

form
S M,
t) = Z Z o tmebet 1 =1,...n,

s=1m=0

the Laplace transform is performed formally — according to input data we present
the expression for Fi(p):

S, My, m!
Fi(p) = P L S— 4
l(p) ; 7;) sm (p — bls)m+1 ( )
For each I =1,...,n we reduce (3)(or (4)) to the common denominator. The

common denominator is left factorized. At that the nominator is the sum of
exponents with polynomial coefficients.

In the case of a periodic function f;(¢f) with the period 7', the respective
denominator contains the expression 1 — e 7. Then such fraction is expanded
into power series.

4 Parallel Solution of Algebraic System
Block 31. The construction of the algebraic system.

As a result of the Laplace transform of system (1) we obtain an algebraic
system relative to X;,j =1,...,n:

j=1 k=0 Jj=1

n

N-1
ngjp]v - k+ﬂ(p)7 lZlv"'an' (5)
k=0
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For each [ = 1,...,n the expressions on the right-hand side of (5) are reduced to
the common denominator. The calculations are carried out in parallel. Denote
n N-1
Bi(p) =Y > agp" T+ Fi(p).
j=1 k=0

We obtain the system

n N
S ak X)) =dup), 1=1,...,n. (6)

Jj=1k=0
Block 32. The parallel solution of the algebraic system.

The system (6) may be solved by any possible classical method, for exam-
ple, Cramer’s method. But now there are new effective procedures for parallel
computations, for example, p-adic method ([5], [9], [10]), modula method ([10]
- [14]), the method based on determinant identities ([I0] — [16]). The fastest
method for solving such systems is p-adic method. But its code parallelization is
not very effective. The best one for parallelization is the modula method based
on Chinese Remainder Theorem.

5 Inverse Laplace Transform

Block41j, j = 1,...,n. Preparation of X;(p) to the inverse Laplace trans-
form.

Finally the solution of (6), i.e., each desired function X;(p), j =1,...,n,is
represented as a fraction with polynomial denominator D;(p). Note that D;(p)
is partially factorized — it contains the multipliers of F}(p) denominators and the
determinant D(p) of system (6). The nominator is the sum of exponents with
polynomial coefficients.

We reduce the function X;(p), j = 1,...,n, to the sum of exponents with
fractional coefficients. The denominator of each fraction is D;(p), and the nu-
merators are polynomials.

The next step is the decomposition of each fraction in the X;(p) expansion
into the sum of partial fractions A/(p — p*)¥, p* € C. The first action here is
the determination of the D;(p) roots.

Block42j3, j =1,...,n. Computation of the denominator roots.

As it was pointed out the denominator D;(p) is already represented as a
product of partial multipliers and the polynomial D(p). So we have to find the
roots of D(p).

The accuracy of these calculations is determined first of all. Its value must
be sufficient for the preassigned precision of system solution. An algorithm to
compute such accuracy is written about in §5.
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Block42jk, k= 1,...,Keg. Decomposition into a sum of partial fractions.

We decompose rational fractions or fractional coefficients of exponents into the
sums of partial fractions A/(p — p*)?, p* € C. The calculations for all fractions
are in parallel, the number of blocks is formally denoted by Kg. It depends upon
the parameters that we do not describe in detail here.

One step of the algorithm is the solution of a system of linear equations with
constant coeflicients. Depending on the size of system matrix we use one or
another fast parallel algorithm, for example, modular method ([] - [7], [10] -
I16]).

If the roots of D(p) have been found exactly, then we obtain the exact solution
of the system (6) — the functions X;(p). Each of them is represented as a sum

Z Z — e 4mP, (7)

p p k Bmk

Denote by =;(p) the expression that represents X,;(p) after its reduction to
the partial fractions form in the case when the roots of D(p) are calculated not
exactly. Each =)(p) is also written in the form (7).

Block43j, 7 =1,...,n. Inverse Laplace transform.

The Laplace originals of functions X;(p) are obtained formally — by writing
the expressions

ZZ € k_l (t = )P TPk =t — ), j =1, n. (6)

In the case when the roots of D(p) are calculated not exactly denote by &;(¢)
the Laplace original of =;(p). It is also written in the form (7). In general,
the functions &;(¢) are complex valued. We take the real part of §;(¢) for each
j=1,...,n. The functions Re¢;(t) may be taken as the solution of system (1),
i.e., the required functions z;(¢). It is easy to show that the error would not
exceed the established precision assured by the calculated accuracy of roots of

D(p).

6 On Accuracy Estimation

We shall consider all functions and make calculations on the interval [0, T, where
T is sufficiently high for the input problem. Denote by Z;(t) the approximate
value of the solution z;(t). We require the following accuracy for the solutions
on the interval T":

maxejo,r)|ei(t) — (1) <e, i=1,...,n

We must determine an error A of the D(p) roots sufficient for the required
accuracy ¢ for z;(t). An algorithm for computation of A is produced in ([I7] -
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[18]). Notice only that A depends on the input parameters of the problem, T', the

numbers M(f;) = max,cjo, 1| fi(t)],i = 1,...,n, the appreciation ¢ of minimal
distance between the roots of D(p), the number o such that the functions X;(p)
are analytic in the domain Rep > o for all j =1,...,n.

7 Example

10-1-2 -1001
Block 10 (a}cj):<31_20 >; (a%j):<1 001>;

9, =5, z,=10,23;, =30, 2), =4, =z, =14, 23, =20;
Block 11 fi =et, fi=1t%e? ti=0, t?=1;
Block 12 f] =tet, fi=¢* ti=0, 3=1;
Block 211 f1 = (ff — fi)n(t — t3) + fin(t);
Block 212 fo = (f3 — fo)n(t — 13) + fon(t);

1 el=p e P(p? —2p+2)

Block 221 F; = — + ;
T lp 14y (=2+p)?

e2-r 1 el_pp

Block 222 F, = + - ;
T =24p  (-1+p? (-1+p?

Block 31

—2X1 —pX1+p°X1 + Xo — p® =10 — 4p — 4p® + 5(—1 + p?)
1 r P(p* —2p 42
+ et e b+ )
, , —-1+p —1+4p (=2+p)
—2p X1 +p? X1 + 3p* X1 + X2 + p* X = 110 + 14p + 4p® + 10(1 + 3p)+
+ (=2+p+3p°)
e?P 1 el"Pp
+ + 2 2
Tt R et R b S O
D(p) = =2+p—p* —4p* = 3p* +p° + 4p°;

Block 411

X ( )_ e—p(8€+2€274€p74€2p+2€p2+2€2p2+9€p37662]737196])4
1\p)= (=2+p)3(—1+p)(—2+p—p? —4p®—3p?+p°> +4p°)

+ 12€2p4+11€p578€2p572€p6+2€2p6 )
(=2+p)3(—1+p)(—2+p—p?—4p® —3p* +p°> +4p")

4 =856+ 1692p—982p2 +1061p> —1991p? +1398p° —412p°+160p” —95p54+-20p°
(=2+p)*(=1+p)(—2+p—p* —4p> —3p*+p> +4p°);
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Block 412

Xa(p) =
+
+

Block 421

e~ P ( —8e? —32€p+2462p+646p2 —2862p2 —32@p3 + 1762p3 — 24ep4 — 562p4 +
(—2+p)3 ({;14r17)2 (—2+p—p2—4p3—3p?+p°+4p°)
34ep5—3@2p5—14ep +562p6+2€p7—2€2p7 )+
(=2+p)3(—1+p)?(—2+p—p?—4p3 —3p* +p°>+4pF)
1776 —4576p+3568p> —1404p> +2465p* —2751p° 4+841p°+133p” +2p°% —68p° +16p'°
(—2+p)3(—1+4p)2(—2+p—p>—4p3 —3p*+p>+4p°);

Poyt = 1,pa,? = —0.5949378 — 0.830714i,

Doy = —0.5949378 + 0.830714i,

Puit = 0.355937 — 0.5131284, po,® — 0.355937 + 0.5131284, ps.© — 1,
pz17 = 1-228”’%18 = 27]3119 = 2apm110 =2,

Block 422

Pyt = —1,pp,? = —0.5949378 — 0.830714i, py,> = —0.5949378 + 0.8307144,
Pyt = 0.355937 — 0.5131284, p,,® = 0.355937 + 0.513128i, p,0 = 1,
Doy’ = 1,02,% = 1.228,p5,° = 2,p2,"° = 2,p5, " = 2;

Block 431

Block 432

.732(25) =

The tabl

10.031249¢ " — 1.25¢" + 5.538602¢1-2280011 -
+ 20-395987 (3 735568Clos[0.513128¢] 4 15.529795Sin[0.513128¢])+
+ 2e70-594937t (_() 924357Cos[0.830713t] + 0.061193Sin[0.830713¢)),
0<t<;
9.425260e " + 4.378584¢!-228001 .
+ 0.322878¢2" — 0.185554¢%¢ + 0.0441176¢* ¢+
+ 2¢0-355987 (3 708886 Clos[0.513128¢] 4 15.104078Sin[0.513128¢])+
+ 2670-594938¢ () 953417C0s[0.8307131] + 0.057591Sin[0.830713¢)),
t>1;

10.03125e 7t 4 0.5e* — 8.948223¢1:228001t 4 () 5ett4
+ 29359937 (_().493116Co0s[0.513128¢] + 33.959275Sin[0.513128¢])+
+ 270-594938¢ (1 701602C0s[0.830713t] + 0.929609Sin[0.830713¢]),
0<t<l;
9.42526e ¢ — 7.074087¢! 228001 _
— 0.577176€% + 0.435986e%'t — 0.117647e%t2+
+ 29359937 (_(),636666Cos[0.513128¢] 4 33.06373Sin[0.513128¢])+
+ 270-594938 (1 748891 Cos[0.830714¢] + 0.968596Sin[0.830714t]),
t>1;

e gives the values of A for three values of € and three values of T'.
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T\e e=0.1 e=0.01 | e=0.001
1.37-10719[1.37- 10~ 11[1.37- 10712
1.25-10712(1.25 - 10~ 13|1.25 - 10~ 14

5.93-1071%(6.10 - 107 16|5.55 - 1017

_—

el B
I
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On Connection Between Constructive Involutive
Divisions and Monomial Orderings

Alexander Semenov*

Moscow State University, Department of Mechanics and Mathematics

Abstract. This work considers the basic issues of the theory of involu-
tive divisions, namely, the property of constructivity which assures the
existence of minimal involutive basis. The work deals with class of >-
divisions which possess many good properties of Janet division and can
be considered as its analogs for orderings different from the lexicographic
one. Various criteria of constructivity and non-constructivity are given in
the paper for these divisions in terms of admissible monomial orderings
>. It is proven that Janet division has the advantage in the minimal invo-
lutive basis size of the class of >-divisions for which x1 > xz2 > ... > xp
holds. Also examples of new involutive divisions which can be better than
Janet division in minimal involutive basis size for some ideals are given.

1 Introduction

In papers [ILBL4], a general algorithmic approach to involutive bases, which are
Grobner bases of a special form, has been developed. This approach became one
of the most efficient and widely used tools for computation of standard bases of
polynomial ideals. In turn, the theory of involutive bases relies on the theory of
involutive divisions on monomial sets.

In the process of involutive division investigation, it has been found that
for the correctness and efficiency of the involutive basis algorithm an involu-
tive division should possess some special properties, namely, noetherianity, and
continuity [3l4L[5], or admissibility [I]. There is a consensus among many spe-
cialists that Janet division is the best to use in the involutive basis computation
algorithm, but there is almost no attempt to prove this fact rigorously. Also,
in this situation the question of the Janet division generalization arises. This
work presents some results in this direction by using pair property of involutive
divisions.

In paper [5] a class of pairwise involutive divisions was introduced. Its study
was continued in paper [7], where the connection between the pairwise property
and the filter axiom was established. A procedure for construction of pairwise
continuous involutive divisions by the pairwise closure method was proposed.
This procedure defines explicitly the rule for specification of an involutive di-
vision only for sets consisting of no more than two different monomials. The

* The work was partially supported by the Russian Foundation for Basic Research,
project no. 05-01-00671.

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 261-278] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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method of pairwise closure explicitly establishes the relation between the Janet
division and the lexicographic ordering. A natural generalization of the Janet di-
visions is the class of >-divisions (> is a admissible monomial ordering), which
inherits many useful properties of Janet division. These divisions are defined by
the way, which makes the sets of involutive multiples of each element as wide
as possible. The concept of ~-divisions encompasses the idea of pairwise prop-
erty described in [5] and the connection between an involutive division and a
monomial ordering, explicitly revealed in [IJ.

In papers [3,[4,[5], it is shown that a sufficient condition for the existence of
the minimal involutive basis is the constructivity property of the involutive di-
vision. So, the problem arises to describe constructive involutive divisions in the
>—-division class, for which the minimal involutive basis exists for every poly-
nomial set. These divisions can be considered as analogs of Janet division ad-
missible for use in practice. Another question is to find sufficient conditions of
non-constructivity if they exist.

The paper concerns all these problems, and the first results are the conditions
of non-constructivity for a wide set of >-divisions, what can exclude it from
practical use. The next result is constructivity of all >-division, when for > the
relations z1 > xo > ... > x, hold. Nevertheless, the minimal Janet basis is
contained in the minimal involutive bases for non-lexicographic orderings of this
type, so Janet division can be considered optimal in this class.

The paper contains examples of constructive >-divisions, for which the rela-
tions &1 > x2 > ... > x, do not hold. These examples are more interesting as
they can show better efficiency than Janet division in minimal involutive basis
number for some ideals.

2 Basic Definitions

By N we denote the set of nonnegative integers. Then M = {z% ... z%"|d; € N}
is the set of all possible monomials in n variables.

By deg(u) and deg;(u), we denote the total degree of monomial u and the
degree of u with respect to variable x;. For the least common multiple and the
greatest common divisor of two monomials v and v, we use the notation lem(u, v)
and ged(u, v).

In this work U always denotes a finite monomial set with distinct elements.
The same is true for V.

We say that an involutive division L is specified, if, for any u € U, a submonoid
L(u,U) of M is defined such that the following axioms hold [3,4]:

ifwe L(u,U) and v|w, then v € L(u,U),

— ifu,v € U and uL(u,U) NvL(v,U) # (), then v € vL(v,U) or v € uL(u,U),
— ifveUandveul(u,U), then L(v,U) C L(u,U),

— it U CV, then L(u,V) C L(u,U) (filter axiom).

Elements of L(u, U) are multiplicative for u. If w € uL(u,U), then w is invo-
lutive divisor of w. This is denoted as u|r,w. The monomial w is an involutive
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multiple of u. The monomial v = w/u is multiplicative for u, and the equality
w = uv is written as w = u X v. If u is an ordinary divisor of w, but not involutive
one, then this equality is written as w = w - v. In this case, the monomial v is
non-multiplicative for u.

For any u in U, there exists a partition of the set of all variables into two
disjoint sets, namely, multiplicative variables My (u,U) C L(u,U) and non-
multiplicative variables NMp (u,U) & L(u,U).

The submonoids L(u, U) may be naturally interpreted geometrically [2]. Con-
sider a set uL(u,U) for an involutive division L. Denote this set by Cr(u,U).
One can easily verify that the image of the set C,(u, U) under the bijective map-
ping from M onto Z" is a discrete cone. The first three axioms are equivalent to
the following two geometric facts:

— the set Cr(u,U) is a discrete cone,
- Cp(u,U)NCL(v,U) # 0 = CL(u,U) CCL(v,U)V Cr(v,U) C CL(u,U)

The notation Cf,(U) = UuevCrL(u, U) is used further.

Definition 1. An involutive division on a finite monomial set U is disjoint, if
Au,v €U, v#u, veul(u,U).

Example 1. (Thomas division) Consider a finite monomial set U with dis-
tinct elements. Variable x; is treated as multiplicative for uw € U, if deg;(u) =
max{deg;(v)| v € U} and non-multiplicative otherwise.

Example 2. (Janet division J) Consider a finite monomial set U with distinct
elements. For any 1 < i < n, the set U may be partitioned into subsets labeled
with nonnegative integers dy, ..., d; as follows:

[di,...,di] = {u € Uld; = deg;(u), 1 < j <i}.

A variable x; is multiplicative for an element w € U, if i = 1 and deg; (u) = max
{deg,(v)| v € U}, or ifi > 1, u € [d1,..., di—1], and deg;(u) = max{deg;(v)|
v E [dl, - 7di,1]}.

Janet and Thomas divisions are disjoint.
The filter axiom can be reformulated the following way:

YueUNV Mpu,UUV)C Mp(u,U)N Mg(u,V).

Involutive divisions are mainly used for involutive basis determination of poly-
nomial ideals (see [3[[4}[]). Most algorithms for involutive basis computations
have a similar structure. The core of the algorithm is a main loop (which finishes
the computation if the division possesses some special characteristic properties:
noetherianity, continuity, constructivity [3,4], or admissibility [I]). Each iteration
of the loop consists of taking the polynomial g - x, where x is non-multiplicative
for Im(g) and g belongs to the basis G in construction, getting its involutive
normal form, and adding it to G, if it is non-zero. The logic of any algorithm for
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involutive basis computation supposes that, the greater the size and dimension
of the sets of involutive multiples, the less the number of involutive prolonga-
tions should be considered. Starting from this idea, it is worth to find optimal
divisions among all of them. According to the filter axiom, these are the divisions
with property Vu e UNV

Mp(uw,UUV) = Mp(u,U)N Mg(u,V). (1)

This class coincides with the class of pairwise involutive divisions, introduced
in [5].

Definition 2. [5] An involutive division L is pairwise, if VU , Yu € U(U\{u} #
0) the following condition holds:

Mp(u,U) = ﬂ My (u, {u,v}) (2)
v#u,velU

The proof of the equivalence is given in [7]. In [5] it is proved that the Thomas
and Janet divisions are pairwise.

So, a pairwise involutive divisions is entirely described by its definition on the
sets consisting of no more than two distinct elements. The set which contains
two distinct elements is called basic set.

Definition 3. Consider a rule specifying a partition of variables into multiplica-
tive and non-multiplicative on all basic sets, which satisfies the first three axioms
of involutive divisions. Such a rule is denoted by Lo and referred to as an in-
volutive 2-partition. In other words, if B is a basic set and an element u € B,
then Lo uniquely determines the cone uLs(u, B). The 2-partition is disjoint, if
YU € B, Bu,v e U, v #u, v € uL(u,U).

Any involutive division being restricted onto basic sets specifies the corre-
sponding 2-partition.

Definition 4. (Pairwise closure) Consider a 2-partition Lo on the basic sets.
The rule, which defines multiplicative variables for any finite monomial set U
with distinct elements and Yu € U as

M (u,U) = m Mg, (u, {u,v}),
velU,v#£u

18 called pairwise closure of involutive 2-partition L.

As shown in [7], it is not always true that the pairwise closure determines an
involutive division. Nevertheless, in [7] it is proved that pairwise closure L of the
disjoint 2-partition L is a disjoint involutive division.

If a set U contains one element, namely, U = {u}, then NMp(u,{u}) = {}
is the best issue for involutive division. So, for description of pairwise involutive
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divisions with the widest possible involutive cones, we should choose the optimal
disjoint 2-partitions.

If a set U contains two distinct elements, the optimal possibility is when
one element has n-dimensional involutive cone and another element has (n — 1)-
dimensional cone or, in other words, one non-multiplicative variable. The sizes of
involutive cones for sets U, which consist of more than two elements, are maximal
possible for pariwise divisions, if 2-partitions on the basic sets are given.

The pairwise property for Janet involutive division is established in [5]. The
Janet divisions has some other remarkable properties, which is worth to preserve
for other involutive divisions considered as Janet analogs:

— efficient maximality i.e. existence of one n-dimensional cone for every finite
set U,

— homotheticity, i.e. same structure on the set U = {uq,...,u,} and on
mU = {muy,...,muy,} (mis an arbitrary monomial), namely, N My, (u,U) =
N My, (mu, mU),

— efficient variable separation.
The last property can be illustrated by following simple example.

Example 3. (Inefficient variable separation) Consider U = {1, x1w2, 2323} and
the case when NMp(1,{1,z122}) = 21, NMp(1,{1,2323}) = 22. Consequently,
NMp(1,{1,U}) = {1, z2}. From the standpoint of the number of multiplicative
variables for 1, both configurations N My (1,{1,x122}) = NMp(1,{1,2323}) =
x1 and NMp(1,{1,z122}) = NMp(1,{1,2323}) = 22 are preferable.

Let L be a pairwise involutive division. Consider the relation »;: u > v if
NMp, (v, {u,v}) # 0.

Theorem 1. Let L be a disjoint homothetic pairwise division for which efficient
maximality takes place. Then > is an admissible monomial ordering.

Proof. As the division is disjoint the relation 1 < v # 1 takes place. As the
division is homothethic, then v <y, u = vm <, um. The relation <, is transitive
as in the opposite case v < w < u <p v every element would have a non-
multiplicative element, and no n-dimensional cones exist.

For a variable x; which is a non-multiplicative for v and pair {u, v}, u > v,
the property deg;(v) < deg;(u) should be held for division L be disjoint on {v, u}.
The choice of the variable z,, as non-multiplicative for v, if p = min{l| deg;(v) <
deg;(u)}, excludes the cases of inefficient separations analogous to those in ex-
ample Bl

On the other hand, every admissible monomial ordering > defines an invo-
lutive »=-division L as pairwise closure of the =-partition Lo on all basic sets.
Involutive 2-partition Lo is defined the following way for an {u,v}(u > v):

L. NMLQ(U’ {U,U}) = {}7
2. NMp,(v,{u,v}) = x,, where p = min{l| deg;(v) < deg;(u)}
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If the set U contains one element, namely, U = {u}, then NMp (u, {u}) = {}.

This way, it is shown that every admissible ordering defines an involutive
division, which has all the properties listed above (as Janet division has), and
can be considered as “optimal”. Also, homotheticity and efficient maximality
yield that 1 is an admissible ordering. So, it is reasonable to search for new
involutive divisions (analogs of Janet division) in the class of >-divisions. Janet
division itself may be described as the lex-division, where symbol lex corresponds
to the lexicographic ordering for which 1 >jex T2 >lex - - - >lex Tn-

For the sake of convenience, we introduce the notation, which is used fur-
ther in the text. The assertion Vp < ¢,deg,(v) > deg,(u) is briefly written
as deg,_(v) > deg,_(u). If ¥p < ¢, deg,(v) = deg,(u), then it is denoted as
deg, (v) = deg,_(u). Moreover, we set

ind(v, {v,u}) = min{p| deg,(v) < deg,(u)}.

Obviously, if ¢ = ind(v, {v,u}), then we have deg,_(v) > deg,_(u).

In case of involutive >~-divisions ordering >~ determines an associated permu-
tation £ € Sy, namely, T¢(1), .- -, Te(n) is the permutation of variables such that
Te(1) = ... = Tg(n)- Lexicographic ordering with respect to the permutation of
variables ¢ is called induced lezicographic ordering and is denoted by lex(<).

Theorem 2. Let L be an involutive >-division, U be an arbitrary finite
monomial set with distinct elements, and ui,us be such elements, that uq -
x € ugL(ue,U), where x is a non-multiplicative variable for uy and U. Then
Ui <1ex(<) Uug.-

Proof. Consider monomials u1, us in U and a variable x € NMp(u,U) such
that uy - & € CL(u2,U). According to the filter axiom and pair property u; -z €
uzL(ug, {u1,uz}) and NMp(u1,{ui,uz}) = x. Then u; - ¢ = ug X w, and w
does not contain x as L is disjoint. Then u; = *22% < uy according to pairwise
property and ugw < ugw. Hence w < x. If w = 1 then, obviously, 1 <jex(<) -
Otherwise, let z be a variable such that z|w, w = zw;. It is clear that z < z,
and z <jex(<) . That is true for every z and that yields w <jex(<) 2-

As w <jex(<) T was obtained, expression usw <jex(<) 27 is also valid. That

leads to the fact that u; = #2% <o (L ua.

In papers [3M], a concept of continuity of involutive divisions is introduced.
Let an involutive division L be given. A sequence of monomials {u:} (¢t €
{1,2...}) in a finite monomial set U with distinct elements, such that exists
Tty € NMp(ue, U) and [ugq1|pus - 2] is called a chain.

Definition 5. [3,[/] An involutive division L is continuous, if, in every chain,
the inequality Vs1 # s2 us, 7 us, holds, and, hence, every chain is finite.

Theorem 3. Let L be an involutive »-division, U be an arbitrary finite mono-
mial set with distinct elements, and {u;} be a chain in U. Then the following is
true:
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— if us, ust1 are in {ur}, then ug < Ustq,

— if ug, usy1 are in {us}, then uy <jex(<) Ust1,

— L is continuous,

— if m has an involutive divisor u in U (u|pm), then u = max<{v € U,v|m}.

Proof. According to the pairwise property us - Tp(s) € ust1L(ust1, {us, us1})
and also the relation N M, (us, {us, us1}) = 2p(s) is valid. Then u, < usy1, and
that proves the continuity. Theorem [2] shows that u, <lex(<) Us+1-

The last item is proven from the opposite. Let u|pm, & = max<{v € U,v|m},
and u # . Consider the pair {u,u}. As u > u, and u|m then lem(u,@)|m and
the monomial lem(u, @) contains a non-multiplicative variable for u which lies in
N My, (u,{u,u}) according to the definintion. That leads to the contradiction.

3 Constructivity

In the framework of the involutive approach, an analog of the minimal autore-
duced Grobner basis is the minimal involutive basis [4]. A necessary condition
for existence of the minimal involutive basis of an arbitrary ideal for division
L is the existence of such a basis in monomial ideals. Below, we present the
theoretical background for the monomial case.

Definition 6. An L-autoreduced monomial set V is an L—involutive basis of
monomial ideal Id(U), if

(Vu € U)(Vw € M)[Fv € Vv|puw].

Definition 7. [{] Let L be an involutive division, and Id(U) be a monomial
ideal. Its L-involutive basis U is minimal, if for an involutive basis V' of the
same ideal inclusion U C V takes place.

In paper [4], a condition is formulated under which the minimal involutive
basis exists and can be obtained by the algorithm Minimal Monomial Invo-
lutive Basis.

The sufficient condition of the existence of minimal involutive basis is con-
structivity. In [4], it is proven that, in the polynomial case constructivity also
guarantees the existence of the minimal involutive basis.

Definition 8. [3[{] A continuous involutive division L is constructive on a fi-
nite set U C M with distinct elements, if for any w € U, x; € NM(u,U) such
that u - x; has no involutive divisors in U and

(Vo e U)(Vx; € NMp(v,U))(v-xjlu-z,v x5 #u-x;) =
= [v-z; € Cr(U)]
the following condition holds:
Vw € Cp(U)[u-x; € CrL(U U {w})].

A continuous involutive division L is constructive if it is constructive on every
finite set U with distinct elements.
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Theorem 4. Let a continuous involutive division L be non-constructive on a
finite set U with distinct elements. Then U is not autoreduced in the sense of
conventional division.

Proof. Consider the opposite, namely U is autoreduced, and w,uy,u; X v = w
are the monomials which deliver non-constructivity. In other words, Jz;, u - x; &
CrU),u-z; € Co(UU{w}), (YveU) (Vz; € NMp(v,U)) (v-xjlu-z;v-z; #
w-x;) = [v-2z; € C(U)]. Then u-z; € wL(w,U U{w}).

There exists a variable x4 € NM, (uy,U) such that “u—"’l“ contains x41. The
monomial u; - zs1 properly divides u - z; and u; - ;1 = ug X vz according to the
definition 8.

As u - z; has no involutive divisors in U, the monomial is not multi-
plicative for uo and contains a variable x4>, non-multiplicative for us. The ele-
ment ug|rus - g2 (if ug - 52 # u - x;) is constructed analogously. So, there is a
chain uq, us, us, . ... As the division is continous, this chain breaks on an element
ug € U 2 Jxgy, up - e = u - 2; (it may occur that uy = usg).

Then we have u;—1 - Ty4—1) = Ut X q,ut X qlug - s Hence, ¢ = 1, uy_1]uy,
and U is not autoreduced in the sence of conventional division.

UL

The next example shows that there are non-constructive divisions among -
divisions.

Theorem 5. Consider the >-division L. If for the ordering = satisfy the con-
dition: 3i < j < k <1l and 3s € N,s > 0 s.t. ;27 = x5 > x;2p then L is
non-constructive.
Proof. The relation x;x; > xf > x;2; implies m?xjacl - mfacz and x;x;7f >
xfmjml. Also, m?acjacl > x;x3, is valid.

Then consider U = {w;x5, 22z}, 2?x;x1}, w = x;25 X x;. The main relation is
TIxs - ;p = ;T X @

U |[NMp(O)|UU{zizjz; | NML(U U {z;z;z;})
Tix}, x; T; Ty, Ty T
x?ajjxl — x?xja;l Tl
T, —

That proves the theorem.

This example explicitely shows non-existence of minimal involutive basis.

Consider the case s = 1 (for example, ordering lexy; ;). Consider U =
{2222, x;21 }, which is autoreduced. The sets Uy = {x;x;xk, 272,31, 228, T;T8
and U; = {x?acjmk,xfmjml,m%kaixk} are both involutive monomial bases.

Their intersection is Uy N Us = {x;zy, 22k, vix;2,}. Neither U; N Us nor its
subsets cannot be involutive bases of U. As the minimal involutive basis is con-
tained in every monic involutive basis, that shows non-existence of it in this
particular case.

The following examples show that there exist many non-constructive divisions
in three-variable case.
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Theorem 6. Consider the >-division L. If for the ordering = one of four con-
ditions

1. i <j <k stz <x <y

2. <j<k st <z <,

3. Ji<j<k,peN st xi<xk<xj<x£_l,

4. i <j<k<lst xj>=xK>=24 x5 =T -2

18 satisfied, L is non-constructive.

Proof. The proof is done according to the following scheme. Firstly, the set U
is constructed, and L is defined on U according to pairwise property. Then, for
each case, the example of non-constructivity is given by specifying the set U, the
non-multiplicative prolongation @ of the element u € U, and the multiplicative
prolongation w of the element v € U. All the conditions on these elements can
be checked from tables of variable partitioning for U and U U {w} given below
for each case.

In case 1, relation z; < ; < x) implies z; < z;7; < T2 < ;T < a;?a:jxk.
Then U = {xi,xixj,xjxk,mfmjxk}, and w = z; X xr. The main relation is
Tilj Tk = TjTk * Ty = TiTp X Tyj.

U NML(U) UU{QSiQSk} NML(UU{l‘il‘k})
T Tiy Tj T Ly Lj, Tk
ZTilyj Ti, Tk ;T Tiy, Tk
TjT €T; TjTk xX;
TiTk L
2. _ 2. _
TiT;Tk LT;TjT

In the case 2, relation x; < x; < xp implies z; < ;75 < 7K < T2 <
x?mk. Then U = {mj,ximj,ximk,mfmkh and w = z; X 3. The main relation is
TiXg " Tj = TiTj T = TjTk X Tj.

U |[INMp(U)|\UU{xjei} | NMp(UU{z;xr})
Zj L, Ty Zj Lijy Tj, Tk
T35 Tj, Tk il Tj, Tk
LTl Zj LT Zj
T €
x?mk — m?wk —

. -1 . .

In case 3, relation z; < xp < x; < mi implies = < 7k < Tiw; <
zjzp < 2f. Then U = {xg, z;2, x;25, 28}, w = xp x ;. The main relation is
TiXk " Tj = TyTj T = TjTk X Tj.

U [NMp(U)|UU{xjrr | NML(U U{zz})
Tk Ti, Tk Tk Ty Tj, Tk
LTl Tj, Tk LiTk Tj, Tk
T3 Tl T35 Tl
TjTk Tk
z - z -
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The fourth situation is proven by such a way. Consider the case z; > xp >
x; = x;. If 2w = o then 2? = xj and the variables 2?7 = zy = x; = x; satisfy
the case 3. Then x;x; < xj, and it can be obviously seen that z;z; > xj, what
also yield non-constructivity by the theorem

Consider the case z; >~ xi > z; > . If 22 < m% then x; < x% and the
relation mi = x; > xp > x; satisfies case 3. Then z;x; > x% and mi — X
what also yield non-constructivity by the theorem [l Thus, all four cases are
considered, and that proves the theorem.

This theorem gives many examples of non-constructive >-divisions among
which are divisions (deglexs 1 o1, {1,2,3}) (case 1), (deglex(s 5 13,{1,2,3}) (case
2), (deglex(s 5 1y,{1,2,3}) (case 3), (deglex(s 51 43, {1,2,3,4}) (case 4).

Below, we will identify new constructive »=-divisions. Further, the special no-
tation is developed for this task.

Definition 9. Let L be an involutive »-division. A set of distinct monomials
{u1,u, w,u} is y-configuration, if it satisfies the following conditions:

1. u =<7,
2. w=wuy Xv, v € L(uy, {ur,u,u}),
3. u-x; € wL(w, {U,u,u1,w}), where x; = NMp(u, {u,u}).

Further the index ¢ and notation z; is always used in the previous sense
(x; = NMp(u,{u,u})). Also in case u; < u the notation z; and xj will be used
for zj = NMp(u1,{u1, u}) and zp = NMp (u1, {u1, u})

Lemma 1. Let an involutive division L be given. Suppose that there exist ad-
missible monomial orderings <i,...,<; and the following two conditions hold
(U is a finite monomial set with distinct elements):

- VU,Vu € Uz € NMp(u,U) such that u-x & Cr(U),u-x € Cpr,(UU{uy x
v}),ur € U,v € L(u1,U) Ip  w<qp w1 is satisfied

- VYU Vu,u € U,z € NMp(u,U) such that w-z € Cp(,U) Vp U, u is
satisfied.

Then, the division L is constructive.

Proof. Let u,u1,u; Xxv = w be monomials, which provide the non-constructivity;
ie,dx,u-x & CL(U),u-z € C(UU{w}). Then u-x € wL(w,U U{w}). There
exists a variable xg; € NMp (u1,U) such that % contains .

Consider the monomial u; - z41. By the definition of constructivity, we have
Ul - Ts1 = Uz X V2, VD ug >, uy (by the second condition)

Since u-x has no involutive divisors in U, the monomial £ ™ L is non-multiplicative
for us and contains a variable x4 which is non- multlphcatlve for us. So we have
the relation Vp w1 <pug. If ug- x50 # u-x, we construct an element uz|pus - 2,
Vp  uy<pug<pus and so on. This chain must finish only on element ug -5, = u-x
due to the continuity of the division. By the initial condition there exists g,
up <q u1. So, we have uy g u1 <qug <qus...<lqui, what is impossible.
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Lemma 2. Let an involutive =-division L be given. Suppose that there exist
admissible monomial orderings <1, ..., <\t and the following two conditions hold
(U is a finite monomial set with distinct elements).

— For all y-configurations {0, w, w1, w} Ip w1 >p u is satisfied.
- VU Yu,u € Uz € NMr(u,U) such that u-z € Cp(u,U) Vp TDpu is
satisfied.

Then division L is constructive.

Proof. For the proof it is sufficient to verify the conditions of Theorem [Tl for the
division L and orderings >1,...,>y.

The second conditions of this theorem and lemma [I] coincide and, thence, are
satisfied.

Suppose the opposite for the the first condition of lemma [Il Namely, there
exists a monomial set U and monomials uy,u € U such that for u, ui,u; X v =w
Az, u-z g CL(U),u-z € wL(w, U U{w}), and ¥p, u1 <, u is also satisfied.

As z is non-multiplicative for wu, then there exists 4 € U such that
NMp(u,{u,u}) =2 and u < u.

Consider the set {uy,u,w,u}. From v € L(u1,U), u -z € wL(w,U U {w})
and from filter axiom it can be seen that v € L(uy,{ui,u,u}) and u -2 €
wL(w, {w,u,u,w}). So, the set {uy,u,w,u} is y-configuration, for which Vp
u1 <p u. That contradicts the first condition of the current lemma.

Remark 1. For a ~y-configuration {uy,u,w,u} the relation u - z; € uL(w, {u,u})
can be valid, so u - x; € Cp({u1,u,u})

Lemma 3. For every «y-configuration {uy,u,w,u} corresponding to =-division,
where uy < u, the relation x; = x; is valid.

Proof. Firstly, note that z; # x;. As deg;(u1) < deg;(u) then deg;(uiv) <
deg; (u) so u-x; = wv X x;p. If &; = ; then u = wyv x p which is impossible
since >-division L is disjoint.

Due to Theorem[2] uqv >lex(») U As ui-x; = (u1v) X p, where p is a monomial,
Vap = x; deg;(u1v) = deg;(u). In this case inequality u1v >jex(s) u leads to the
relation Vz; > x; deg;(u1v) = deg;(u). Then x; < x; what proves the theorem.

Lemma 4. (Sufficient conditions of constructivity) Let L be an involutive »-
division. If there exists no y-configuration {uy,u,w,u} for which relations uy <
u, and u1 <jex(<) w are simultaneously valid, then L is constructive.

Proof. The proof can be done by the lemma 2] supposing that < and lex(<) are
used as orderings <17, <ls.

Theorem 7. Let > be an admissible monomial ordering, such that 1 >~ xo >
... = xy. There is no y-configurations with uy < u and uy Lex(<) U and involu-
tive =-division L s constructive.



272 A. Semenov

Proof. The proof is performed with the help of lemma HEl Consider the oppo-

site, namely, that L is non-constructive and so there exists a y-configuration

{u1,u,w,u} for which relations u; < u and u; <jex(<) v hold simultaneously.
Due to Theorem [2] and the pairwise property we have:

U <u<uv,

U1 <lex(<) U <lex(<) ULV-

Let NMp(u1,{ui,u}) = =z;, and, hence, deg; (u1) > deg; (u). Due to
u1 <jex(<) w and the initial conditions z1 = x3 = ... = x, we have deg; (u1) =
deg;_(u).

Due to lemma B} z; > z; and ¢ < j. Also, deg;(u1v) = deg;(u) + 1. As
deg;_(u1) = deg;_(u), then x; € My (u1,{u1,u,u}) and z; € M (u1, {u1,u}).
That is impossible, as deg;_(u1) = deg;_(u), and x; € NMp(u,{u,u}). That
proves the theorem.

The immediate consequence of the theorem is the constructivity of the Janet
lex-division, deglex-division, and degrevlex-division, where for corresponding or-
derings relation x; >~ x3 > ... > x, takes place.

Nevertheless, the further investigation shows that Janet division can be con-
sidered optimal among those >-divisions for which x; > x2 > ... > x, is valid.

Definition 10. A finite monomial set with distinct elements is involutive with
respect to the involutive division L, if YU and Vu; € U,w € M Ju; € U,w; €
L(u;,U) such that u;w = uj X wy.

Theorem 8. Consider an involutive >-division L and a finite monomial set U
with distinct elements, which is involutive with respect to L. Then Yu € U

ul(u,U)={m e M,u = 1mf;xx){v e U,vm}}.
ex(<

Proof. Firstly, it can be proven that VU,u € U {m € M,u = maxjy(<){v €
U,vlm}} C uL(u,U). Consider that there exists U such that Im € M, u € U,
U = MaXjex(<){v € U,v|m}, m € uL(u,U). Then m contains a non-multiplicative
variable z € NMp,(u,U). As U is involutive u-x has an involutive divisor u; € U,
u-x = uy X w. According to Theorem[2 u <jex(<) u1 what contradicts the initial
supposition.

Secondly, it is proven that YU,u € U {m € M, u = maxey(<){v € U,v|m}} D
uL(u,U). Consider that there exists U such that Im € M, u € U, and u1 >1ex(<)
u for which v € U, m € uL(u,U), and uj|m take place. We can consider
an element u; as the maximal element, which conventionally divides m. As
the division is pairwise, 3z € NMp (u1,{u1,U}), u1 - z|m. Due to the involu-
tivity of U with respect to L, Jus|pus - @, us = w1, and ug >lex(<) U1, ac-
cording to Theorem [2l As us|m we obtain the contradiction. That proves the
theorem.
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Theorem 9. Consider an involutive >-division L and a finite monomial set
U with distinct elements, which is involutive with respect to L, and for = the
relation x1 > To = ... > T, s valid. Then U is involutive with respect to
lex(=<)-division, namely, Janet division.

Proof. In the proof, the Janet division will be denoted as J. For the proof it is
sufficient to show that U is involutive with respect to J. If Vu € U NM j(u,U) C
N My (u,U) the proof is done.

Consider the opposite, i.e., there exists an element v € U and a variable xy,
xs € NMj(u,U),zs & NMp(u,U). Then there exists u € U, NM;(u,{u,u}) =
zs. The case U = u is not possible as it would yield N My (u, {u,u}) = z,.

Thus, U < u, u <jex(<) U. As the variable z, is non-multiplicative for u and
Janet division, then

deg,_(u) = deg,_ (1), deg,(u) < deg,(u).
Consider the monomial lem(u, @). The following relations are valid for it:
deg,_(u) = deg,_ (lem(u, u)),

deg, (u) < deg,(lem(u,u)).

Let lem(u,u) € ugL(uo,U). Due to Theorem B v <jex(<) U <jex(<) o and
also u < u = ug. Then ug # u,up # u. As ugllem(u, ) and U <jex(<) uo We have
deg,_(ug) = deg,_(u), deg,(ug) > deg,(u). So NMp(u,{u,up}) = xs. That
contradicts the initial conditions and proves the theorem.

If symbols M Br(U) and M B;(U) denote the minimal involutive bases for
the Id(U), =-division L and Janet lex(<)-division J then, if 1 > z3 > ... > x,
takes place, we have

MB;(U) € MBL(U).

This fact shows that that the minimal monomial involutive basis with respect
to =-division with x1 > x2 > ... > x, is Janet involutive set and hence a Janet
basis. But this basis can be not minimal for lex(<)-order. So, the computing of
minimal Janet basis can seem preferable over the use of other >-divisions with
property &1 = g = ... = ZTn.

So this reasoning shows that potentially useful constructive »~-divisions which
could compete with Janet division lie outside the group which preserves ordering
T1 > Tg = ... > Tp. The next theorem shows that there exist some constructive
>—-divisions of that type.

Theorem 10. Consider the two-variable case, i.e., when n=2 and all the mono-
mials are formed by variables x1,x2. Then for =-division L no ~y-configurations
with w1 < u and u1 <jex(<) U ewist, and involulive =-division L is constructive.

Proof. The proof of the theorem is performed with the help of lemmas [3 and [
Consider the opposite, namely, that L is non-constructive and so there exists a
7-configuration {u,u, w,u} for which relations u; < u and u1 <jex(<) u hold.
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The case x1 = x2 was considered in Theorem 7. So, it is sufficient to suppose
xg = x1. Due to the lemma[3j = 1 and i = 2.

As v # 1 we have NMp(u1,{ui,u}) = NMg(u1,{w1,u}) = x; = z1. So,
degy (u1) = deg; (uiv) < deg, (4). Accodring to the definition of ¢ degy(u) + 1 =
deg, (u1v) < degy(u)(i = 2).

These relations immediately yield ujv|a. Thus N My, (uqv, {uiv,u}) = 21 what
is impossible. That proves the theorem.

The next theorem establishes constructivity for a wide amount of divisions.
Consider natural numbers ry,...,ry such that r1 +... +7y =nand 1 <r; <n.
The set of variables x1,...,x, is divided into ¢ groups, each consisting of r;
variables. The numbering of variables can be redefined in such a way:

T1,1y- -3 TLr s X215+ - 3 L2r05 -+ - L1y e ooy Lsgrys- -5 Lg 1y -5 Lgrg

The degree of variable x5, in a monomial m is denoted as deg, ,(m). The
value of ind(v, {v,u}) is also a variable index in double indexing.
The monomial [u]s,1 < s < ¢ is defined the following way:

0, h#s

degy, ,([u]s) = deg), ,(u), h=s

Let <5 (1 < s < ¢) be admissible orderings on sets of monomials of type
{z05', .. 257} Ontheset M={z1, ..., zp} ={Z11 ... T10, ..., Tg1 -+ T, }
the admissible ordering <, .. 4 is defined by such a way:

U =<1, 4031 <s<q,Vp <s,[ulp = [v]p, [u]ls <s [V]s.

Theorem 11. Let Ly — be a finite set of »y-divisions (1 < k < q), where =
are admissible orderings. For every division Ly no ~y-configurations with uy <g
U, ur <lexy,, U exist. Then == (>1,...,>4) s an admissible ordering, for
=-division L no vy-configurations with u; < u, u1 <jex(<) u ewist, and L is
constructive.

Proof. For simplicity, consider the case ¢ = 2. Suppose that there exists a -
configuration {u,u,u;,w = uiv} with u; < u, Uy <jex(<) u for the division
L.

The case [u]l = [ul]l = [u1 X’U]l = [ml is impossible as {[ﬂ]g, [U]Q, [ul]z, [ulv]g}
yield a y-configuration with corresponding properties of u; for »=o-division Ls.

Let the variable z; lie in the sth group, namely z; € {xs1,..., s, }. Within
the theorem, z; will be denoted by z ;.

If s = 2 then from the properties of the ordering [u]; = [u]; = [u1 X v]; =
[u1]1. First two relations are valid since deg, ;_(u) > deg, ; (u) degy,; (u) >
degy ;(u1 x v), and the last is valid since in the opposite case v would contain
some non-multiplicative variables for w;. That cannot be true so s = 1 and
[ﬁ]l <1 [u]l, [’U,]l <1 [’LL1 X ’Uh.



Constructive Involutive Divisions and Monomial Orderings 275

Then it is necessary to show that monomials [u]1, [u]1,[u1 X v]1,[u1]1 are
distinct. The case [u1]; = [u]; is impossible, as it leads to relations deg ;([u1 x
v]1) = degy ;([u]1) + 1 = degy ;([u1]1) + 1, which implie that v contains z ;,
what is impossible ( [u1]1 = [u]1 = ind(u, {u,u}) = ind(u1, {u1,u}) = s,%). So,
[ui]r <1 [ulr <1 [@]1, [ua]r <1 [ur <1 [ua X v, and [ui]i <iex(<,) [U)1 <tex(<))
[Ul X ’U]l.

The last step is to check that [u; x v]; # [@]i. The relation [u1]; < [@]; yields
ind([u1]1, {[u1]1, [@]1}) = ind(uq, {u1,u}) = 1, k. The assumption [u1 X v]; = [u]1
implies that z; j contains in v and [v]s, what is impossible.

Hence, the set {[a]1, [u]1, [u1 X v]1, [u1]1} is distinet. Then it can be trivially
proven that it is a y-configuration for >1, and [u1]1 <1 [u]1 and [u1]1 <jex(<,)
[u]1.

The proof for ¢ > 2 can be done by induction as (>1, >3, ..., >4)-division can
be represented as the division for ordering ((>1,>2,...,>¢—1), >q)-

As the examples of new constructive involutive divisions given by theorem [T
lex(y 3 9}-division and (degrevlex; 5 33, lex(s 43)-division may be mentioned.

Theorem 12. Consider the case when xo = x3 = x1, and for ordering = the
following holds:

Vp,q € M degy(p) > degy(q) = p = ¢.

Then »-division L in variables x1,xs,x3 is constructive.

Proof. Consider the opposite. Then there exists a set U for which constructivity
does not hold on elements u;,u,u;v € U and corresponding vy-configuration
{u1,u,w,u} for which relations u; < v and <ex(<) U hold simultaneously.
In the proof of the theorem we will consider that u is maximal possible with
respect to >, which satisfies corresponding properties of y-configuration.

Due to lemmal3] i # 1 so

deg; () < deg; (u).
According to the definition of the ordering > we have
degy(u1) < degy(u) < degy(u).

If degy(u) < degy () then ¢ = 2, and otherwise i = 3.
The case deg,(u1) = degy(u) = deg, (@) is impossible, as it yields that 2 ¢
{4, J, k}, and the proof can be done analogously to that of Theorem So,

degy(u1) < degy ().

AS U1V >1ex(<) v degy(u) < degy(u1v), and, if i = 2, degy(u1v) = degy(u) + 1.

The next step is to prove that degy(u1) < degy(uiv). If i = 2 it is obvious. If
i = 3 then deg,(u) = deg,(u), and deg,(u1) < degy(u) = degy(u1v).

Hence, zo € My (u1,{u1,u}) and zo € My (u1,{u1,u}). Due to degy(u1) <
deg, (), k =1, what yields
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degy (u1) < deg, (u) < deg, (u),
and j = 1.
The last relation implies that if u;v < @ then NMp,(uqv, {uiv,u}) = 1 what
is impossible as deg; (u1v) < deg; (u). So, U < ujv, hence

deg, (u1v) = degs ().

For ¢ = 3 it is checked below that uiv|t and N My (u1v, {uiv,u}) = z;. That
leads to the contradiction and proves the theorem.

deg; (u1v) < deg;(u) < deg;(u) (i=3,j=1k=1),
deg,(u1v) = degy(u) = deg,y (1) (U1V >ex(<) U,  U1V|U - T3),

degs(uiv) = degg(u) + 1 < degg(u) (i =3).
Consider the case i = 2. The following relations are valid for it:
degy(u1) < degy(u) < degy(u) = degy(urv) = degy(u) + 1,

deg; (u1v) < deg; (u) < deg; (u).

Due to uiv > 4,
degs(u) < degg(u1v) < degg(u - x2),

and
ulu - 2.

Without any loss of generality we can suppose that @ is the maximal among
those monomials in U which divide u - x2, with respect to . (if there exists
W > U, Wlu - zo then {uy,u,u;v, W} is y-configuration).

As u-3 has no involutive divisors in U, then “=2 contains a non-multiplicative
variable x; for w. The case U - x; # u - x5 is impossible as u - ; would have an
involutive divisor greater than @, which also divides u - x2 and contradicts the
maximality of .

If [ # 3 then degs(u) = degs(u) > degg(uiv) what is impossible. So, u - zg =
u - xIs3.

As m we will take the monomial s.t. x3 = NM(u,{u,m}). Due to m > u
and m >lex(<) u

deg;(m) < deg, (u) < deg; (u),
deg,(m) = deg,(u),
degs(m) > degq(u) + 1.

Consider the set {u1,u,ujv, m}. By the filter axiom it can be shown that it
is a y-configuration. As m > u, we obtained a contradiction.
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The interesting fact concerning this division is that lex(s 3 1}-division is con-
structive, but lex(s 3143 is non-constructive. The explanation is natural as the
divisions from the assertion of Theorem [[2] do not satisfy the conditions of The-
orem [[1] because they allow ~y-configurations with u; < u and u1 <jex(<) ,
but only when other conditions of non-constructivity fail (¥ involutively divides
U x;).

Also it should be stressed that the relation > on variables does not completely
define whether >-division is constructive. Consider the case when zo >~ x; >
w3 = r4. The lex(y 1 3 4)-division is constructive due to Theorem [Il But if > is
such an ordering for which zoxz4 > m% > 1124, then division is non-constructive
according to the theorem [l

For the constructive involutive divisions, for which relations x1 > xo = ... >
T, do not hold, the minimal involutive basis can contain less elements than
minimal Janet basis.

Example 4. Consider the set U = {x3,x2}. This set is autoreduced. Let J
be a Janet involutive division, and L be a lex(y 1}-division. Both divisions are
constructive, so the Minimal Involutive Basis algorithm gives correct results. In
is clear to see, that MB;(U) = {xa, 172,23}, and MBL(U) = {z%,23}. So, the
size of MBj(U) exceeds that of MBr(U).

4 Conclusions

The result of the paper is the description of a wide group of involutive -
divisions, which are constructive and so have a unique minimal involutive basis.
They can be considered as the generalization of Janet division because they are
constructed according to the same principles and allow the existence of minimal
involutive basis.

Also, the sufficient conditions of non-constructivity for »~-divisions are pre-
sented, which allow description of a wide class of non-constructive involutive
divisions in terms of >, what is still the problem of theoretic interest. For ex-
ample, the divisions for which consistence is twice violated (i.e., i < j < k,
A I N acj) are not constructive.

The last group of results establish that Janet division has the superiority in
minimal involutive basis size than divisions from a wide subset of all >-divisions,
namely, those divisions for which x1 > z2 = ... > x,.
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Abstract. In this note we present a symbolic-numeric method to the problem
of tube modeling in CAD systems. Our approach is based on the Kirchhoff
kinetic analogy which allows us to find analytic solutions to the static Kirchhoff
equations for rods under given boundary conditions.

Keywords: Kirchhoff rod; boundary value problems; automatic differentiation.

1 Introduction

In this short note we address the problem of physics based tube modeling which fre-
quently occurs in computer aided design (CAD) applications. The task at hand is to
connect a tube of given length and with certain material properties to connectors fixed
in space. In particular, we aim to predict the internal forces and torques along the tube
for dimensioning purposes as well as the final configuration. The equilibrium shape
of the tube is governed by the well known static Kirchhoff equations. Along with the
boundary conditions at both ends defined by the position and orientation of the con-
nectors we have to solve a two-point boundary value problem (BVP). Such BVPs can
be solved employing standard shooting techniques which usually perform at slow con-
vergence rates. Our approach is based on the analytic solution to the static Kirchhoff
equations and is a continuation of our work described in [[1], to which we refer for more
details on the basis of the method. In addition to adding a new case of boundary con-
ditions we will also show how the “symbolic-numeric method” introduced in [[1]] can
be made “more symbolic” by using the Jacobian Matrix in symbolic form within the
numerical part.

2 Related Work

While the number of publications on solution methods for Kirchhoff equations is large,
the task of tube modeling based on these equations has rarely been addressed before.
Grégoire and Schomer [2] use an extended spring-mass system that is solved with an
energy minimizing algorithm. In [3] Healey and Metha present a method to solve asso-
ciated BVPs by augmenting the system of boundary conditions by a constraint on the
magnitude of the quaternions used for the parameterization of the rotations. In particu-
lar, they show that if these constraints are met at the end points they are also met on the

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 279-283] 2006.
(© Springer-Verlag Berlin Heidelberg 2006
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whole domain. In [4] a geometrically exact approach is proposed, which is based on the
explicit solution of the kinematic relation based on Rodriguez’ formula. Henderson and
Neukirch [3]] study spatial equilibria of clamped elastica based on Kirchhoff rods. In
contrast to their work we do not restrict ourselves to the case where the tangents at the
end points are collinear. In [6] Nizette and Goriely study explicit solution of the static
Kirchhoff equations in terms of Euler-Kirchhoff filaments.

3 Physics Based Tube Modeling

3.1 The Symbolic Part

Let r(s) : [a1,as] € R — R3 be the centerline of the tube. The centerline is furnished
with a set of right-handed orthonormal triads {dy,d2, ds}, such that d3 = r’ is the
tangent of the centerline and d;, ds span the cross section plane at each point of the
rod. Further, we assume the tube to be inextensible, unshearable, and initially straight.
The equilibrium state is given by the static Kirchhoff equations:

F' =0, (1
M +ds; xF =0, (2)
M=wu;-di +us-ds+b-us-ds, 3)

where F' and M are the internal force and the torque of the rod. Note that since we as-
sume the tube to have a circular cross section we use the scaled form of the constitutive
equation for M, where b = 1/(1 + v) with v being Poisson’s ratio.

Further, we have the kinematic relation d; = u x d;, where u = {u, u2,us} is
the twist vector. The components of the twist vector as well as the local directors {d; }
are conveniently expressed in terms of Euler angles (¢, 8,1)) w.r.t. to the global frame
{ez, ey, e, }. With

F=F-e,, “4)
M, =M, -e. =0, (5)
My =My -d; =0, (6)
H:%-M-u+F~dg, (7)

being first integrals, which do not depend on the arc length parameter, we obtain the
following equations for the Euler angles:

M, — Ms-z
s ®
, Ms—M, -2 1_
V= 1— 22 + My b 1) ©)
22 =2F - (h—z) (1—22) = (M, — M3 -2)?, (10)

where z = cosf and h = 1/F - (H — M3 /2b) . The right hand side of 2’2 is a cubic
polynomial in z with the roots 21, 22, 23, such that —1 < z; < 29 < 1 < z3. The
solution is given by
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2 =121+ (20 — 21) -sn? [A(s+ s0), k], an

where A = /1/2- F - (23 — z1), k = \/(22 — 21) /(23 — 21), and sn is one of the Ja-
cobi elliptic function. With the function z at hand the solutions for ¢ and v are obtained
by directly integrating the above equations [1]:

[P M. —Ms-2(0)
v 1-— ZS(U)

/ M; — ()do+1/)o+M3 5 (%—1). (13)

do + o, 12)

Since the system integral H is a function of 6§ and ¢’ [I]] the set of quanti-
ties determining the configurations of the centerline of the tube is given by n =
{F,M,, M3,6(0),6(0)'}.

Since the tube is clamped at s = 0 and can freely rotate at the other end (s = L) the
boundary conditions imposed by the underlying problem are thus given as r(0) = xq,
d;(0) = di0,d2(0) = dao, r(L) = xz, and (d3(L), tr) = 1, where x, and t, are the
coordinates of the point and the tangent to be matched at s = L.

3.2 Numerical Computations

Thus the solution of this two point boundary value problem is reduced to the solution
of the following set 7 (7) = 0 of non-linear equations:

r(L) —xr =0,
1—{(ds,tr) =0, (14)
6o — 6y = 0.

Standard numeric solution techniques [7,|8] require that the Jacobian matrix is known
numerically at every iteration point. These methods use numeric approximations to the
partial derivatives at the iteration points, if those are not given as program code. As we
have derived a symbolic expression for the function F, we will show how we can come
up with rather efficient code for the Jacobian, too.

4 Using the Jacobian Matrix in Symbolic Form

Using the common subexpression elimination algorithm of Maple the function F can
be described by a computation sequence involving the following number of commands:

43 assignments + 29 additions + 65 multiplications + 5 divisions
+19 functions + 5 integrals (15)

The 19 function evaluations consist of 9 trigonometric and square root functions and
10 instances of the Jacobi elliptic functions sn. The 5 integrals come from the necessity
to have the centerline of the space curve available in a form that allows for boundary
conditions at two distinct points, i.e. to explicitly carry the integration of the tangent
vector [1,16]].
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Standard tools for automatic differentiation and also the automatic differentiation
procedure available in Maple cannot handle integral operators in their inputs. Thus we
could not use a straight-forward automatic differentiation approach on the computation
sequence of F to obtain a computation sequence for the Jacobian matrix.

Whereas the symbolic differentiation algorithm of Maple can handle occurring in-
tegrals, the symbolic expression representing F was too large for a straight-forward
symbolic differentiation.

However, with the following method we successfully derived symbolic computation
sequences for the Jacobian matrix.

— We used auxiliary symbolic functions for the roots z1, 22, and 23 of the cubic poly-
nomial occurring on the right-hand-side of (I0) and its partial derivatives.

— Using these auxiliary functions in the expression of F we could successfully com-
pute the Jacobian matrix in symbolic form using Maple.

This computation required several minutes of computation time.

— A computation sequence could be obtained by Maple generated from the expres-
sions of the Jacobian and assignment of the expressions of the roots z1, 29, and 23
and its partial derivatives to the auxiliary symbolic functions.

Notice that all symbolic partial derivatives of the expressions of the roots z1, 2o,
and z3 could be obtained by Maple easily.

Using the optimize function on computational sequences the result for computing
the Jacobian required the following number of commands:

260 assignments + 174 additions + 419 multiplications
+31 divisions 4 76 functions 4 24 integrals (16)

Notice that because of the symbolic differentiation rules for “special functions” used
by Maple the computation sequence contains calls to various of Jacobi’s elliptic func-
tion and also to incomplete elliptic integrals of the second kind.

Remark. If equation (I4) is solved via a corresponding minimization problem of a real
valued function m £, then the gradient function of m can be expressed in symbolic
form similarly. The computational costs for this gradient after common subexpression
elimination is almost identical to the one for the Jacobian after common subexpression
evaluation, i.e. is also given by the number of commands stated in (I6).
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Abstract. In this paper we propose two methods for the computation
of upper bounds of the real roots of univariate polynomials with real
coefficients. Our results apply to polynomials having at least one negative
coefficient. The upper bounds of the real roots are expressed as functions
of the first positive coefficients and of the two largest absolute values of
the negative ones.

1 Introduction

In this paper we derive new upper bounds for the real roots of univariate polyno-
mials with real coefficients. Such bounds are useful for the location of real roots,
and for polynomial real root isolation (cf. A. G. Akritas— A. W. Strzeboniski [IJ,
I. Emiris-E. Tsigaridas [2], F. Rouiller—P. Zimmermann [I0], C. K. Yap [12]).
The computation of positive roots of univariate polynomials with real coefficients
is also relevant to iterative numerical processes (J. Herzberger [0], N. Kjurkchiev
7).

Our results imply tighter upper bounds for the positive roots than those of
Lagrange, Longchamp and Kioustelidis [6].

2 Upper Bounds for the Roots

In this section we derive new bounds for positive roots greater than one. Our
results extend a well known upper bound of Lagrange and other related results
(see L. S. Grinstein [4]). Note that for bounds on positive roots smaller than
one there exists another approach (see D. Stefdnescu [I1]) which gives efficient
bounds in many cases.

The following theorem gives upper bounds for positive roots larger than one as
functions of the degree of the polynomial, the index of the first positive coefli-
cients, and the largest absolute value of the negative ones.

Theorem 1. Let P(X)=aoX %+ +a, X ™~y 1 X4 14 - day €R[X],
with all a; > 0, ag,am+y1 > 0. Denote

A = max{a;;i=m+1,...,d}.
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If m > 2, the number

1/(m—s+3)
1 + max 24
3(s(s —1)ao + (s — 1)(s — 2)ar + - - + 2as—2) ’

A 1/(m—s+2) A 1/(m—s+1)
<3(sa0+.”++2as,2+as,1)) ’(3(a0+a1+~‘+as)

is an upper bound for the positive roots of P for any s € {2,3,...,m}.

Proof. We consider z € R, x > 1. We have

|P(z)| > |agz® + - + amz?™ ™| — |ami12d ™ L F + ... F ay

>apr? 4 - F a2t — Az 4 1)

d—m_l 1
s ot — AT :
r—1
(w4 ta) @1 A g A
r—1 z—1

The last line in the right hand side of () is strictly positive provided that

(agx® 4+ +as)(x —1z™m™° > A. (2)

A (i
Now let © = 1 + y and note that x’ 21+jy+%y2 for all j > 2.

We observe that

Y

5(52— 1) yZ)

(aoz® + -+ as)(x—1)z™™* (a0(1+sy—|—

m—s+1

+as—2 (1 + 2y + y2) +as-1(1+y) + as) y

1 m—s
- 5(s(s—l)ao +(s—1)(s—2)ar + -+ zaH) ymo s

+ (sao + -4+ 2as-—92+ a5,1> ym75+2

+ (ao +~-+a5> y" o
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Tt follows that (2]) is satisfied if
(s(s = Vao + (s = 1)(s = 2)ar + -+ + 2a,-2) y™ = = 24/3,
(3a0 + -4 2a5-2+ as—l) ym_‘9+2 > A/3 R

(ao-i—-'- +as—1 +as) ym et > A/3.

These inequalities are satisfied as soon as

. 94 1/(m—s+3)
max )
v= 3(s(s —1Dao+ (s — 1)(s — 2)ar + - -+ + 2as—2)

A 1/(m—s+2) A 1/(m—s+1)
(3(Sa0+“‘++2a572+a571)) ’(3(a0+a1+~-+a5)) '

This proves that

- 94 1/(m—s+3)
max )
3(s(s —1)ao + (s — 1)(s — 2)ar + - -+ + 2as—2)

A 1/(m—s+2) A 1/(m—s+1)
(3(5a0+"‘++2a572+a571)) ’(3(ao+a1+~‘+as)

is an upper bound for the positive roots of the polynomial P. a

Corollary 2. The following numbers are upper bounds for the positive real roots
of the polynomial P :

24 1/(m+1) A 1/m A 1/(m—1)
Ba(P)=1 2 S — S —
2(F) +maX{(3(2ao+al)) ’(3(2a0+a1)) ’(3(ao+a1+az)) ’

- 24 Ve
e 3(m(m —1)ao + (m — 1)(m —2)a1 + -+ - + 2am—2) ’

Bm(P)=

A 1/2 A
(3(mao+“‘++2am—2 +am71)) ’ (3(a0+a1 +~~-+am) '

Proof. For the first bound we consider s = 2 in Theorem [Il For the second, we
let s =m. O
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Remark. A key step in the proof of Theorem [ is to consider the inequality (2),

. i(i—1
with s € {2,3,...,m}. Using 2’ 21+jy+%

bound for the positive roots.

y? , we then obtain an upper

Similar techniques as in the proof of Theorem [l can be used to derive different
bounds. For this purpose one can also consider the second largest absolute value
of the negative coefficients, then employ inequalities similar to (). We use this
approach in Theorem [l

Comparisons with Other Bounds

Many estimates exist for all roots of a univariate polynomial with real coeffi-
cients, however, there are only few known upper bounds for the real roots (cf.

21, [6], [110).
We compare our results with the following upper bounds of J—L. Lagrange,
M. Longchamp, J. B. Kioustelidis and our bound S(P) (see [11]):

A\ Vm1)
Liy(P)=1+ (—) , (Lagrange)

A
ap + -+ +am-1’

(Longchamp)

S(P) :1+max{( A )>1/2,2( A

tefanes
2(2(10 + a1 ag + a1 + as } ) (S € anebcu)
K(P) =2 max{by™,...,0,/""}. (Kioustelidis) .

Denote by By(P) the bound given in Theorem [II In the bound K(P) the
polynomial P is represented as

P(X)=X%—p X0 ... _p X 4 g(X),

with all b; > 0 and g(X) a polynomial of degree < d and with positive coeffi-
cients.

We consider the following polynomials:
P(X)=X"+ X0+ X%+ X% -3X3-2X2+X -3,
Py(X)=X4+ X8+ X"+ X0 —4X5—-5X4—5,

P3(X)= X904+ X% 4+2X8 4+ X6 4+2X5 - 11X* + X3 —4X2 5.
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m | Ln | L | K S | B2 | B3 | Ba | Bs ||largest pos root
P 3 (2.312| 2.0 {2.632| 1.5 | 2.0 |1.629| — | — 1.079
P 3 12.495|2.666|2.828(1.912|2.136(1.746| — | — 1.345
Ps 5 (2.491| 3.2 | 2.98 |2.375|2.241|1.982|1.856|1.55 1.233

Remark. We observe that the bounds B,,(P) give in many cases better esti-
mates. However, in some cases S(P) is better. For example, if we take P(X) =
XT+2X0+ X% -3X3-2X2%2-2X + 1, we have

m =2, S(P)=1612, By(P) = 163.

How to Choose s. We have several possibilities for choosing s among the
bounds Bg, but the optimal choice is s = m.

For the polynomials
Py(X)= X104+ X% 4+2X8 + X7+ X6 +2X5 - 11X4+ X3 —4X2 -5,
Ps(X)=X"1+ X104 X9+ 2X8 + X7 4 X6 +2X° —11X% 4+ X3 —4X2%2 -5

we have

m | Ba | B3 | Ba | Bs | Bs [|largest positive root

Py 5 |2.241|1.982]1.781| 1.542 | — 1.202
Ps 6 [2.203]|1.985/1.848(1.7232|1.458 1.155

3 Iterative Computation of Upper Bounds

In this section we describe an iterative method for the computation of upper
bounds for positive real roots. We consider first the largest absolute value of the
negative coefficients. Upper bounds which depend on the two largest absolute
values of the negative coefficients are examined in Theorem Ml

Theorem 3. Let P(X) = agX%+ -+ amXT™™ — a1 X 14 day €
R[X], with all a; > 0, ag,am+1 > 0. Denote

A = max{a;; i=m+1,...,d}.
For any positive root o of P, we have

la| < g2(B) for all integers n>0,s€{0,1,...,m},
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where
! 1/( 1)
_ m—s—+
_ —d+m — ; = A
gs(w)—1+bs(1—m )m s+1. with bs—(m> 7
A 1/(m—s+1)
=0 =1+ (m) :

Proof. Let x € R, x > 1. We have
|P(z)| > |agz? + - + a4mz®™ ™| = |ami129 " F 4+ ... F ag

>agr? + -t ax?T — Az 4 1)

dfnz_l

> (ag+---+ag)z?™* — AZ

z—1

(ag+ -+ ag)(x — 1zd=% — Azd—™ 4 A
x—1 '

It follows that |P(z)| > 0 provided that

(ap+ -+ as)(x—1)z?™ > Azt™ — A,

which is equivalent to

(ap + - +as)(z —1)z™ % > A— Ag~dtm, (3)
But (@) is satisfied if

(ag + - +ag)(x — 1) 5T > A — Ag=dtm

ie.
) 1/(m—s+1)

m>1—|—< (1= gt

a0+...+as
Let
1

- - A 1/(m—s+1)
gs(x) = 1+bs(1—x*d+m)m_5+1 ,  with by = ( )

ap+ -+ as

and the previous inequality becomes
x > gs(x). (5)

Let
A ) 1/(m—s+1)

ﬂ <a0+...+as

We observe that

A

-1 m—s+1 >
(6-1) ag+ -+ as
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therefore,

(a0+...+as)(ﬁ_ 1)m75+1 S A > A(l—ﬁider)’

which proves that inequality (B is satisfied by = = 3.

Note also that the function g, is increasing on (1,00), hence it follows that
the inequality (B is satisfied by g(3) for all n € N. We have

B> g(B) > g2(B) > - gl (B) > gitH(B) > -+

By (@) all the numbers ¢7(3) are upper bounds for the positive roots of the
polynomial P. ad

More precise bounds can be computed if we consider not only the largest
absolute value of the negative coefficients. In the next result we consider the
first two largest absolute values of the negative coefficients.

Theorem 4. Let P(X) = ag X%+ + amX ™™ — a1 X 1+ dag €
R[X], with all a; > 0, ag,ams1 > 0. We assume that there exists j > 1 such
that 0 < Q4541 < Am+1 -

We denote by t the smallest integer such that

0 < Amtt+1 < Qm1 -

Let
A =max{a;;i=m+1,...,d},

and

B = max{a;;i=m+t+1,...,d}.
For any positive root o of P, we have
la| < hL.(B) for all integers n>0,s € {0,1,...,m},

where

1

_ A_B —t B —d+m m—S+].
hsi(x) = 14 bs (1— I T —Ax

> 1/(m—s+1)

s ﬂ:ﬂs:1+<
a

b A
T \ag+ - +as o+ +as



Inequalities on Upper Bounds for Real Polynomial Roots 291

Proof. Since t > 1 is the smallest integer such that 0 < anmyer1 < A1, We
have

B = max{a;;i=m+t+1,...,d}.
Let x € R, z > 1. We have

|P(z)] > |aoz® + - + amaz®™ ™|

d—m—t| _ d—m—t—1

—|am+1xd_m_12|2+...2|:am+t:1: :F—|—...:Fad|

|@mtt417
> (a0 4 +as) z¢®
—A (T 42T =B (2T 4L 4]

:(ao—i—“-—f—as)md*S—Aw —1

(a0 + -+ as)(z—1)z?° — A(z® — Daz? ™t — Bz ™t - 1)
z—1

- (a0 + -+ as)(x— 1)‘i_s+1 —Axd o (A-B) zd—m—t L B
r—1 ’

It follows that |P(z)| > 0 provided that

((10 4+ as)(x _ l)mdferl > Agd—m _ (A _ B) pd—m—t _ B,

(ao+--+ag)(x—1)™ " > A— (A—B)a~" — Bz~ %", (6)

But the previous inequality is satisfied if

A A-B B
_ 1\ym—s+1 o o —t __ = —d+m
(x—1) >a0—|—-~-+a9 (1 T 7 x >7

which is satisfied if

A A_B B 1/(m—s+1)
1+ ———(1- Tt —pmdtm .
x > +<a0+-~-+as ( T 7% )) (7)
Let
1
_ A-B . B 4 .\m—s+1
hst(x) = 14 by (1 I T Am ,

A >1/(ms+1)

with by = [ —————
ao + - + as
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The inequality () becomes

T > hst(l') . (8)
Let 0 +1)
A m—s
por (A Y
ap+ -+ as
We observe that 4
-1 m—s—+1 > ,
& ) ap + -+ as

therefore,

(ao+- +a)(B-1)"" > A> A <1 — —A;B B = gﬁ‘d“"> ,

which proves that (8) is satisfied by = = .

Since h := hg is increasing on (1, 00), we have
B > h(B) > h(h(B)) = h*(B) > -~ K"(B) > h""H(B) > ---.

By () all the numbers A" () are upper bounds for the positive roots of the
polynomial P. 0O

Remark. In Theorem M we considered polynomials P € R[X] such that
0 < amttt1 < Amy1- Similar results can be obtained on upper bounds for
the positive real roots also in the case 0 < ay4+1 < Gmtt41 -

Comparisons

Theorems[3land @ give other upper bounds for the positive roots. We observe that
Theorem M gives better estimates than Theorem [B] because hg(x) < gs(x) for all
x > 1. This happens because the largest two absolute values of the coefficients
are considered in Theorem [

Ezample 1. Let P(X) = X74+2X%4+ X% -3X3-2X2—-2X+1. We have m = 3,
t = 1 and we obtain B1 = 2, By == B3 = 1.866. The largest positive root is
1.121.

We obtain

g1 (B1) | g3(B2) | RT1(B1) |R21(B2) | hi1(Bs)
1.97871 | 1.82954 | 1.92508 | 1.75814 | 1.66370
1.97776 | 1.82647 | 1.91984 |1.74530 | 1.61715
1.97772 | 1.82620 [1.91945 | 1.74530|1.60309
1.97771 | 1.82617 | 1.91942 | 1.74331 | 1.59853
1.97771 | 1.82617 | 1.91942 [ 1.74327 | 1.59701

ol | W N | 3
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3.1 Polynomials with Frequent Changes of Signs

We obtained in [I1] alternative bounds for polynomials with real coefficients
represented as

P(X) = o, XD — b1 X™ 4 X% — 0y X™2 4o 4 X — b X 4 (X)),

with ¢g(X) with positive coefficients, ¢; > 0, b; > 0, d; > m; for all i.

These bounds can be used also for positive roots smaller than one, and they
give better estimates than K (P).

For polynomials with frequent changes of sign the following bound gives better
limits for the largest positive roots

by 1/(d1—m1) by 1/(dk—my)
S2(P) = max <—) e <—> .
C1 Ck

If we consider
Q1(X)=X"+2X64+ X% -3X3-2X2-2X +1,
Q2(X) = XM +10X% - 17X5 + 10X* — 13X + 1,
we use the representations
Q1(X)=(X"—2X?)+(2X6 - 3X3) +(X° - 2X) +1,

Q2(X) = (10X —17X%) + (10X* — 13X) + X + 1,

and obtain
Ly Lo S Bs S2  ||largest positive root
Q1) 2.42| 2.0 |1.612| 1.793 | 1.189 1.121
Q2|2.571| 2.545 |2.683| 2.782 | 1.141 1.097
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Abstract. We address various aspects of our computer algebra-based
computer logic system REDLOG. There are numerous examples in the
literature for successful applications of REDLOG to practical problems.
This includes work by the group around the REDLOG developers as well
as by many others. REDLOG is, however, not at all restricted to the real
numbers but comprises a variety of other domains. We particularly point
at the immense potential of quantifier elimination techniques for the
integers. We also address another new REDLOG domain, which is queues
over arbitrary basic domains. Both have most promising applications
in practical computer science, viz. automatic loop parallelization and
software security.

1 REDLOG

The REDLOG package of the computer algebra system REDUCE extends the idea
of symbolic computation from computer algebra to first-order logic [I,2,[8L4]. It
provides an integrated interactive environment for computing with first-oder for-
mulas over temporarily fixed languages and domains within a computer algebra
system. Its development started around 1992 with a focus on real quantifier elim-
ination algorithms. The current version REDLOG 2.0 is included in the current
REDUCE distribution 3.8, which has appeared in 2004.

Over the years the system has been continuously extended by further domains
including complex numbers, p-adic numbers [5L[6], quantified propositional cal-
culus [7], term algebras [8], uniform Presburger Arithmetic (linear theory of the
integers), and queues over arbitrary domains.

On the algorithmic side, practical applications have triggered the development
of several interesting variants of the quantifier elimination paradigm, compris-
ing extended quantifier elimination [9], generic quantifier elimination [10LTTL12],
local quantifier elimination [13], and weak quantifier elimination [I4].

2 Applications

There are numerous successful applications of the real elimination methods of
REDLOG by the group around the developers:

— parametric and nonlinear optimization [I5]
— transportation problems [16][17]

V.G. Ganzha, E.W. Mayr, and E.V. Vorozhtsov (Eds.): CASC 2006, LNCS 4194, pp. 295-301] 2006.
© Springer-Verlag Berlin Heidelberg 2006
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— circuit analysis, design, diagnosis [1§]
— generalized scheduling problems [15]
— real implicitation [15]

— automated theorem proving [10,[19]
— computational geometry [20]

— solid modeling [211,122]

— robot motion planning [T5]23,[24].

Even more interesting, there are just as many such applications documented
in the literature by people outside the REDLOG group:

— stability of differential equations [25]
— bifurcation analysis [26,[27,28]29)

— theoretical mechanics [30}31]

— hydraulic network diagnosis

— hybrid control theory [32,[33]

— automatic loop parallelization [34]

— software security [35,[36].

As for applications in other domains, the list is not that exciting. There is
one interesting application of REDLOG’s (extended) quantifier elimination for
discretely valued fields:

— solution of systems of integer congruences with parametric moduli [37].

Furthermore, it has been clearly demonstrated that the quantified proposi-
tional calculus has some straightforward applications in

— digital circuit design and testing [7].

This has, however, to our knowledge not been applied within real-world de-
sign processes so far. Taking into consideration the remarkable success of SAT-
checking methods there is, however, a huge potential in the further development
of the propositional domain, which from the SAT-checking point of view provides
parametric QSAT-checking.

It might appear surprising that there is not a list of physical applications for
the domain of complex numbers. The reason is that for this domain, there is
the language of rings used without any additional functions. This is a very clean
approach from the algebraic point of view. In practice one would, however, also
use absolute values or functions for the real part and the imaginary part. At
that point one introduces also real numbers, and in fact such problems can be
generally coded as real quantifier elimination problems by using pairs of variables
for the real and imaginary parts.

Finally, the REDLOG domain of term algebras is rather new, and the complex-
ity of our elimination algorithm is in the first class of the Gzegorczyk hierarchy,
which is rather hard but provably optimal [g].
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3 Towards New Domains and Applications

We now turn to two new REDLOG domains, which have been mentioned at the be-
ginning but have not been discussed in the previous section: uniform Presburger
Arithmetic and queues. The development of both these domains has been in-
spired by possible applications in practical computer science [34}135], at the first
place in software security [35,36]: Both integers and queues frequently occur as
fundamental data types in computer programs.

3.1 Weak Quantifier Elimination for the Integers

For the integers, we speak of uniform Presburger Arithmetic or, alternatively,
of the full linear theory of the integers [14].

Recall that Presburger Arithmetic is the additive theory of the integers with
ordering and congruences. There is no multiplication. In a Presburger formula
like 3z(3x 4+ b = 0) the notation 3z is just a handy way of writing  + x + =. A
quantifier-free equivalent for our formula is b =3 0, which illustrates the necessity
for congruences in the Presburger framework.

Uniform Presburger Arithmetic, in contrast, uses the language of ordered rings
including multiplication plus one additional ternary relation symbol for congru-
ences. Over that language, there are linear formulas admitted in the meanwhile
classical sense known from real quantifier elimination [38,[16]: Without loss of
generality, all terms are polynomials. Within these polynomials the total degree
with respect to the quantified variables must not exceed 1. That is, quanti-
fied variables must not be multiplied with one another, in particular not with
themselves. In addition there must not occur any quantified variables within the
moduli of the congruences. Note that in uniform Presburger Arithmetic there
are not more sentences than in regular Presburger arithmetic. So for decision
problems there is no difference. For general quantifier elimination there is, how-
ever, a huge gain in expressiveness. Consider, e.g, the following formula asking
for necessary and sufficient conditions in parameters a, ..., d for the solvability
of a system of two parametric constraints:

p:=3z(ax+b<0Acx+d>0).

It is well-known that our uniform Presburger Arithmetic does not admit regu-
lar quantifier elimination [39]. Instead, we use weak quantifier elimination, which
admits bounded quantifiers in the elimination result. Consider, e.g., REDLOG’s
elimination result for ¢ above:

(b<0Ad>0)
Y LJ (b—k=40Aa#0Ada%*k <0Aa?d— abc + ack > 0)
ki —la[<k<]al
v L] (d—k=.0Ac#0Ack >0Aacd — ack — bc* > 0).
ki —le|<k<]el

The bounded quantifiers | |, are essentially disjunctions, where the range for k
is finite for all possible choices of values for the parameters.
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Recent research has shown that the idea of weak quantifier elimination for
the integers can be even extended to higher degrees subject to two restrictions:
First, in each atomic formula there must occur at most one quantified variable
with a degree greater than one. Second, there must not occur any quantified
variables with a degree greater than one within congruences. Products between
different quantified variables are still prohibited. Also, there still must not occur
any quantified variables within the moduli of the congruences [40)].

The particular importance of integer methods in practical computer science
origins from the fact that they serve as array indices in programs. For the au-
tomatic parallelization of for-loops one wishes to automatically check for as-
signments affecting the same array cell in different executions of the body [34].
Similarly, in software security there is the question for data dependencies be-
tween array cells and other data [351[30].

3.2 Queues over Arbitrary Basic Types

The queue domain is two-sorted. That is there are two sorts of variables, one
for the basic type and one for the queue type. Accordingly, there is first-order
quantification possible for both sorts.

A queue is a finite sequence of elements of the basic type. There are functions
available for adding elements and for forming the tail on both sides indepen-
dently. Our framework thus comprises regular queues, two-sided queues, and
stacks. As an example, consider the following formula, which states that ¢ is a
2-periodic queue of odd length with prefix 00 and postfix 11:

3¢’ (¢ = 1add(0, ladd (0, radd(1, radd(1,q")))) A
Jx3y(z # y Aladd(y, (ladd(z, ¢')) = radd(y, radd(z, ¢")))).

The quantifier elimination for queues works in such a way that queue quanti-
fiers are eliminated independently from basic type quantifiers. Thus, if the basic
type admits quantifier elimination, then so does the corresponding queue do-
main. If the basic type does not admit quantifier elimination, then it is still
possible to eliminate all the queue quantifiers.

The work on the queue domain in REDLOG is still at quite an early stage. So
far, the implementation is restricted to the reals as basic type [41].

Similarly to the integers there is a most promising application area for the
queue domain in software security: Queue-like data structures are systematically
used for the implementation of protocols, where there is a particular need for
verification and security [35[36].

References

1. Dolzmann, A., Sturm, T.: Redlog: Computer algebra meets computer logic. ACM
SIGSAM Bulletin 31(2) (1997) 2-9

2. Dolzmann, A., Sturm, T.: Redlog user manual. Technical Report MIP-9905, FMI,
Universitat Passau, D-94030 Passau, Germany (1999) Edition 2.0 for Version 2.0.



10.

11.

12.

13.

14.

15.

16.

17.

18.

New Domains for Applied Quantifier Elimination 299

Hearn, A.C.: Reduce User’s Manual for Version 3.8, Santa Monica, CA. (2004)
http://reduce-algebra.com/.

Hearn, A.C.: Reduce: The first forty years. In Dolzmann, A., Seidl, A., Sturm, T,
eds.: Algorithmic Algebra and Logic. BoD, Norderstedt (2005) 19-24

Sturm, T.: Linear problems in valued fields. Journal of Symbolic Computation
30(2) (2000) 207-219

Dolzmann, A., Sturm, T.: P-adic constraint solving. In Dooley, S., ed.: Proceedings
of the 1999 International Symposium on Symbolic and Algebraic Computation
(ISSAC 99), Vancouver, BC. ACM Press, New York, NY (1999) 151-158

Seidl, A.M., Sturm, T.: Boolean quantification in a first-order context. In Ganzha,
V.G., Mayr, E.W., Vorozhtsov, E.V., eds.: Computer Algebra in Scientific Comput-
ing. Proceedings of the CASC 2003. Institut fiir Informatik, Technische Universitét
Miinchen, Passau (2003) 329-345

. Sturm, T., Weispfenning, V.: Quantifier elimination in term algebras. The case of

finite languages. In Ganzha, V.G., Mayr, E.W., Vorozhtsov, E.V. eds.: Computer
Algebra in Scientific Computing. Proceedings of the CASC 2002. TUM Miinchen
(2002) 285-300

. Weispfenning, V.: Simulation and optimization by quantifier elimination. Journal

of Symbolic Computation 24(2) (1997) 189-208 Special issue on applications of
quantifier elimination.

Dolzmann, A., Sturm, T., Weispfenning, V.: A new approach for automatic the-
orem proving in real geometry. Journal of Automated Reasoning 21(3) (1998)
357-380

Seidl, A., Sturm, T.: A generic projection operator for partial cylindrical alge-
braic decomposition. In Sendra, R., ed.: Proceedings of the 2003 International
Symposium on Symbolic and Algebraic Computation (ISSAC 03), Philadelphia,
Pennsylvania. ACM Press, New York, NY (2003) 240-247

Dolzmann, A., Gilch, L.A.: Generic Hermitian quantifier elimination. In
Bruno Buchberger, J.A.C., ed.: Artificial Intelligence and Symbolic Computation:
7th International Conference, AISC 2004, Linz, Austria. Volume 3249 of Lecture
Notes in Computer Science. Springer-Verlag, Berlin, Heidelberg (2004) 80-93
Dolzmann, A., Weispfenning, V.: Local quantifier elimination. In Traverso, C.,
ed.: Proceedings of the 2000 International Symposium on Symbolic and Algebraic
Computation (ISSAC 2000), St Andrews, Scotland. ACM Press, New York, NY
(2000) 86-94

Lasaruk, A., Sturm, T.: Weak quantifier elimination for the full linear theory of
the integers. a uniform generalization of presburger arithmetic”. Technical Report
MIP-0604, FMI, Universitat Passau, D-94030 Passau, Germany (2006)
Dolzmann, A., Sturm, T., Weispfenning, V.: Real quantifier elimination in practice.
In Matzat, B.H., Greuel, G.M., Hiss, G., eds.: Algorithmic Algebra and Number
Theory. Springer, Berlin (1998) 221-247

Loos, R., Weispfenning, V.: Applying linear quantifier elimination. THE Computer
Journal 36(5) (1993) 450-462 Special issue on computational quantifier elimina-
tion.

Dolzmann, A.: Algorithmic Strategies for Applicable Real Quantifier Elimination.
Doctoral dissertation, Department of Mathematics and Computer Science. Univer-
sity of Passau, Germany, D-94030 Passau, Germany (2000)

Sturm, T.: Reasoning over networks by symbolic methods. Applicable Algebra in
Engineering, Communication and Computing 10(1) (1999) 79-96



300

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

T. Sturm

Dolzmann, A., Sturm, T., Weispfenning, V.: Automatic theorem proving in ge-
ometry. In Grabmeier, J., Kaltofen, E., Weispfenning, V., eds.: Computer Algebra
Handbook. Springer, Berlin (2003) 201-207

Sturm, T., Weispfenning, V.: Computational geometry problems in Redlog. In
Wang, D., ed.: Automated Deduction in Geometry. Volume 1360 of Lecture Notes
in Artificial Intelligence (Subseries of LNCS). Springer-Verlag, Berlin Heidelberg
(1998) 58-86

Sturm, T., Weispfenning, V.: Rounding and blending of solids by a real elimination
method. In Sydow, A., ed.: Proceedings of the 15th IMACS World Congress on Sci-
entific Computation, Modelling, and Applied Mathematics (IMACS 97). Volume 2.,
Berlin, IMACS, Wissenschaft & Technik Verlag, Berlin, 1997 (1997) 727-732
Sturm, T.: An algebraic approach to offsetting and blending of solids. In Ganzha,
V.G., Mayr, E.W., Vorozhtsov, E.V., eds.: Computer Algebra in Scientific Com-
puting. Proceedings of the CASC 2000. Springer, Berlin (2000) 367-382
Weispfenning, V.: Semilinear motion planning among moving objects in REDLOG.
In Ganzha, V.G., Mayr, E.W., eds.: Computer Algebra in Scientific Computing.
Proceedings of the CASC 2001. Springer, Berlin (2001) 541-553

Weispfenning, V.: Semilinear motion planning in REDLOG. Applicable Algebra
in Engineering, Communication and Computing 12 (2001) 455-475

Hong, H., Liska, R., Steinberg, S.: Testing stability by quantifier elimination. Jour-
nal of Symbolic Computation 24(2) (1997) 161-187 Special issue on applications
of quantifier elimination.

Kahoui, M., Weber, A.: Deciding hopf bifurcations by quantifier elimination in a
software component architecture. Journal of Symbolic Computation 30(2) (2000)
161-179

Kahoui, M., Weber, A.: Symbolic equilibrium point analysis in parameterized
polynomial vector fields. In Ganzha, V.G., Mayr, E.W., Vorozhtsov, E.V., eds.:
Computer Algebra in Scientific Computing. Proceedings of the CASC 2002. TUM
Miinchen (2002) 71-83

Seiler, W.M., Weber, A.: Deciding ellipticity by quantifier elimination. In Ganzha,
V.G., Mayr, E:ZW., Vorozhtsov, E.V., eds.: Computer Algebra in Scientific Comput-
ing. Proceedings of the CASC 2003. Institut fiir Informatik, Technische Universitét
Miinchen, Passau (2003) 347-355

Brown, C.W., Kahoui, M., Novotni, D., Weber, A.: Algorithmic methods for in-
vestigating equilibria in epidemic modeling. (To appear in the Journal of Symbolic
Computation.)

Toakimidis, N.I.: Automatic derivation of positivity conditions inside boundary
elements with the help of the REDLOG computer logic package. Engineering
Analysis with Boundary Elements 23(10) (1999) 847-856

Ioakimidis, N.I.. REDLOG-aided derivation of feasibility conditions in applied
mechanics and engineering problems under simple inequality constraints. Journal
of Mechanical Engineering (Strojnicky Casopis) 50(1) (1999) 5869

Jirstrand, M.: Nonlinear control system design by quantifier elimination. Journal
of Symbolic Computation 24(2) (1997) 137-152 Special issue on applications of
quantifier elimination.

Lafferriere, G., Pappas, G.J., Yovine, S.: A new class of decidable hybrid sys-
tems. In Vaandrager, F.W., van Schuppen, J.H., eds.: Hybrid Systems and Con-
trol. Proceedings of the Second International Workshop, HSCC’99, Berg en Dal,
The Netherlands, March 1999. Volume 1569 of Lecture Notes in Computer Science.
Springer, Berlin, Germany (1999) 137-151



34.

35.

36.

37.

38.

39.

40.

41.

New Domains for Applied Quantifier Elimination 301

GroBlinger, A., Griebl, M., Lengauer, C.: Quantifier elimination in automatic loop
parallelization. In Dolzmann, A., Seidl, A., Sturm, T., eds.: Algorithmic Algebra
and Logic. Proceedings of the A3L 2005. BoD, Germany, Norderstedt (2005) 123—
128

Snelting, G.: Quantifier elimination and information flow control for software secu-
rity. In Dolzmann, A., Seidl, A., Sturm, T., eds.: Algorithmic Algebra and Logic.
Proceedings of the A3L 2005. BoD, Germany, Norderstedt (2005) 237-242
Snelting, G., Robschink, T., Krinke, J.: Efficient path conditions in dependence
graphs for software safety analysis. ACM Transactions on Software Engineering
and Methodolody (2006) To appear.

Dolzmann, A., Sturm, T.: Parametric systems of linear congruences. In Ganzha,
V.G., Mayr, E.W., Vorozhtsov, E.V., eds.: Computer Algebra in Scientific Com-
puting. Proceedings of the CASC 2001. Springer, Berlin (2001) 149-166
Weispfenning, V.: The complexity of linear problems in fields. Journal of Symbolic
Computation 5(1&2) (1988) 3—-27

Weispfenning, V.: Complexity and uniformity of elimination in Presburger Arith-
metic. In Kiichlin, W.W., ed.: Proceedings of the 1997 International Symposium
on Symbolic and Algebraic Computation, Maui, HI (ISSAC 97). ACM Press, New
York, NY (1997) 48-53

Lasaruk, A.: Univariate weak quantifier elimination for the integers. In Gerdt, V.,
Spiridonova, M., Nisheva-Pavlova, M., eds.: ACA 2006. 12th International Con-
ference on Applications of Computer Algebra. June 26-29, 2006, Varna, Bulgaria.
Abstracts of Presentations. Institute of Mathematics and Informatics, Bulgarian
Academy of Sciences, Sofia, Bulgaria (2006) 8

Strafler, C.: Quantifier elimination for queues. In: Rhine Workshop on Computer
Algebra. Proceedings of the RWCA 2006. Universitat Basel, Basel (2006)



Algorithms for Symbolic Polynomials
(Plenary Talk)

Stephen M. Watt

Ontario Research Centre for Computer Algebra
University of Western Ontario London
Canada
Watt@orcca.on.ca
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Abstract. The current primality test in use for Mersenne primes con-
tinues to be the Lucas-Lehmer test, invented by Lucas in 1876 and proved
by Lehmer in 1935. In this paper, a practical approach to an elliptic curve
test of Gross for Mersenne primes, is discussed and analyzed. The most
important advantage of the test is that, unlike the Lucas-Lehmer test
which requires O(p) arithmetic operations and O(p?) bit operations in
order to determine whether or not M, = 2P — 1 is prime, it only needs
O(\) arithmetic operations and O(\3) bit operations, with A\ < p. Hence
it is more efficient than the Lucas-Lehmer test, but is still as simple, el-
egant and practical.

Keywords: Mersenne numbers, Mersenne primes, Lucas-Lehmer test,
elliptic curve test.

1 Introduction

A number is called Mersenne number if it is of the form:
M, =27 —1, with p prime. (1)

If a Mersenne number is also a prime, then it is called a Mersenne prime. For
example, M;; = 2! — 1 is a Mersenne number but not a Mersenne prime since
My, =2 —1 =23 x 89, whereas M3 = 2'3 — 1 is not only a Mersenne number
but also a Mersenne prime, and in fact it is the 5th Mersenne prime found
in 1456. However, most of the Mersenne numbers are not prime, this makes
it very difficult to actually find a new Mersenne prime. To date, only forty-
three Mersenne primes have been found, although the first four were known to
the ancient Greek mathematicians 2000 years ago. Table [I] gives all the known
43 Mersenne primes, together with some information about the digits in M),
and the discovery time (year). In spite of its long history, there are still many
open problems regarding the Mersenne primes; for example, it is still does not

* The authors would like to thank Prof Benedict Gross of the Department of Math-
ematics at Harvard University for his advice to work on the computational aspects
of the elliptic curve test for Mersenne primes. This paper was written while the first
author visited the Dept of Computer Science at the University of Toronto hosted by
Prof Stephen Cook and supported by the Royal Society London.
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know whether or not there are infinitely many Mersenne primes although there
are infinitely many primes. Note that the 43rd Mersenne primes is the largest
known prime to date and it is over nine million digits. The Electronic Frontier
Foundation in USA is offering a $100,000 award to the first person or group to
discover a prime number with more than ten million digits.

Table 1. The 43 Known Mersenne Primes of the Form 2P — 1 with p Prime

|No.| P | Digits |Disc0very Time||N0.| P | Digits |Discovery Time

1 2 1 Ancient 2 3 1 Ancient
3 5 2 Ancient 4 7 3 Ancient
5 13 4 1456 6 17 6 1588
7 19 6 1588 8 31 10 1772
9 61 19 1883 10 89 27 1911
11 107 33 1914 12 127 39 1876
13 521 157 1952 14 607 183 1952
15 1279 386 1952 16 2203 664 1952
17 2281 687 1952 18 3217 969 1957
19 4253 1281 1961 20 4423 1332 1961
21 9689 2917 1963 22 9941 2993 1963
23 | 11213 3376 1963 24 | 19937 6002 1971
25 | 21701 6533 1978 26 | 23209 6987 1979
27 | 44497 | 13395 1979 28 | 86243 | 25962 1982
29 | 110503 | 33265 1988 30 | 132049 | 39751 1983
31 | 216091 | 65050 1985 32 | 756839 | 227832 1992
33 | 859433 | 258716 1994 34 | 1257787 | 378632 1996
35 | 1398269 | 420921 1996 36 | 2976221 | 895932 1997
37 | 3021377 | 909526 1998 38 | 6972593 [2098960 1999
39 [13466917{4053946 2001 40 120996011{6320430 2003
41 124036583 7235733 2004 42 125964951|7816230 2005
43 130402457|9152052 2005 44 ? ? ?

One of most important properties of the Mersenne primes is that they have
a one-to-one correspondence to perfect numbers. A number n is called a perfect
number if o(n) = 2n, where o(n) = 3, d. For example, 8128 is a perfect
number (in fact, it is the 4th perfect number), since 0(8128) = 1+2+4+ 8 +
16+32+64+1274254+508+41016+203244064+8128 = 162562 = 2x 8128. The
famous Euclid-Euler Theorem states that n is an even perfect number if and only
if n = 2P=1(2P — 1), where 2P — 1 is a Mersenne prime. The sufficient condition
of this theorem was established in Euclid’s Elements (Book IX, Proposition 36)
2000 years ago, but the fact that is is also necessary was established by Euler
in work published posthumously. Readers who are interested in the history of
Mersenne primes and perfect numbers could consult [I4] for more information.
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The Euclid-Euler Theorem implies that if one finds a new Mersenne prime, one
finds a new perfect number. Note however that all known perfect numbers are
even and that there are no odd perfect numbers up to 103°° [2]. Whether or not
there exists an odd perfect number is one of the most important open problems
in mathematics. In this paper, we concentrate on tests particularly those tests
based on elliptic curves for Mersenne primes from a computational point of view.

2 The Lucas-Lehmer Test

Define recursively the Lucas-Lehmer sequence (of integers) Ly, as follows [14]:

Ly=4
{LkH:L%—Q,kzO. (2)
Then the Lucas-Lehmer sequence begins with integers:

4,14,194, 37634, 1416317954, 2005956546822746114,
4023861667741036022825635656102100994,
16191462721115671781777559070120513664958590125499158514329308740975788034,

The famous Lucas-Lehmer test for Mersenne primes is stated as follows:

Theorem 1. Let M,, = 2P —1 be a Mersenne number. Then M, is prime if and
only if My, | Lp—2. That is, My, is prime if and only if

L,_2 =0 (mod M,). (3)

This theorem was proposed by Lucas in 1876 [§] and proved by Lehmer in
1935 [6]. Since then, there have been many interesting proofs for this theorem,
some of which, say, [I1], being based on some deep ideas from algebraic number
theory. Clearly, if M, is composite, then M, { Ly, for 0 < k < p—2. The following
efficient algorithm can be derived directly from this theorem.

Algorithm 1 (Lucas-Lehmer Test). Given a Mersenne number M, the fol-
lowing algorithm will determine whether or not M), is prime.

Initialize the value for p
L4
for ¢ from 1 to p — 2 do
L« L?—2 (mod (2P — 1))
If L =0 then 2P — 1 is prime
else 2P — 1 is composite

Algorithm [ can be efficiently performed in O(p?) bit operations, since the
test only requires O(p) squaring modulo M,,. However, when p becomes very
large, even with the help of some special computing techniques, such as FFT
(Fast Fourier Transform), it is still very hard to find a new Mersenne prime.
This is the reason that there are only 43 Mersenne primes have been found so
far. This is also one of the main motivations to find a more powerful test for
Mersenne primes.
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Example 1. For M3, = 23! — 1 we have the following Lucas-Lehmer sequence:

14,194, 37634, 1416317954, 669670838, 1937259419, 425413602, 842014276, 12692426,
2044502122, 1119438707, 1190075270, 1450757861, 877666528, 630853853, 940321271,
512995887, 692931217, 1883625615, 1992425718, 721929267, 27220594, 1570086542,
1676390412, 1159251674, 211987665, 1181536708, 65536, 0.

Thus, by Theorem[I], M3; = 23! —1 is prime since the last number in the sequence
is zero. On the other hand, for Ms; = 237 — 1, we have the following sequence:

14,194, 37634, 1416317954, 111419319480, 75212031451, 42117743384, 134212256520,
54923239684, 61369726979, 100682126153, 46790825955, 120336432403, 15532303443,
43487582705, 63215664337, 24881968247, 36378170995, 23347868395, 34319987212,
27325339261, 67024860468, 67821607698, 45433743622, 32514699513, 51489094388,
44855569738, 31479590378, 32455804440, 54840899833, 71222372297, 35230286592,
24416019713, 80429963578, 117093979072

Thus, by Theorem [, M3; = 237 — 1 is not a prime since the last term in the
sequence is not zero.

An equivalent form of Theorem [ is as follows:
Theorem 2. Let M,, = 2P —1 be a Mersenne number. Then M, is prime if and
only if ged(Ly, Mp) =1 for 0 < k <p—3 and ged(Lp—2, M) > 1.

Example 2. Let M7 = 27 — 1 be a Mersenne number. Then we have

ged({Lo, L1, Lo, Ls, Ly}, M7) = ged({4, 14,194, 37634, 1416317954},27 — 1) = 1,
but ged(Ls, M7) = ged(2005956546822746114,27 — 1) = 127 > 1, thus, by The-
orem [@ My is prime. On the other hand, for M;; = 21 — 1, we have
ged({Lo, Ly, Lo, L3, Ly, Ls, Le, L7, Lg, Lo}, M11)
= ged({4, 14,194, 788,701,119, 1877, 240, 282,1736}, 2'* — 1)
= 17
thus, by Theorem 2 Mj; is not prime.

From an algebraic point of view, the Lucas-Lehmer test is based on the successive
squaring of a point on the one dimensional algebraic torus over Q, associate to the
real quadratic field k = Q(+/3). This suggests, as Gross noted[3], some other tests
for Mersenne numbers, using different algebraic groups, e.g., elliptic curve groups,
based on successive squaring of a point on an elliptic curve. This is the idea under-
pinning the elliptic curve test for Mersenne numbers considered in this paper.

3 The Elliptic Curve Test

Define a sequence of rational numbers Gy, (see [3] and [12]) as follows:
Go= -2

(Gi+12)° > (4)
4-Gy- (G —12) k20

Gry1 =
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Then, the sequence begins with rational numbers:

49 6723649 6593335793533896979873913089
4717318567 429238060934782103890682944 T
Remarkably enough, this sequence, as in the case of the Lucas-Lehmer se-
quence, is intimately connected to the primality testing of Mersenne numbers.
The Mersenne number M,, = 2P —1 is prime if and only if ged(G (G2 —12), M,,) =
1for 0 <k <p-—2, and ged(Gp—1,Mp) > 1. This test, in fact, involves the suc-
cessive squaring of a point on an elliptic curve E over Q:

E/Q: y* =3 — 12z, (5)
with discriminant A = 212 . 3% and conductor N = 2° - 3% = 288 [3].

Theorem 3. Let M,, = 2P —1 be a Mersenne number. Then M, is prime if and
only if ged(Gr(G2 —12),M,) =1 for 0 < k <p — 2, and ged(Gp_1, M,) > 1.

Remark 1. Theorem [Blis just an elliptic curve analog of Theorem [l

We note that Theorem [2 and Algorithm [2] can be modified and simplified to
produce a practical primality test for Mersenne primes, that is as simple, elegant
and efficient as the Lucas-Lehmer test.

Theorem 4. Let M,, = 2P —1 be a Mersenne number. Then M, is prime if and
only if My, | Gp—1, or equivalently,

Gp—1 =0 (mod M,). (6)

Remark 2. Theorem[dis an elliptic curve analog of Theorem [2l The test based
on Theorem Ml is competitive to the test based on Theorem 2l More importantly
and more interestingly, in the case that M, is a composite, the test is much
better and quicker than the test based on Theorem

4 Algorithms and Complexities

The test based on (and derived from) Theorem [ for Mersenne primes can be
easily converted to an algorithm (and implemented by a computer algebra system
such as Maple) as follows:

Algorithm 2. This algorithm provides a test for primality of Mersenne numbers
M), based on elliptic curves.

Initialize the value for p

G— =2

for i from 1 to p — 2 do
G~ (G*+12)?/(4-G - (G* —12)) (mod (M,))
ged « ged(G(G? - 12), M,,)

G — (G*+12)?/(4-G - (G* - 12)) (mod (M,))
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ged «— ged(G, M)

If all gcd =1 (except the last one) and the last ged > 1
then M), is prime
else M), is not prime

The complexity of the elliptic curve is almost the same as that of Lucas-
Lehmer test, since it also requires O(p) successive squaring of a point on an
elliptic curve modulo M,, and the ged computation.

Example 3. For M3 = 2'3 — 1 we have:

Gy =4 and ged(G1(G3 —12),2P — 1) = ged(16,8191) = 1

Ga = 2060 and ged(Go(G2 — 12),2P — 1) = ged (8741791280, 8191) = 1
G3 = 4647 and ged(G3(G% — 12),2P — 1) = ged(100350092259, 8191) = 1
G4 = 6472 and ged(G4(G3 — 12),2P — 1) = ged (271091188384, 8191) = 1

Gro = 3036 and ged(Gro(G2y — 12), 27 — 1) = ged (27983674224, 8191) = 1
G1y = 362 and ged(G1y (G2, — 12),2° — 1) = ged (47433584, 8191) = 1
G12 =0 and ged(Gh2,2P — 1) = ged(0,8191) = 8191 > 1

Thus, by Theorem 2], M3 is prime.

Theorem [, however, can be converted to a very efficient algorithm as follows:

Algorithm 3 (Elliptic Curve Test). This algorithm provides a test for primality
of Mersenne numbers M,, based on elliptic curves. The procedure is similar to that
of Algorithm [ for the Lucas-Lehmer test.

Initialize the value for p
G— -2
for i from1top—1do
G~ (G*+12)?/(4-G-(G?* —12)) (mod M,)
If G does not exist, then stop the Algorithm, M), is not prime
end_do
If G =0 then M, is prime
else M, is not prime

The most important feature of Algorithm Blis that it can stop anytime when-
ever G does not exist (the multiplication inverse modulo M), does not exist which
implies that M) is not prime). Unlike Algorithm 1 and even Algorithm 2, Al-
gorithm 3 does not need to perform the loops from 1 up to p — 1. Thus, if the
complexity, measured by bit operations, for Algorithm 1 and even Algorithm 2
is O(p?), then the complexity for Algorithm 3 is O(A3), with A < p. It is this
feature that makes it very suitable to test the primality for Mersenne primes,
since most of the Mersenne numbers are not prime, and in fact very very few of
the Mersenne numbers are prime. Algorithm 3 can stop the useless loops at a
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very earlier stage of the test if the Mersenne number is not prime. On the other
hand, no matter M, is prime or not, the Lucas-Lehmer test will need to perform
the test for p—1 time. Thus, for the Lucas-Lehmer test, most of the computation
times are spent on the useless loops on the uninteresting Mersenne composite
numbers. Therefore, the elliptic curve test of Algorithm 3 is very practical and
efficient for finding new Mersenne primes than any other existing methods; these
can be seen from the following two examples.

Example 4. Let Mg = 2% — 1. Then by Algorithm [B) we have the following
sequence of G:

—2,4,576460752303423500, 2273229660002968910, 61942924192900875,
227188641361726013, 584955155938028078, 1625992443540546788,
2281402858238123895,96833079332604917, 190667854843477861, - - - ,
754634924515350806, 580226091912597714, 485337391446314291,
523773010142196837, 2066643542538005360, 0.

Hence, by Theorem [B] Mg, = 2! — 1 is prime. On the other hand, for Msg =
259 — 1 with 59 prime, then by Algorithm [ we have
—2,4,144115188075855884, 525264983758271552, 359803122487490816,
307956120154006017, 125273927552899636, 455734762531475987,
443763109181002475, 516877268683260273, 459543861857489578, - - - |
118819180406808830, 343866746792758738, 379530138081340611,
158582427978263517,89062835136920118.

Hence, by Theorem Bl Msg = 2°° — 1 is not prime since the last term in the
squence is not zero.

Example 5. For comparison purpose, we tabulate the results for primality test-
ing of M3, and Mas3, by using the two methods, in Table 2l As can be seen from
Table 2] the computational costs of the two tests for M3, are the same. However
for Ms3 a big saving has been made using the elliptic curve test over the Lucas-
Lehmer test, since, for a composite Mersenne number, the Lucas-Lehmer test
will still need to go through all the loops from 1 to p — 2, whereas the elliptic
curve test will stop whenever Gy does not exist. This is because the computation
of G, is based on fractions modulo M, which may not exist (because M, is com-
posite). Whenever a modular inverse does not exist the computation stops and
hence a saving is made in computation time; the earlier the computation stops
the bigger the saving can be made. This is a significant advantage of adopting
the elliptic curve test over the Lucas-Lehmer test. As the Mersenne primes be-
come parser and sparser, the elliptic curve test can skip those composite M, and
concentrate on the prime M,,. For example, for Ms3, the Lucas-Lehmer test will
need 21 tests whereas the Elliptic curve test will only need 3 tests to reach an
answer that Moz is not a prime.

Remark 3. As can be seen from Table 2 that if M, = 2P — 1 is prime, we do
need to perform p — 2 recursions/loops in order to decide whether or not M,
is prime. However, if M, is composite, then we do not need to perform all the
p — 2 loops; we can conclude that M, is not a prime at a very earlier stage of
the loops, hence a big saving in time can be made. For example, for p = 23,
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Table 2. Comparisons of the Lucas-Lehmer and Elliptic Curve Tests for M3 and Mas

Recursion| LL Test EC Test
k Lk mod M31 Gk mod M31
0 4 -2
1 14 4
2 194 536870924 || Recursion LL Test EC Test
3 37634 242940031 k Ly mod Mas G mod Mas
4 1416317954 | 1997781005 0 4 -2
5 669670838 | 1070166402 1 14 4
6 1937259419 | 1316556811 2 194 2097164
7 425413602 | 1539940455 3 37634 G3=1
8 842014276 | 2000813575 4 7031978 Mo3 is not prime
9 12692426 361728374 STOP
10 2044502122 | 602038520 - saving
11 1119438707 | 1031405401 5 7033660 - saving
12 1190075270 | 553331261 6 1176429 - saving
13 1450757861 | 2131672851 7 7643358 - saving
14 877666528 | 1777654456 8 3179743 - saving
15 630853853 | 321910276 9 2694768 - saving
16 940321271 | 1025466243 10 763525 - saving
17 512995887 | 102277241 11 4182158 - saving
18 692931217 | 1545817800 12 7004001 - saving
19 1883625615 | 1322945035 13 1531454 - saving
20 1992425718 | 1314104653 14 5888805 - saving
21 721929267 | 427090555 15 1140622 - saving
22 27220594 326614488 16 4321431 - saving
23 1570086542 | 2116120380 17 7041324 - saving
24 1676390412 | 1193217808 18 2756392 - saving
25 1159251674 | 47494329 19 1280050 - saving
26 211987665 73295707 20 6563009 - saving
27 1181536708 | 1114213282 ||21 =p — 2| 6107895 # 0 - saving
28 65536 40029428 Ma3 is not prime -

29=p—2 0 388539999 STOP

30 = p — 1| M3, is prime 0

STOP
M3, is prime
STOP

only three loops (not p — 2 = 21 loops) are needed in order to decide that
Mss = 223 — 1 is not prime. As most of the Mersenne numbers are not prime
but composite, and in fact for p = 2,3,5,7,---,25964951, there are 1622441
primes (i.e., 7(25964951) = 1622441), but only 43 such p (primes) that can
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make M, = 2P — 1 to be prime. This is why we say that the complexity of the
elliptic curve test is O(\3) with A < p, because it can quickly skip the Mersenne
composite numbers and only concentrate on the verification of the Mersenne
primes. Although at the beginning of the test we do not know which M, is
indeed prime, we can quickly know it is not prime by the elliptic curve test;
whenever the current M), is not prime, we just simply throw it away and choose
a next M, to test. Our complexity analysis and computing experiments show
that the elliptic curve test is more efficient than the Lucas-Lehmer test and is a
good candidate as a replacement to the Lucas-Lehmer test for Mersenne primes.
Of course, much needs to be done in order to make the elliptic curve test more
practical and more useful.

5 Conclusion

Elliptic curves have been studied by number theorists for about a century; not
for applications in either mathematics or computing science but because of their
intrinsic mathematical beauty and interest. In recent years, elliptic curves have
found applications in many areas of mathematics and computer science. For
example, by using the theory of elliptic curves, Lenstra [7] invented the powerful
factoring method ECM, Morain (jointly with Atkin, see [I] and [10]) designed the
practical and fast elliptic curve primality proving algorithm ECPP, Koblitz [4]
and Miller [9] proposed the idea of elliptic public-key cryptosystems and, more
interestingly, Wiles proved the famous Fermat’s Last Theorem [I3]. However,
little attention has been paid to the use of elliptic curves in primality testing of
Mersenne numbers.

In this paper a practical elliptic curve test for Mersenne primes, based on
Gross’s original idea [3] is proposed and evaluated. The computational evidence
shows that the new elliptic curve approach can be efficiently used as an alterna-
tive to the Lucas-Lehmer test for Mersenne primes. More importantly, The most
important advantage of the test is that, unlike the Lucas-Lehmer test which
requires O(p) arithmetic operations and O(p®) bit operations in order to verify
whether or not M, = 2P — 1 is prime, it only needs O(\) arithmetic opera-
tions and O(\?) bit operations, with A < p. Hence it is more efficient than the
Lucas-Lehmer test, whilst remaining to be still simple and elegant.

With respect to the Electronic Frontier Foundation’s $100,000 prize, we
suggest that interested readers can simply try to use the elliptic curve test and
verify the Mersenn numbers starting from M, = 2P — 1 for p = 33375371,
33375383, 33375389, 33375409, 10046988, ---. All these numbers are over 10
million digits, and if you are lucky enough, you may be able to get the EFF
$100,000 prize!
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