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Preface

We are honoured to present the proceedings from the *“12th International
Conference on Computational and Mathematical Methods in Science and
Engineering” (CMMSE 2012), held at La Manga, Murcia, Spain, from July 2-5, 2012,
consisting of the extended abstracts of the presented works at the conference.

From the first meeting at Milwaukee in 2000 until now CMMSE has proved to be a
catalyst for computational mathematics in science and engineering. Many scientists have
found a place to share their knowledge not only with colleagues from nearby branches,
but also with researchers from different areas who have found a new link between their
subjects.

CMMSE 2012 mini-symposia and special sessions cover a wide range: advances in
the area of high performance computing applied to complex large-scale computational
problems; mathematical models for the future Internet; numerical methods for partial
differential equations, nonlinear problems and linear and nonlinear optimization;
computational chemistry, physics and discrete mathematics; educational methodologies
by using the new technologies; mathematical models and information intelligent systems
on transport; the influence of algebraic and geometrical tools in cryptography and coding
theory; bio-mathematics; orthogonal polynomials and applications; modelling physics
phenomena; and, last but not least, industrial mathematics.

New problems with large-scale computing continually arise in many scientific and
engineering applications. We are pleased to acknowledge the Spanish Network CAPAP-
H2 “High Performance Computing on Heterogeneous Parallel Architectures,” whose
mini-symposium is supported by the Spanish Ministry of Science and Innovation (project
TIN2010-12011-E & TIN2011-15739-E).

In today’s “information society,” it is essential to preserve the privacy and integrity
of communications. Indeed, the internet is continuously changing and in the future the
internet will involve a network with new structures that have greater requirements for
broadband, scalability, mobility, ubiquity, and economical efficiency. This infrastructure
will be united with communication, broadcasting, computing, and sensors. In this year’s
CMMSE two mini-symposia are devoted to these areas.

The development of new technologies is associated with improvements in human
safety (traffic flows, pedestrian flows, ecology, etc), educational methodologies, and with
the design of efficient algorithms in information technology. These are just some of the
items analyzed and reported on at this conference.

The theory of computation and its applications is one of the most important
developments in modern science. Two mini-symposia will be devoted to computational
methods applied to chemistry, physics and discrete mathematics.

Many phenomena in science and engineering are modelled by partial or ordinary
differential equations and nonlinear systems. They are usually treated numerically so it is
necessary to improve the algorithms in terms of efficiency, applicability, and stability.
Three mini-symposia and a special session are devoted to recent trends in these topics.

Finally, theoretical and practical applications pertaining to biological mathematics
and orthogonal polynomials appear in two mini-symposia in which researchers present
the latest results in these branches of investigation.
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We would like to thank the plenary speakers for their excellent contributions in
research and leadership in their respective fields. We express our gratitude to special
session organizers and to all members of the Scientific Committee, who have been a very
important part in setting the direction of this conference. Lastly, we thank all participants
because without the interest and the input of so many individuals, there would be no
conference.

All articles in these volumes are of significant computational interest and contain
original and substantial mathematical analysis or development of computational
methodology, and contain all the results of the Conference.

We cordially welcome all participants. We hope you enjoy this conference.

La Manga, Murcia, Spain, July 2, 2012

J. Vigo-Aguiar, A.P. Buslaev, A. Cordero,
M. Demiralp, 1. P. Hamilton, E.Jeannot,
V.V. Kozlov, M.T. Monteiro, J.J. Moreno, J.C. Reboredo,
P. Schwerdtfeger, N. Stollenwerk, J.R. Torregrosa,
E. Venturino, J. Whiteman
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CMMSE 2012 Special Sessions

Session Title

Organizers

High Performance Computing (HPC)

Diego Llanos & Enrique S. Quintana-Orti

Mathematically modelling the future
Internet and developing future Internet
security technology

Numerical Methods for P.D.E.

Bruce A. Wade

Computational Chemistry and Physics:
From clusters to the bulk

Ian P. Hamilton & Peter Schwerdtfeger

New Educational Methodologies
Supported by New Technologies

Juan Antonio Lopez-Ramos & José
Antonio Pedra Fernandez

Computational Discrete Mathematics

J. C. Valverde

Mathematical Models and Information-
Intelligent Systems on Transport

Valerii V. Kozlov, Andreas
Schadschneider & Alexander P. Buslaev

Computational Methods for Linear and
Nonlinear Optimization

M.T. Monteiro

Numerical Methods for Solving Nonlinear
Problems

Alicia Cordero & Juan R. Torregrosa
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Juan Antonio Lopez-Ramos
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Recent Trends on Orthogonal Polynomials
and Special Functions

Andrei Martinez Finkelshtein, Francisco
Marcellan & Juan José Moreno Balcazar

Industrial Mathematics

Bruce A. Wade

Numerical solution of differential
equations

J. Vigo Aguiar
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Abstract

We propose new methods for producing explicit representations of the principal matrix
logarithm, without to use the Jordan canonical form of the original matrix. They are
based on the Horner decomposition of the matrix and the Binet formula for the general
solution of linear recurrence relations.

Key words: Binet formula, Recurrence relations, Matriz powers, Logarithm of a matrix.
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1 Decomposition of the principal logarithm of matrix

The logarithm of matrix occurs in various fields of mathematics, applied sciences and en-
gineering; e.g. see [8]. Particularly, computing logarithms of real matrices turns out to
be crucial in some class of problems of medical imaging and system of identification [1].
Various approaches, methods and algorithms are expanded in producing representations of
the matrix logarithm (see [4, 6, 8]), and its computation still an exciting area. On the other
hand, the numerical aspect of the matrix logarithm is also an interesting research subject
(see [8]).

Originally, for a matrix B in My(C), the algebra of square matrices, the problem con-
sists in finding X € My(K), satisfying the equation eX = T. Any solution of this equation,
denoted X = log(B), is called logarithm of B. It was shown in [6] that a matrix B has a
logarithm (not necessary real) if and only if B is invertible. Moreover, the matrix equation
exp(X) = B may have infinitely many solutions. Meanwhile, if B € GL(d,C) have no
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eigenvalues on the closed negative real axis, there exists a unique logarithm X of B, called
the principal logarithm of B and denoted by X = Log(B), e.g. see [4, 6, 8. This unique
matrix logarithm has all its eigenvalues into the horizontal strip determined by the condi-
tion {\;(X) € C: [Im(X(X))| < 7}. In addition, if B is a real matrix then its principal
logarithm is real.

The simplest way to define Log(B) is the Taylor series Log(B) = En>0(—1)”%,
which makes sense when A = I; — B (I is the identity matrix), satisfies || A ||< 1, for any
matrix norm || . ||, or the spectral radius verifies p(A) = max{|\;\ € o(4)} < 1, o(A)
is the spectrum of A. More precisely, the computation of Log(B) was based in various
papers (see [4, 6]) on the powers series Log(Iq —tA) = =), +; %A”, when it converges.
For A =1I;— B and t = 1 we recover the series of Log(B). Let A be in My(C) such that
| A< 1and R(2) = 2" —apz" ' — -+ —a,_1 (a,_1 # 0) such that R(A) = 64 (zero
matrix). The decomposition of A™ (n > r) in the Horner basis Ag = Iy, A1 = A — agply,

A= A1 — aoAT_2 — - —ap_oly, is

A" = v, Ao+ up1A1+ ..+ up_r1Arq, for n>r (1)

(see [2, 3]) where ug =1, u—1 = -+ = u_,41 = 0, and for n > 1 we show that the term w,,
verifies the linear recursive relation of order r,

Upt+1 = GoUp + ** + Qp—1Up—r41, (2)

where ag, a1, -- - ,ar—1 are specified as the coefficients of {uy, },>_r4+1 (see [5]). Using (1) we
derive that, for t € R with o(l; —tA) N (R~ U{0}) =0 and [t| <1/ | A |, we have

Theorem 1 [Horner decomposition|. Under the preceding data, we obtain

I
—

T

Log(I; —tA) =Y (—ps(t)) As, where @4 (t) = Zun_sg. (3)
n=1

@
Il
o

For the polynomial decomposition of A™ we obtain A™ = Z;;(l) (Z?:o ar_pﬂ_lun_j) AP,
for n > r. Therefore, the polynomial decomposition of Log(I; — tA) can also be provided.

2 Binet formula for the principal logarithm of matrix

I m;—1
The solutions of sequence (2) can be written using the Binet formula u,, = Z Z cm-nj AL,
i=1 j=0
for all n € N, where the \; (1 < i <) are the roots of the polynomial R(z), of multi-
plicities m; (1 < ¢ < l). The coefficients ¢; ; are obtained by solving the linear system
S > CiimINY = up(= 8o,—n), n = —r +1,...,—1,0 (see [5]). Set A; = {i(1 <i <
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[) : mi = 1} and Ay = {i(1 < i < 1);m; > 1}. Then, the Binet formula takes the
form u, = >, A, GA Y ic Ag Z;n:lal c@knk)\?. For reason of generality we suppose that
Ay # () and Ag # (). Combining (3) of Theorem 1 with the Binet formula of (2), we derive
the following main results on the new explicit representation for the principal logarithm of
matrix.

Theorem 2 Let A be in My(C) such that || A ||< 1 and P(A) = O4, where P(z) =
2F—ap2" b — - —ap_1 (a—1 # 0). Then, for t € R with o(I; —tA) N (R~ U{0}) = 0,
we have Log(Iy—tA) = Zg;é(@s(t) + @, (t) + Us(t))As, such that Qs(t) is a polynomial of
degree < r — 1, given by

s—1 m;—1 . m
DN DTN ailn =)A= (4)
n=1 \ieA, i€Ay j=0 "
The function ®4(t) is
ci Ml
B (t) = ZY g(1 — \it) +ZZ Z(—s)Y Log(1 — Agt), (5)
€A ! €Ay j=0 Z

and finally the rational function Uy(t) is

Ut) = Y Z & Z( ) )’ D* (Log(1 — Ait))
€Ay j=1 Z k=1
B ci [ =Nt = (j ik Peoa(nit)
- EEA: ]Z: X ( (1= Ait) 1222(%)(_8) k(lk—l&-t)’“> o

d
where D = t% (degree derivation) is a differential operator and the P, are polynomials

satisfying Pny1(t) = t(1 + t)%(t) —ntP,(t), forn > 1.

5 1 5 1
0 3% —32 L =% =
Example 1 Let consider B=| -1 1 0 . Then, A=Is—B=1[ 1 0 0
0 -1 1 0 1 0
is a (real) companion matriz. Binet formula yields u, = 4(3)" — (3+n)(3)". For-

mulas of Theorems 1 and 2 provide us the principal logarz'thm of matriz B; Log(B) =

S0 (—ps(1 ))As; where (—o(1)) = 2In(2) = 3In(3) + 3, (—¢1(1)) = 8n(3) + 3, and
(—g02( )) =161In(2) + 1. Matrices Ay = I3, A1, and Ay are the components of the Horner
basis of the matriz A. A direct computation shows that,

2In(2) — 3111(3) % 21n( ) — i %ln(%) + %1
Log(B) = 81n(2) + 51n(3)—61 (2)-1 iIn(3)+ ¢
16 In (%) %6 8In(3) —4 2 —1In(2)
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3 Concluding remarks and perspective

In the best of our knowledge expressions (4), (5) and (6) are not current in the literature.
Generally in various studies the Jordan canonical form of the matrix B plays an important
role for determining Log(I;—tA) (or Log(B)) (see [4, 8]). Meanwhile, the Jordan canonical
form is not necessary for exhibiting the Horner (or polynomial) decomposition of Log(Iy —
tA), and also for the usage of Binet formula in Theorem 2 and Example 1.

Our methods have some interesting perspective. We have already obtained some results.
Particularly, the problem of computing the principal logarithm of matrices of order 2 and
3 are detailed. Moreover, for o(4) ¢ D = {z € C : |z — 1] < 1}, our methods work by
considering some matrix transformations.
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Abstract

TIkebe algorithm for computing the lower half of the inverse of any (unreduced) upper
Hessenberg matrix is extended here to compute the entries of the superdiagonal. It
gives rise to an algorithm of inversion based on the factorization H=! = Hy, - U~!. The
lower Hessenberg matrix H, is a quasiseparable one and U~! is upper triangular, with
diagonal entries u; ; = 1. Its computational complexity, O(n?), is connected with back
substitution for the inversion of the matrix U. Moreover, the inverses of quasiseparable
Hessenberg matrices are obtained in O(n?) times. Numerical comparisons with other
specialized algorithms of inversion are also introduced.

Key words: Computational complezity, Hessenberg matriz, Ikebe algorithm, inverse
matriz, matriz factorization
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1 An algorithm for computing and factorizing the inverses
of unreduced Hessenberg matrices

Hessenberg matrices have a main role in numerical linear algebra, in particular for the
eigenvalue problem of a general matrix. Furthermore the search of fast and simple algo-
rithms for the inverses of such structured matrices is of current interest. Ikebe algorithm
[6], yields the entries of the upper half of the inverse of any (unreduced) lower Hessenberg
matrix with O(n?) complexity. Two algorithms with O(n3) complexity have been recently
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introduced, [3, 4], for computing the inverse matrix and the determinant of (unreduced)
lower Hessenberg matrices.

Our aim here is to propose a procedure to compute the factorization H™' = Hy, - U~!,
of the inverse of an unreduced Hessenberg matrix H. Matrix Hy, is a quasiseparable one,
ie. rank (Hp(i+1:n,1:49) <1,rank(Hp(1:4,i+1:n)) <1,i=1,2,...,n—1; e.g. see
[2]. Matrix U is an upper triangular matrix, with ones on its main diagonal. We take upper
Hessenberg matrices without loss of generality. The lower Hessenberg matrix Hy, is directly
obtained by a simple extension of Ikebe algorithm to the superdiagonal entries of H™1.

We recall the Tkebe algorithm, adapted here to an (unreduced) upper Hessenberg matrix
H of order n. It provides the lower half of the inverse matrix H™!, i.e. hz(’;l) with ¢ > j.
Following [6], we have

nGY =yG)-2() >3 (1)

where y(i) and z(j) are the components ith and jth of the vectors ¢ and Z, respectively. The
components of vector & were achieved in the following recursive way, with hj_,}q =1/h; 1,

z(l) = A#0 (an arbitrary constant),

7—1
k=1

The entries of vector ¥ were also given by the following recurrence,

n -1
y(n) = (thm(k)) ,
k=1

y(i) = =hils Y hipasy(k)  (i=n-1n-2,.1). (3)
k=i+1

Now we compare equations (2)-(3) with the closed representation for the entries of the
inverses of upper Hessenberg matrices; see [1], Corollary 1. Therefore, we can extend the
Ikebe algorithm to obtain the entries of the superdiagonal, hl(;}r)l, i=1,...,n—1, of H L
Proposition 1 The entries for the superdiagonal of the inverse of an (unreduced) upper
Hessenberg matric H can be represented as

WD =y() z+ ) +hi ;s 1<i<n—1, ()
where y(i) and x(i + 1) given by (3) and (2), respectively, are obtained from the Ikebe
algorithm.
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In addition, we can recover from y(n) the value of det H, the determinant of the matrix H,
(n)

with the convention det Hy "’ = 1,

a n-1 (=2 1)
detH = (—1) 1%.

Taking into consideration that the resulting matrix Hy contains the lower half plus the
superdiagonal of the inverse matrix H™!, and H-H~! = I,,, we obtain the product H-H;, =
U, an upper triangular matrix with ones in its main diagonal. Therefore both matrices Hy,
and U are nonsingular. It gives rise to our main result; a particular factorization for the
inverses of (nonsingular) upper Hessenberg matrices.

Theorem 1 Let H be a nonsingular matrix of order n. Then the following statements are
equivalent:

1. H is an upper Hessenberg matriz.

2. The inverse matric H™' has a factorization of the form H™' = Hy - UL, where
the lower Hessenberg matriz Hy is a quasiseparable matriz, and U™ is an upper
triangular matriz with ones in its main diagonal.

An equivalent result can be proposed for (nonsingular) lower Hessenberg matrices.

From these results, since in the unreduced case matrix Hy, is obtained from the Ikebe
expanded algorithm, we propose a constructive method for computing and factorizing the
inverses of unreduced Hessenberg matrices. Note as its computational complexity, O(n?)
for general nonsingular Hessenberg matrices, is connected with back substitution for the
inversion of the upper triangular matrix U, with u;; =1 (1 <1i <mn).

2 Numerical examples

To begin with the numerical examples, we use M atlab® commercial package in a computer of
1.80 GHz. First, we handle a quasiseparable upper Hessenberg matrix with an order n = 5,
transpose of a customary example given in [3, 4]. Its entries are h;; =1 for 1 <14 < j <5,
hij = =1for 2 <i=j+1<5, and h;; = 0, otherwise. Our constructive procedure gives
the outcomes for the entries of the inverse in O(n?) times. Nevertheless, the algorithms
from [3, 4] provide results in O(n?) times.

>> H~(-1) = 0.5000 -0.5000 0 0 0
0.2500 0.2500 -0.5000 0 0
0.1250 0.1250 0.2500 -0.5000 0

0.0625 0.0625 0.1250 0.2500 -0.5000
0.0625 0.0625 0.1250 0.2500 0.5000
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Order | Elouafi - Hadj | Chen - Yu | Ikebe expanded
15 1.75e-13 1.67e-13 1.68e-14
35 7.37e-10 1.54e-10 5.34e-14
55 2.45e-06 1.31e-06 8.65e-14
75 1.36e-02 5.58e-03 2.57e-13
95 4.78e4-01 2.62e+4-01 1.49e-13
115 1.02e+4-05 6.15e+04 2.57e-13
135 3.09e+4-08 2.29e4-08 7.21e-13
155 2.5be+12 1.02e+12 2.03e-12

Table 1: Values of norm(H~'H — I) for the accuracy of the three algorithms in the com-
putation of the inverse of a quasiseparable Hessenberg matrix.

To check the accuracy, we compare in Table 1 the outcomes for the norm(H™'H —I), with
I the identity matrix, in the inversion of a Hessenberg matrix, with entries h; ; = —1 for
t=7j+1, hj; = =25 for ¢« < j, and h;; = 0, otherwise. Our procedure also gives the
outcomes in O(n?) times. Algorithms given in [3, 4] produce inaccurate outcomes in O(n?)
times, for the entries of the inverse matrix of this quasiseparable Hessenberg matrix.

When handling more general Hessenberg matrices the three algorithms given outcomes
for the inverses in O(n?) times. However, our procedure produces shorter elapsed times
with respect to the given by the algorithms from [3, 4].
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Abstract

Current parallel systems composed of mixed multi/manycore systems and GPUs
become more complex due to their heterogeneous nature. The programmability barrier
inherent to parallel systems increases almost with each new architecture delivery. The
development of libraries, languages and tools that allow an easy and efficient use in this
new scenario is mandatory. Among the proposals found to broach this problem, skeletal
programming appeared as a natural alternative to easy the programmability of parallel
systems in general but also the GPU programming in particular. In this paper we
develop a programming skeleton for Dynamic Programming on GPUs. The skeleton,
implemented in CUDA, allows the user to execute parallel codes for GPUs just by
providing sequential C++ specifications of her problems. The performance and easy of
use of this skeleton has been tested on several optimization problems. The experimental
results obtained over a Nvidia Fermi prove the advantages of the approach.

Key words: Skeleton, GPU, Dynamic programming.

1 Introduction

Today’s generation of computers is based on an architecture with identical multiple pro-
cessing units consisting of several cores (multicores). The number of cores per processor is
expected to increase every year. It is also well known that the current generation of compil-
ers is incapable of automatically exploiting the ability this architecture affords applications.
The situation is further complicated by the fact that current architectures are heteroge-
neous by nature, which offers the possibility of combining these multicore with GPU-based
systems, for example, in a general purpose architecture. The programmability of these
systems, however, poses a barrier that hampers efficient access to its exploitation.
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Many proposals have been put forth to facilitate the job of programmers. Leaving aside
proposals based on the development of new programming languages due to the effort this
represents for the user (effort to learn and reuse code), the remaining proposals are based on
transforming sequential code into parallel code, or on transforming parallel code designed
for one architecture into parallel code designed for another.

Skeletal programming for GPUs on domain specific applications have been provided
by several authors, Patus [2] for stencil computations or Delite [1] for Machine Learning
problems among others. More general approaches have been presented by SkelCL [5] or
SkePU [3] to make easier the programming of GPU architectures.

In this paper also we propose the use of skeletal based programming to exploit GPUs.
An advantage of the paradigm is that the user provides sequential specifications of her
problem and the skeleton implements the parallelization of the algorithm to solve it. We
instantiate the method over the Dynamic Programming technique. In [4] we proposed the
use of DPSKEL skeletons to offset the dearth of general software dynamic programming
(sequential and parallel) tools. Our aim was to bridge the obvious gap existing between
general methods and DP applications. The goal of DPSKEL is to minimize the user effort
required to work with the tool by conforming as much as possible to the use of standard
methodologies. In this paper we have expanded the original version of DPSKEL to adapt
it to new architectures. On this occasion we developed the solution engine for GPU ar-
chitecture using CUDA. The proposed implementation shows several advantages, it allows
the easy development and fast prototyping of Dynamic Programming problems on GPUs
since it hides the parallel traversing of the Dynamic Programming Table and also hides the
difficulty of CUDA programming. Another advantage is that the skeleton can be adapted to
changes in the architecture and to the programming interface without altering the Dynamic
Programming code for the specific problem provide by the user. As a proof of the easy of
use of our tool, four combinatorial optimization problems have been instantiated: the 0/1
Knapsack problem, the Resource Allocation problem, the Triangulation of Convex Polygons
problem and the Guillotine Cutting Stock problem. Computational results over a Nvidia
Fermi C2050 have been provided for all test problems and a comparative analysis of the
performance when compared with shared memory skeletons.

The paper is structured as follows, we present the GPU skeleton developed and its
software architecture in section 2, and section 3 describes the expansive computational ex-
periment undertaken as a result of applying the method developed. The ease of development
and the increase in productivity are substantial. We conclude the paper with section 4, in
which we outline the key findings and propose futures lines of research.
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2 A GPU Skeleton for Dynamic Programming

As stated in DPSKEL [4] developing software skeletons for DP implies analysing and de-
termining those elements that can be extracted from a specific case and whose elements
depend on the application. Assuming that the user is capable of obtaining the functional
equations herself, in DPSKEL the user provides the structure of a state and its evaluation
through the functional equations, and the DP table is abstracted as a state table. DPSKEL
provides the table and several methods for accessing it during the state evaluation process.
These methods allow for different traversing (by rows, columns, diagonally), with the user
choosing the best one based on the dependencies of the functional equations. In the sequen-
tial case, the traversing chosen for the table indicates that the states of the row (column or
diagonal, respectively) will be processed sequentially, while in the GPU case, a set of rows
(columns or diagonals, respectively) will be assigned to a set of threads to be processed
simultaneously. This approach allows us to introduce any of the algorithm parallelization
strategies devised for DP.

DPSKEL adheres to the classes model described in figure 1. The concepts of State
and Decision are abstracted to the user in C++ classes (required). The user describes the
problem, solution and methods for evaluating the state (the functional equation) and for
obtaining the optimal solution. DPSKEL provides the classes (provided) for assigning and
evaluating the DP table, making available the methods needed to yield the solution. The
implementation details are hidden from the user. The initial versions featured solution
engines for managing the sequential and parallel executions on shared and distributed plat-
forms. In this paper we have developed the engines for GPU systems. Each solution engine
implements different ways of accessing the DP table. We will now present some basic classes
in DPSKEL.

Seq MPI OpenMP
Problem State : .
Hyb Cuda Het
Solver
Decision Solution
: Table
Required Provided
DPSkel

Figure 1: DPSkel classes model
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To develop the proposed GPU skeleton, we have used the CUDA SDK. We have chosen
CUDA (instead of OpenCL) since it allows to execute C++ code inside a kernel, what
enables the use the model of classes imposed in DPSKEL. We evaluated the use of OpenCL,
however current versions are restricted to kernels implemented in C. That would impose
a new design of the C++ DPSKEL tool and some lose of the generality provided by the
object oriented programming.

2.1 The State class

The State class holds the information associated with a DP state. This class stores and
calculates the optimal value in the state and the decision associated with the optimal eval-
uation. The evaluation of a state implies accessing information on other states in the DP
table. DPSKEL provides an object of the Table class hidden in each instance of the Solver
class.

Listing 1: Definition of the State class. Implementation of the Evalua method of the State
class for the 0/1 knapsack problem.

void State::Evalua(int stage, int index) {
Decision dec;
int val;

if (index < w[stage]) {
val = 0;
dec.setDecision(0);

}
else if (stage =— 0) {
val = (p[stage]);
dec.setDecision(1);
else {
val = max(table—>getState ((stage—1),index),0,
(table—>getState(stage —1,index—w[stage]|)+p[stage]),
1,dec);
}

setValue (val);

setDecision(dec);

if ((stage = sol—>getRowSol()) && (index == sol—>getColSol()))
sol—>setSolucion(this);

The code shown in Listing 1 defines the state class for the knapsack problem. A problem
(pbm), a solution (sol), a decision (d) and the DP table (table) are defined. These variables
can be regarded as generic variables, since they must be present in any problem to be solved.
The value variable stores the optimal profit. We should mention a particular method in this
class, the Evalua method, which implements the functional equation. The Evalua function

©CMMSE Page 30 of 1573 ISBN:978-84-615-5392-1



==

H O © 00 N O Uk W N

© 0N U e W N

ALEJANDRO ACOSTA, FRANCISCO ALMEIDA

receives the indices for a state from the DP table. Any of the recurrences in Table 1 can
be expressed with this prototype. If the functional equation for a specific problem requires
a different prototype, the skeleton is open to method overloading using the polymorphism
present in C++.

Listing 2 shows how the attribute __host__ __device__ is added in the header to allow
the methods of this class to be executed both in the GPU and in the host system.

Listing 2: Header of the State class.

requires class State{
int _value;
Decision decision;
Problemx* pbm;
Solution* sol;
Tablex table;
public:
__host__ __device__ void init(Problem* pbm, Solution* sol, Tablex table);
__host_ _device__ void Evalua(int stage, int index);

2.2 The Table class

The class Table holds the set of States that configure the problem. Each entry in the
DP table stores all of the information associated with a state. It holds methods to get
(getState(i,j)) and put (putState(i,j)) states from the table. The class Solver takes
charge of building the table at the beginning of the execution. Note that to create the
table, we used the Unified Virtual Addressing (UVA) provided by CUDA, that unifies the
system memory and GPU memory into a single address space. We experimentally tested the
benefits of using the UVA for our skeleton, better performances and an important increase
of the size of the problem. Listing 3 shows the method to allocate the memory for the
Dynamic Programming table and to initialize the states involved in it.

Listing 3: Definition of the Table class. Initialized method.

void Table::init(const Setup &setup, Problem* pbm, Solution* sol){
NumStages = setup.getNumStages ();
NumStates = setup.getNumStates ();

cudaMallocHost (&cTABLE, Num_Stages*Num_States*sizeof(State));

for (int i=0; i<Num_Stages*Num_States; i++) {
c¢TABLE[i]. init (pbm,sol, this);
}

}
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2.3 The Solver class

The solver class provides solution engines for different platforms. This class contains the
data structures and methods needed to carry out a DP execution in keeping with the
specifications. In practice, this is a virtual class, with the solver classes provided being
defined as a sub-class of this main class. To the already known solution algorithms in
DPSKEL:

e Solver_seq. A sequential solver.

Solver_OpenMP. A solver for shared-memory systems.

Solver_MPI. A solver for distributed-memory systems.

Solver_hybrid. A solver for hybrid distributed and shared memory systems.

Solver_heterogen. A solver for heterogeneous environments.
in the current design, we added a new solver for the GPU:
e Solver_cuda. A solver for gpu systems.

When a Solver class object is instanced, it is created dynamically in the DP table
according to the configuration parameters. Listing 4 shows how the DP table is accessed
by the runByRows method of the Solver_cuda class. First, we obtain the number of threads
to solve the problem, in this case a thread per collumn of the table is generated. Next the
sequential traversing of the table is performed calling the kernel (kernelRun, see Listing 5).
This kernel takes chare of calling the methods to evaluate a row that have been provided by
the end user. Each one of the threads evaluates a state using the Evalua method supplied by
the user. Several Kernels implementing different traversing modes have been implemented:

e KernelrunByRows. Traverses the DP table by rows, one thread per column.

e KernelrunByDiag. Traverses the DP table by diagonally, starting from the main diag-
onal upward.

e KernelrunByDiag2. Traverses the DP table by diagonally, downward until the sec-
ondary diagonal.

As usual in skeletons, the proposed implementation shows several advantages, the par-
allelism is hidden, and allows the end user to express her problem as a sequential code,
moreover it also hides the complexity of the CUDA programming. The user just imple-
ments her problem using sequential C++ and added the headers that enable the methods
to be used by the GPU. Another important advantage is that new changes in the archi-
tecture and in the programming interface, can be faced by adapting the skeleton without
introducing any change in the code provided by the end user.
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Listing 4: Implementation of the runByRows function of the solution engine for GPU
systems.

void Solver_cuda::runByRows () {
int 1ls = setup.getNumStates ();
int numBlock = (1s % NTHREAD = 0) ? 1s/NTHREAD:(1ls/NTHREAD)+1;
dim3 dimGrid(numBlock,1,1);
dim3 dimBlock (NTHREAD ,1,1);

for (int i = 0; i < setup.getNumStages (); i++) {
kernelRunByRows<<<dimGrid ,dimBlock>>>(i, 1ls, table);
}

cudaDeviceSynchronize ();

Listing 5: Implementation of the KernelrunByRows kernel.

__global__ void kernelRunByRows(int i, int lastState, Table *table) {
int myid = blockIdx.x*blockDim.x+threadIdx.x;
if (myid < lastState) {
table—>getState (i, myid)—>Evalua(i, myid);
}

3 Computational Results

In order to validate the skeleton developed, we tested them on several dynamic programming
problems (Table 1). We must remember that the data dependencies are different in most
of the formulas considered. This means that we have to use different parallel traversing in
the DP table. The GPU skeleton used for RAP and KP access the table by rows, those
for TCP access it diagonally, starting from the main diagonal upward, and those for GCP
move diagonally downward until the secondary diagonal is reached.

The parallel platform used to execute the GPU skeleton is a Nvidia C2050 GPU installed
on an Intel i7 host processor. We compare this new skeleton with skeletons developed for
system consisting of four AMD Opteron 6128 processors with eight cores each. We used
the sequential skeleton and the parallel skeletons that fit better to each problem. For the
KP we used the shared-memory skeleton, for the RAP the heterogeneous skeleton and for
the TCP and GCP we used the MPI version. The parallel executions on the AMD were
developed using 4, 16 and 32 processes. To simplify the experiment, the tests were carried
out using square matrices of order 1000, 2000 and 5000.

Table 2 shows the execution times of all the problems proposed using the GPU skeleton.
This table provides an overview of each problem’s granularity. All of the times are expressed
in seconds. We can see how the KP problem have the finest granularity, while the GCP
problem exhibits the coarsest granularity.
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Problem Recurrence
0/1 Knapsack
KP fig =maz{fi-1;, fi-1-w + pi}
Resource Allocation fij=pjifi=1land j >0
RAP fij = max0§k<j{fi_17j_k +Pi,k} if (1 >1)and (j >0)
Triangulation - e
Convex Polygons fij = costj.costiiq.costipo if (i=(j—2))
TCP fij =mincpi{ fix + fr; + (cost;.costy.cost;)}
Guillotine Cut maXo<k<object {Prof it}
GOP fij =maxq maxoc.<ijo{fzj + fioz;}

maxo<y<j/2ifiy + fij—y}

Table 1: Dynamic programming problems analysed

GPU
Size KP RAP TCP GCP
1000 || 0.20446 | 0.778735 | 7.60743 | 20.4213
2000 || 0.826242 | 3.75642 | 58.0168 | 182.774
5000 || 5.15905 | 27.0818 | 905.123 | 2864.28

Table 2: Execution Time of the problems analysed

Figure 2 shows the speedup for each one of the problems when compared against the
sequential and parallel skeletons. We first observe that the RAP performance is over the
remaining problems. One of the reasons for this good behaviour resides in the granularity
of the problem. In the case of the RAP, with non-fine grain granularity, the reduction in
computational time overpass the cost associated to the data memory movements. In the
KP, with a lower speedup, we find a fine grain problem where the total time is coerced by
the memory accesses. In both former problems, each iteration launches a thread to compute
a column of the table. In the case of the TCP the table is traversed by diagonals starting
from the main diagonal. The number of threads is different on each iteration and when
the number of iterations increases, the number of threads decreases. In the GCP we have
a similar situation, in this case the number of threads increases and later decreases. This
kind of traversing where the number of threads becomes very low, negatively influences the
performance in GPU architectures.

In figure 2(a) we show the speedup of the GPU skeleton compared with the sequential
skeleton. In this case all problems show a positive speedup. In the case of the KP, this
speedup is constant with the size of the problem, while in the other problems, the speedp
increases when the size of the problem increases. This behaviour remains when we increment
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Figure 2: Speedup of the GPU skeleton

the number of CPUs, however in figure 2(b) we compare against the parallel version using 4
CPUs, in this case, the GPU skeleton for the KP is slower than parallel one using 4 CPUs.
Figures 2(c) and 2(d) shows the performance using 16 and 32 CPUs, where we can see as
only the RAP has a positive speedup. As a consequence of a non-efficient use of the threads
in the GPU for the TCP and GCP, they are overpassed by the parallel CPU skeletons. For
this classes of recurrences the GPU skeleton should be launched as a hybrid skeleton that
dynamically on each iteration choose the use of GPU or CPU when be more efficient.
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4 Conclusion

We developed a Dynamic Programming Skeleton for GPUs. The skeleton developed shows
the known advantages of skeletal programming of ease of use, programmability and efficiency
while hiding the parallelism at the same time. The high productivity of the approach is
tested by using four combinatorial optimization problems. The GPU skeleton is compared
against parallel skeletons developed for CPUs and the performance is analysed. Although
resource allocation problems show very good performances, we observe that some other
problems could take advantage of the future development of skeletons that, on each iteration,
dynamically select the use of the CPUs or the GPU.
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Abstract

In the DENFREE (Dengue Research Framework for Resisting Epidemics in Europe)
project, with large emphasis on medical research under the heading of the Pasteur In-
stitute, Paris, the Bio-mathemathics group at CMAF, will manage a work packed on
mathematical modeling of spreading of dengue fever and its data analysis of potentially
complex dynamics. The main objectives of DENFREE are (1) to identify key factors
determining dengue transmission, outcome of infection and epidemics; (2) the develop-
ment of less-invasive diagnostic tools to detect asymptomatic infections; (3) to evaluate
the risk of dengue emergence into non-endemic areas by using Asian communities as a
model. In this manuscript we present the official notification dengue hemorrhagic fever
(DHF) data from the Ministry of Public Health in Bangkok, Thailand. The multi-strain
dengue model, where the notion of at least two different strains is needed to describe
differences between primary infection, mainly leading to mild dengue fever (DF) and
secondary dengue infections with high risk of DHF, is also described. We present the
properties of the minimalistic multi-strain model with a summary of the analysis of the
dynamics. The goal is to introduce notation, terminology, and results that will be used
in future for formal parameter estimation procedures.

Key words: dengue fever, mathematical models, complex dynamics, data analysis
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1 Introduction

Epidemiology of infectious diseases studies the incidence of disease cases and factors that
influence disease emergence, transmission and spread in a well-defined population. Epi-
demiological models are a formal framework to convey ideas about the components of a
host-parasite interaction and can act as a tool to predict, understand and develop strategies
to control the spread of infectious diseases by helping to understand the behavior of the
system under various conditions. They can also aid data collection, data interpretation and
parameter estimation. The purpose of epidemiological models is to take different aspects of
the disease as inputs and to make predictions about the numbers of infected and susceptible
people over time as output.

Dengue fever is a viral mosquito-borne infection, a major international public health
concern with more than 55% of the world population at risk of acquiring the infection. Two
variants of the disease exist: dengue fever (DF), a non-fatal form of illness, and dengue
hemorrhagic fever (DHF), which may evolve toward a severe form known as dengue shock
syndrome (DSS). Epidemiological studies support the association of DHF with secondary
dengue infection due to a process described as antibody-dependent enhancement (ADE),
where the pre-existing antibodies to previous dengue infection cannot neutralize but rather
enhance the new infection. Treatment of uncomplicated dengue cases is only supportive,
and severe dengue cases require hospitalization and proactive treatment of hemorrhagic
symptoms [1]. A vaccine against dengue is not yet available, although several candidates of
vaccines are at various stages of development [2].

The dynamics of dengue fever epidemiology shows large fluctuations of disease inci-
dences and mathematical models describing the transmission of dengue viruses appeared in
the literature as early as 1970. Retrospective data and the possibility to estimate hidden
states in dengue models from such data [3, 4] have been discussed, specially, primary versus
secondary infection, and symptomatic versus asymptomatic cases that can be studied via
the first already available models [3, 5, 6].

One of the main objectives of the DENFREE project will be the implementation of
a new theoretical framework for modelling and preventing dengue. A work packed on
descriptive and predictive models of dengue epidemiology will contribute to estimate the risk
of spreading DENV to uninfected areas, especially in Southern Europe where susceptible
vector exists. The major tools generated will be predictive models that enable specific
interventions, whether concerning the environment, mosquito or human, to be made and
that can prevent an epidemic. Field epidemiological data collection programs in DENFREE,
as part of already established programs and those to be established within the framework
of the project proposal, will provide the fine-scale relevant information needed to fine-tune
the top-down epidemiological models to be built.

From the Ministry of Public Health MoPH in Bangkok, Thailand, extensions of the
already existing time series data sets were obtained up to the present months of 2012. The
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time series can now be extended to 30 years.

In this manuscript we present the official notification DHF data from the Ministry of
Public Health in Bangkok, Thailand. The minimalistic multi-strain model, motivated by
dengue fever epidemiology, where the notion of at least two different strains is needed to
describe differences between primary (DF) and secondary dengue infections (DHF) is also
described and the validation of this models with a formal parameter estimation procedure
is discussed.

2 Modeling dengue fever epidemiology

For effective disease management, whether control, prediction or risk mapping, a better
understanding of the transmission dynamics of the virus is a key. In dengue fever epi-
demiology there are four antigenically related but distinct serotypes (DEN-1 to DEN-4).
The occurrence of the virus as four distinct serotypes raises many complications in the
analysis and interpretation of serological data. Antibodies generated by exposure to any
one strain are known to be cross-reactive for other strains, but they are believed only to
provide strain-specific lifelong immunity to reinfection [11]. The immunological response
on exposure to a second strain is complex and depends on factors such as patient age,
strain type and the interval between exposure to one serotype and exposure to the second
serotype. The high antibody titers attained after primary infection appear to generate
a degree of cross-protection for a while, but if secondary exposure occurs after antibody
levels begin to decline, cross-reactivity appears to act to enhance the growth rate of the
new invading viral strain. This is called antibody-dependent enhancement (ADE) and its
occurrence in dengue has been used to explain the etiology of serious disease (DHF and
DSS) [1, 15, 14, 16, 17, 12, 13].

Epidemic models have been important in understanding the spread of infectious diseases
and to evaluate the introduction of intervention strategies like vector control and vaccina-
tion. Infectious disease dynamics are by nature nonlinear. To understand such nonlinear
epidemiological processes is vital for any modern society from the human as well as the eco-
nomic perspective, but intrinsically mathematically difficult. Significant progress has been
achieved in modelling childhood diseases, because they are so extraordinarily contagious,
whereas other often more harmful diseases lag behind in terms of modelling. To make the
urgently needed progress in improving our understanding of the dynamics of such diseases,
concepts from other fields of mathematics are needed. Although the multi-strain interac-
tion leading to deterministic chaos via ADE has been described previously, e.g. [18, 19, 20],
the role of temporary cross-immunity has been neglected leading to unrealistic biological
parameter estimation. More recently, despite incorporation of temporary cross immunity
in rather complicated models, the possible dynamical structures were not deeply analyzed
[21, 22, 23]. When including temporary cross immunity into the ADE models, a rich dy-

©CMMSE Page 39 of 1573 ISBN:978-84-615-5392-1



DESCRIPTIVE AND PREDICTIVE MODELS OF DENGUE EPIDEMIOLOGY

namic structure including chaos in wider and more biologically realistic parameter regions
was found [5, 6]. The model described in [5] is a basic two-strain SIR-type model for the
host population motivated by modeling dengue fever epidemiology with its peculiar ADE
phenomenology, being associated with secondary infection after primary infection with a
different strain. The model consists of a set of classes representing parts of the population
to be susceptible, infected and recovered individuals and two virus strains. The processes
of infection are described in uniform mixing approximation and immunity to a particular
strain is assumed to be lifelong. The demography of the host population is also included,
assuming constant population size.

In the following sections we present the available DHF data and the model framework
that has shown qualitatively very good results when comparing empirical DHF data and
model simulation, offering a promising perspective on inference of parameter values from
dengue case notifications.

2.1 Data

The first recorded epidemic of DHF in Thailand (see Fig.1a), population of approximately
66 million people [7]) was in 1958 [1]. The co-circulation of all four dengue serotypes
and their capacity to produce severe dengue disease was demonstrated as early as 1960 in
Bangkok, Thailand [8]. A system for reporting communicable diseases including DHF /DSS
was considered fully installed in 1974 and the data bank of DHF and DSS is available at
the Ministry of Public Health, Bangkok [10]. Reasonable data from all provinces exist since
the beginning of the 1980s.

In figure 1b), a time series for the DHF cases in Thailand is shown. Note the yearly
fluctuations, suggesting that the disease incidence is seasonal. This data come from the
Ministry of Public Health of Thailand and consists in monthly incidences of DHF cases.

Large part of the data available to theoretical epidemiologists consists of time series
tracking the evolution of a subset of states variables of an underlying dynamical system
through a surveillance system. Partially-observed nonlinear stochastic dynamical systems
(also known as hidden Markov models are a natural tool to simulate the processes potentially
giving rise to such data sets. A hiden Markov model consists of a process model, governing
the evolution of states variable along with an observation process. The formulation of various
mechanistic process models through nonlinear stochastic dynamical system have been a
major focus of theoretical epidemiology. However, difficulties associated with inference
from time-series data of the unknown parameters of these models have been a constraint
on their applications.

Frequently, the time series of empirical data are used as a qualitative check on model
output, however, fitting every detail of the chaotic model to that of the empirical data is not
possible. Parameter estimation based on empirical data to estimate initial conditions and
model parameters have received great attention and is notoriously difficult for chaotic time
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Figure 1: In a) The provinces of Thailand. DHF case data are available for all provinces.
[24]. In b) Time series of monthly DHF cases for the whole country of Thailand.

b) time (years)

series. Temporally local approaches are possible using iterated filtering algorithms [25, 26,
27], and at the moment only minimalistic models would have a chance to be qualitatively
understood well and eventually tested against existing data.

2.2 Multi-strain model

The basic n-strain epidemiological model with primary and secondary infections can be
written as follows

S = p(N—S)—Z%S Ltp-N+o| > I (1)

i=1 =Lyt
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and fori=1,....,n

: 8 -
I = G |Lite N+o YooLi|l | -(v+wi (2)
j=L g
Ry = yli—(a+p)R; (3)
S, = aR— Xn: Bslivp N+o Xn: Lo | | = s (4)
' v N\ o '
J=1j#i k=1,k#j

and fori=1,...nand j=1,...,n with j #£ i

: B -
L = SSilLitpN+o| S Iny| |- (v+wiy (5)

N k=1,k#j
and finally

R:")/ZZIZ] —/LR, (6)

i=1 j=1ji

dividing the population into 6 groups: susceptible to all existing strains (S), primarily
infected with one of the strains (I;), recovered from the first infection (R;), susceptible with
a previous infection (S;), secondarily infected with a different strain than the one acquired
during the previous infection (I;;) and recovered and life-long immune against all strains
(R).

The four-strain epidemiological model can be written as an Eq. system of 26 ODEs
(for the complete ODE system). It can be simplified to a three or two-strain model just
by neglecting the existence of specific strains. A three-strain model can be obtained by
putting Iy = 0 at ¢y and initially no secondary infected for example, where the complete
system of ODEs would be reduced to a system of 17 ODEs, and by putting I3 = 0,1, =0
at tg and initially no secondary infected, we get back the original two-strain model without
any loss of generality, a system of 10 ODEs, once the respective import terms are set to
zero. It turns out that the distinction between primary infection and secondary infection
is dynamically more important than the exact number of strains to be considered in the
model [28], so for the modeling construction at least 5 ingredients are used, here given by
the models parameters. Parameter [ is the infection rate, describing the transmissibility of
the disease. Individuals can become infected with two different infection rates, depending
from whom they are getting the infection, S when the infection is coming form an individual
in its first infection and ¢ when the infection is coming from an individual in its secondary
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infection. ~ is the recovery rate, i is the demographic rate, « is the waning immunity rate
related to temporary cross-immunity, and ¢ is the ADE ratio which describes the secondary
infection contribution to the force of infection. In the models the ADE effect modifies the
transmissibility of secondary infections. When ¢ is larger than one, individuals in their
secondary infection transmit the disease more than individuals in their first infection, and
when ¢ is smaller than one, the individuals in their secondary infection are transmitting
less than individuals in their first infection. The parameter p is the import factor, related
to the possibility of an individual to get infected outside the studied population and then
bring the infection into the population to which this individual belongs to, mimicking the
imported cases of the disease in a defined population.

Dengue models including multi-strain interactions via ADE but without temporary
cross-immunity period e.g. [18, 19, 20] have shown deterministic chaos when strong infec-
tivity on secondary infection was assumed.

1 1 1 1 1 1 1 1 1 1 ]
0 0 - =
-
-10 A -10 A )
= -20 - ik = -20 -
N (5, [
% e %
- -30 1 - = -30
iy ‘ Y
+-40 A S +-40 A
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Figure 2: Bifurcation diagram. In a) model neglecting temporary cross-immunity (o =
52y~ 1). In b) model assuming temporary cross-immunity (o = 2y~1).

The different forces of infection combined with the temporary cross immunity period
bring complex behavior in a unexpected and biologically more realistic parameter region,
¢ > 1[5, 6, 3], i.e. deterministic chaos was found in a wider parameter regions. In Fig. 2
we show bifurcation diagrams were the total number of infected individuals in a log scale
is plotted over the ADE ratio parameter. Fixed points appear as one dot per parameter
value, limit cycles appear as two dots, double-limit cycles as four dots, more complicated
limit cycles as more dots, and chaotic attractors as continuously distributed dots for a single
¢ value. We see that when temporary cross immunity is assumed, a new chaotic window
appears, and the ADE effect does not need to be restricted to one or another region in
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parameter space.

The seasonal model with import shows complex dynamics and qualitatively a very
good result when comparing empirical DHF and simulations (see Fig. 3) [3]. However, the
extended model needs to be parametrized on data referring to incidence of severe disease.

A qualitatively a very good result when comparing empirical DHF data and simulation
suggest that this parameter set could be the starting set for a more detailed parameter
estimation procedure. In Fig. 3 the model simulation is matched with the DHF data for
the Chiang Mai province in Thailand.

3000 1 1 1 1 1 1
simulation
dhf data
2500 - i
(7))
[
£ 2000 - -
[&]
K<}
=
> 1500 A -
[0
©
c
8 1000 4 B
()
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500 - -
0 »d aalld -
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time (years)

Figure 3: For the following parameter set: By =2y, v =52y~ !, a =2y~ ¢ = 0.9 and p =
1/65y~! empirical DHF incidence data (in black) for the province of Chiang Mai in the North
of Thailand are matched with simulations (in red) for the seasonal multi-strain models with
import of infected. The parameter /3 is given explicitly by 5(t) = Bo-(1+n-cos(w-t)) where
Bp is the infection rate and 7 is the degree of seasonality. Here, the degree of seasonality is
n = 0.35 and the import factor p = 10719,

However, more stochasticity is needed to get even better agreement for some of the
available data sets, as in the case for Bangkok, where the available data is very noisy linked
with a low endemicity of DHF cases [29].

The two-strain model in its simplicity is a good model to be analyzed, giving the
expected complex behavior to explain the fluctuations observed in empirical data. It is
minimalistic in the sense that it can capture the essential differences of primary versus
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secondary infection without needing to restrict the ADE effect to one or another region in
parameter space. For future parameter estimation only the two-strain model could attempt
to estimate all initial conditions as well as the few model parameters.

3 Prospective work and discussion

In this manuscript we presented the official notification DHF data from the Ministry of
Public Health in Bangkok, Thailand. The representation of the biological processes using
mathematical modeling approach were improved in comparison to previous models based on
the following aspects: temporary cross-immunity, antibody dependent enhancement, and
seasonality. We now propose to extend the previously existing dengue models, by including
vector dynamics, and the transmission contribution of an asymptomatic host and data
analysis.

A model which can be fully parametrized on data referring to incidence of disease can
become a predictive tool to guide the policies of prevention and control of the dengue virus
transmission, including the implementation of vaccination programs when the candidate
dengue fever vaccines will be available.

After the expansion of previous multi-strain dengue models, the basic parameters of
transmission, infectivity and disease severity (ADE parameter) will be affected. In such a
way the model will be parametrized on data referring to incidence of severe disease and
prevalence of infection from different endemic countries with different intensities of dengue
transmission. Technical parameter estimation is notoriously difficult for chaotic time series
but temporally local approaches are possible [27], for example. In the EU project Dengue
Research Framework for Resisting Epidemics in Europe (DENFREE), with a work-package
on descriptive and predictive models of dengue epidemiology, various sources of data will
be accessed to test the models which are able to provide a valuable tool to guide policies of
prevention and control of the dengue virus transmission.
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Abstract

In a previous research, for parallel dynamical systems over digraphs corresponding to
the simplest Boolean functions AND and OR, we proved that only fixed or eventually
fixed points appear, as occurs over undirected dependency graphs. Nevertheless, for
general Boolean functions, it was shown that any period can appear, depending on
the Boolean function that infers the global evolution operator of the system and on
the structure of the dependency digraph. In this sense, this work analyzes the orbit
structure of parallel discrete dynamical systems over some special digraph classes.

Key words: Discrete dynamical systems; periodic orbits; parallel dynamical systems;
directed graphs; Boolean functions.
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1 Introduction

In the last decade, several works have been dealt with the development of mathematical
foundations for a theory of simulation. The first one of a series of these works was [3],
where sequentially updated cellular automata (sCA) over arbitrary graphs are employed as
a paradigmatic framework. This first step was followed by [4], [5] and [6], where the authors
developed this theory, analyzing the asymptotic behavior.

Computer simulations involve generation of dynamics by iterating local mappings.
These processes have been usually modeled by cellular automaton. Wolfram [17] analyzed
a set of cellular automata and showed that, despite their simple construction, some of them
are capable of complex behavior. Later, based on a deeper research [18], he suggested that
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many one-dimensional cellular automata fall into four basic behavior classes: three of them
exhibiting a similar behavior to fixed points, periodic orbits and chaotic attractors and the
fourth one so that asymptotic properties are undecidable. The concept of parallel dynamical
system generalizes the one of the cellular automaton.

For convenience, it is common to rename the local mappings as entities (cells in the
language of cellular automata theory), which are the lowest level of aggregation of the
system. In many processes, there are many entities and each entity has a state at a given
time (see [3, 4, 5]). The update of states of the entities constitutes an evolution in time of
the system, i.e., a discrete dynamical system (see [7, 13]).

The update of the states is determined by dependency relations of the entities and local
rules, which together constitute the (global) evolution operator of the dynamical system
(see [12], [16]). If the states of the entities are updated in a parallel (or synchronous)
manner, the system is called a parallel dynamical system (PDS), while if they are updated
in a sequential order, the system is named sequential dynamical system (SDS) [7, 13, 14].

In particular, in [7] parallel and sequential dynamical systems are studied, considering
OR (resp. AND) and NOR (resp. NAND) as global functions. Following these ideas, in [1]
we extend these results for the parallel case, giving a complete characterization of the orbit
structure of any parallel dynamical system with any maxterm (resp. minterm) as a global
function. As a result, for the simplest maxterm (resp. minterm), OR (resp. AND), only
fixed or eventually fixed points can appear, while for a general maxterm (resp. minterm),
uniquely periodic or eventually periodic orbits of period lower than or equal to 2 can be
found.

The results in [1] opened new different research directions concerning parallel dynamical
systems on Boolean functions. One of them consists in considering non-reciprocal relations
between two related entities, because it could occur that an entity influences another one,
but not vice versa, as happens in practice [8]. This can be modeled by a directed dependency
graph or dependency digraphs of relations.

These non-reciprocal relations emerge also in other applied models created for the sim-
ulation of aspects of the behavior of biological systems. This occurs in [10], where Kauffman
constructed molecular automata for modeling a gene as a binary (on-off) device and studied
the behavior of large, randomly constructed nets of these binary genes (see also [11]). A
Kauffman net of size n and connectivity k& consists of n interconnected vertices, each one
having k inputs and one output. The update of any gene is determined by the (directed)
dependency relations and local rules which are given by random Boolean functions.

In computer simulation, entities are related and they get information from the related
ones in their own neighborhood. In order to get a graphical idea of the situation, every
entity is usually represented by a vertex of an undirected graph and two vertices are adjacent
if their states influence each other in the update of the system. The undirected graph so
built is called the (undirected) dependency graph of the system (see [7]).
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However, as we said before, it could occur that an entity influences another one, but not
vice versa. Actually, in practice, the process of information exchange is not bidirectional
[8]. This could be represented by an arc whose initial vertex would be the influencing entity
and the final vertex would correspond to the influenced entity, so obtaining a directed graph
or digraph of relations. The directed graph so built will be called the directed dependency
graph of the system.

We actually determine a dynamical system over a directed dependency graph (see [15]
for a similar approach that considers cellular automata over Cayley graphs) by associating
to each vertex i, a state z; € {0,1} and a local map f; defined on the states of the influencing
vertices and the vertex/entity 7, and which returns its new state y; € {0,1}. We shall denote
this digraph D = (V, A), where V' = {1,2,...,n} is the vertex set and A is the arc set.

For every vertex/entity 1 < i < n, we shall consider all the vertices that influence it in
an update of the system. Thus, we denote

Ip(i) = {j € VI(j,i) € A}

The evolution or update of the system is implemented by local functions which are
the restrictions of a global one. In this context, for updating the state of an entity ¢, the
corresponding local function acts only on the state of that entity itself and the states of the
entities in Ip(7) which influence 1.

Actually, it can be stated the following definition.

Definition Let D = (V, A) be a digraph on V ={1,2,...,n}. Then a map

F{071}n_> {Oul}nu F(‘TlaxZV"vxia”'axn) == (y17y27"‘7yi5”'7yn)7

where y; is the updated state of the entity/vertex i by applying a local function f; over the
states of the entities in {i} U Ip(i), constitutes a discrete dynamical system called parallel
directed dynamical system over {0,1}".

In this work, the global evolution operator I’ of the system will be induced by Boolean
functions. A Boolean function describes how to determine a Boolean output from some
Boolean inputs. Thus, such functions play a fundamental role in questions as design of
circuits or computer processes [9] In our context, they correspond to components of the
evolution operator of the dynamical system.

In a previous paper [2], for parallel dynamical systems over digraphs corresponding
to the simplest Boolean functions AND and OR, we proved that only fixed or eventually
fixed points appear, as occurs over undirected dependency graphs. Nevertheless, for general
Boolean functions, it was shown that any periodic orbit can exist, depending on the Boolean
function that infer the global evolution operator of the system and on the structure of the
dependency digraph. In this sense, this work analyze the orbit structure of parallel discrete
dynamical systems over some special digraph classes, as complete, circle, line, star graphs
and arborescences.
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Abstract

In this work, we extend the manner of defining the evolution update of discrete dynam-
ical systems on Boolean functions, without limiting the local functions to be dependent
restrictions of a global one. We analyze the cases concerned with parallel dynamical
systems (PDS) with the OR, AND, NAND and NOR functions as independent local
functions. This extension of the update method widely generalizes the traditional one
where only a global Boolean function is considered for establishing the evolution oper-
ator of the system. Besides, our analysis allows us to show a richer dynamics in these
parallel systems on independent local functions.

Keywords: Discrete dynamical systems; parallel dynamical systems; graphs; Boolean
functions.

MSC 2000: 37B99; 37E15; 37N99; 68R10; 94C10.

1 Introduction

Computer processes involve generation of dynamics by iterating local mappings. In fact, a
computer simulation is a method for the composition of iterated mappings, typically with
local dependency regions [5]. It means that the mappings have to be updated in a specific
manner, i.e., an update schedule. Update scheduling is also a commonly studied aspect in
discrete event simulations [3, 8, 9].

For convenience, it is common to rename the local mappings as entities, which are the
lowest level of aggregation of the system. In computer processes, there are many entities
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an each entity has a state at a given time (see [5, 6, 7]). The update of the states of the
entities constitutes an evolution in time of the system, i.e., a discrete dynamical system (see
[4, 11]).

The update of the states is determined by relations of the entities, which are represented
by a dependency graph, and local rules, which together constitute the (global) evolution
operator of the dynamical system (see [10], [13]). Actually, by means of Boolean functions,
local (Boolean) rules to obtain an output from some inputs are obtained. That is, for
updating the state of any entity, it is normally considered a Boolean function that acts only
on the state of that entity itself and the states of the entities related to it.

If the states of the entities are updated in a parallel manner, the system is called a
parallel dynamical system (PDS) [1, 2, 4], while if they are updated in a sequential order,
the system is named sequential dynamical system (SDS) [4, 11, 12]. Thus, the evolution or
update of a PDS or SDS is usually implemented by local functions which are dependent
restrictions of a given global Boolean function.

However, in practice, the rule for the information exchange among one entity and those
related to it in the system can be different from one entity to another. That is, an entity
1 can exchange information with the entities related to it by means of a rule f;, while an
entity j can do that by means of another rule f; completely independent or different from
the rule f;.

For this reason, in this work we extend the way of defining the update of discrete dy-
namical systems on Boolean functions, without limiting the local functions to be dependent
restrictions of a global one. This extension of the update method widely generalizes the
traditional one, where only a global Boolean function is considered for establishing the evo-
lution operator of the system, and gives as a result a larger variety of discrete dynamical
systems on Boolean functions.

We focus on the cases concerned with parallel dynamical systems (PDS) with the OR,
AND, NAND and NOR functions as (independent) local functions, determining the orbit
structure of this kind of systems. Our analysis allows us to show a richer dynamics in these
parallel systems on independent local functions in comparison with the traditional ones (see
1, 4)).
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Abstract

With energy costs now accounting for nearly 30 percent of a data centre’s operat-
ing expenses, power consumption has become an important issue when designing and
executing a parallel algorithm. This paper analyzes the power consumption of MPI
aplications following the master—slave paradigm. The analytical model is derived for
this paradigm and is validated over a master—slave matrix—multiplication. This analyt-
ical model is parameterized through architectural and algorithmic parameters, and it is
capable of predicting the power consumption for a given instance of the problem over
a given architecture. We use an external, metered, power distribution unit has been
that allows to easily measure the power consumption of computing nodes without the
needings of dedicated hardware. .

Key words: Energy—efficient algorithms; Power performance

1 Introduction

In recent years power consumption has become a major concern in the operation of large-
scale datacenters and High Performance Computing facilities. As an example, the 10 most
powerful supercomputers on the TOP500 List(www.top500.org) each require up to 12 MW
of power for the entire system (computing and cooling facilities). As a result, power-aware
computing has been recognized as one of critical research issues in HPC systems.

New processor architectures allow power management through a mechanism called Dy-
namic Voltage and Frequency Scaling (DVFS) where applications or operating system has
the ability to select the frequency and voltage on the fly. Depending on required resources
for the application you can select a combination of voltage and frequency, denoted as pro-
cessors state or p-state. Different p-states deal to different power consumption, allowing
power management by applications [6].
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for (proc = 1; proc <= p; proc++)
send (proc, work|[proc]);

for (proc = 1; proc <= p; proc++)
receive(proc, result|proc]);

}

/* Slave Processor x/
receive(master , work);
compute (work, result);
send (master, result);

Listing 1: Master—slave paradigm

Power measurement can give us information about the energy consumed by systems,
but is not sufficient for challenges such as attributing power consumption to virtual ma-
chines, predicting how power consumption scales with the number of nodes, and predicting
how changes in utilization affect power consumption [3]. These tasks require accurate mod-
els of the relationship between resource usage and power consumption. Models based on
architectural parameters has been widely developed [4, 5].

We have developed an instrumentation framework based on metered PDUs (Power
Distribution Units), allowing to measure the power consumption of HPC nodes while ap-
plications are executed. In a similar way we model application performance (execution
time) [7, 8], we propose to model power consumption using architectural parameters (num-
ber of cores, cache misses, memory access, network latency and bandwidth) and algorithmic
parameters (problem size). The analytical power models obtained can be used by schedulers
to save energy when applications are executed on HPC systems.

The rest of this paper is organized as follows: Section 2 introduces master—slave paradigm
and Section 3 describes our experimental setup and measurement system. In Section 4 we
introduce an analytical power model for the proposed application. We show the obtained
models on Section 5. Finally, Section 6 summarizes the paper with some conclusions and
future work.

2 The Master Slave Paradigm

Under the Master—slave paradigm it is assumed that the work W, of size m, can be divided
into a set p of independent tasks works, ..., work,, of arbitrary sizes mi,...,mp, Y b_ m; =
m, that can be processed in parallel by the slave processors 1, ..., p. We abstract the master—
slave paradigm by the code in Listing 1

The total amount of work W is assumed to be initially located at the master processor,
processor pg. The master, according to an assignment policy, divides W into p tasks and
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Figure 1: Master-slave diagram of time for matrix multiplication

distributes work; to processor i. After the distribution phase, the master processor collects
the results from the processors. Processor ¢ computes work; and returns the solution to the
master. The master processor and the p slaves are connected through a network, typically
a bus, that can be accessed only in exclusive mode. At a given time-step, at most one
processor can communicate with the master, either to receive data from the master or to
send solutions back to it. The results are returned back from the slaves as a synchronous
round robin.

The transmission time from the master processor to the slave processor ¢ will be denoted
by R; = (B8; + myw;) where w; stands for the size in bytes associated to work; and (; and
7; represent the latency and per-word transfer time respectively. This communication cost
involves the time for the master to send data to a slave and for it to be received. The
latency and transfer time may be different on every combination master - slave and they
must be calculated separately.

2.1 Master—slave matrix—multiplication

We introduce the master—slave matrix—multiplication application as a case study. First of
all, we describe de algorithm and the corresponding performance analytical model.

For the master—slave model that we are using in this paper (Fig. 1), the time gets
approximately reduced by a factor of 1/p, but a small overload is introduced in the process
of broadcasting the matrices and to gather the results. The complete process includes four
principal segments: (1) Broadcasting of B matrix, (2) Sending of A matrix by blocks, (3)
Waiting for slaves to finish computing and (4) Receiving of matrix C. The total execution
time is:

Tpar = Thcast + P Tsnd + Teomp + Lrew 1)
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In order to estimate the time used in the broadcast segment, it is necessary to have
determined two parameters related to the network: Bpeast and Tpeqst, Which represent the
latency and the bandwidth of the network while performing broadcasting operations. These
parameters can be obtained performing a test in C with MPI in the system used [1]. The
number of elements to be sent is the size of the matrix squared.

Tbcast = Bbcast . lg(p) + Theast * lg(p) : n2 (2)

The send an receive operations performed in the master—slave paradigm can also be
modeled in a similar way. Again, two parameters are needed, B,,4/rcy a0d Ty /rcv, Obtained
with a test referenced in [12]. The first parameter is the latency, but it has a negligible
effect, because the sub-blocks to be sent are very few. The 7 parameter is the bandwidth
in node-to-node communication.

n2

Tsnd/rcv = Bsnd/rcv + Tsnd/rcv * ; (3)

Teomp can be modeled by well-known complexity formula O (N 3) for a sequential matrix—
multiplication on each processing element. In Section 77 we give more detail about the
model for the computation load and the corresponding energy consumed.

This analytical model to predict the running time of master-slave applications has
been widely validated. Our goal now is to obtain a similar analytical model for the power
consumption of the master—slave matrix—multiplication algorithm. Section 4 describes de

model obtained for this implementation on comodity cluster instrumented with a metered
PDU.

3 Experimental Setup

The measuring system used is one manufactured by the company Schleifenbauer [10]. The
equipment consists of a power distribution unit (PDU) with one input and nine outlets,
and a master device called Gateway. The Gateway serves as a hub for the available PDUs.
Each PDU is connected to the gateway with standard UTP cable and a RS-485 transport
layer at 100 Kbit/s. The Gateway is initially configured through the USB or RS-232 port,
assigning it a management IP address. As the Gateway has an Ethernet interface that
connects to the appropriate network, this address allows us to access the Gateway through
any browser to change its settings, to consult the measurements of any PDU connected and
to turn on and off the outlets for each PDU. Gathering of data coming from each PDU is
provided through various suitable interfaces (Perl API, HTTP, MySQL, etc.) The setup for
the measurements includes the following steps:

1. Setting the IP Gateway with one accessible from our network.
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Figure 2: PDU, Gateway and computing nodes connections

2. Mounting the Gateway and the PDU in the data center.

3. Wire UTP cable from the PDU to the Gateway, and back to the PDU, to create a
ring in order to provide for additional redundancy.

4. Connect the Gateway to the network.

5. Connect the AC plugs of the nodes of the system under test to the outlets of the PDU.
For convenience is advisable to choose consecutive ones.

The equipment installed (Fig. 2) allows the display of consumption data from the PDU
by directing a browser to the IP address of the Gateway. The tab “Measurements” allows
us to query the data measured in the strip.

In Fig. 3 that shows the web interface, actual current measurements (RMS) for nodes
connected to outlets 5 to 9 can be seen. The values correspond to the actual nodes of the
cluster which were used in experimentation. Note that the current at idle is not the same for
all nodes, although they are identical models. Also it is worth mentioning that the apparent
power is the value of current times voltage, expressed in V - A. The power factor value tell
us how much of the apparent energy is converted into usable energy [2]. Values shown are
close to 100%, indicating a good design of the power supplies in the compute nodes.
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output name energy total energy subtotal power factor actual current peak current actual voltage

(kWh) (kWh) (%) (A) (A) )

(...

5 node20 659 67 96.3 0.81 1.07 219.6
6 node21 716 73 96.4 0.89 1.13 219.5
7 node22 507 66 96.9 0.79 1.04 220.9
8 node23 662 67 97.0 0.80 1.06 220.8
9 node24 815 72 96.7 0.87 1.13 220.8

Figure 3: Web interface to the Scheleifenbauer Gateway

Real Power = Vrars - Iryms - Power Factor /100

The cluster Tegasaste, used in the experiment, has 24 nodes, five of which connected to
the PDU. The front end node is a 4 x Intel(R) Xeon(TM) @ 3.000 GHz with 1 GB RAM.
The computation nodes 20 to 24 have 2 x Intel(R) Xeon(TM) @ 3.200 GHz, 1 GB RAM
each. The operating system was Linux 2.6.16.16-papi3.2.1 with gcc version 4.3.2 (Debian
4.3.2-1.1) and MPI 1.2.7.For communication between nodes, an Infiniband(R) switch was
used.

3.1 Measurement

To perform the measurements corresponding to a particular experiment, we use an auxil-
iary computer, connected to the same network as the Gateway. This auxiliary computer
allows the collection of data coming from the PDU, while the algorithm of study is being
executed in the parallel cluster, and the logging all the events of interest. The company
Schleifenbauer provides an API in Perl to access the measurements. The Gateway has a
register type of reading, as current, power factor, voltage, etc.. The user only has to choose
the corresponding mnemonic and call the ReadRegisters function. It is important to start
this Perl script several seconds before the launching of the execution of the algorithm of
study, to take account of the initial values of current in the different nodes. Usually a 10
seconds delay was used. Finally another script executes both the Perl script for the PDU
and the parallel algorithm in the CPUs.

The execution of this script generates a set of pairs of files, each pair consisting in one
file with PDU data and one with CPU data. As already noted, the idle values of current
for each node vary, and so the posterior current measurements will be affected by these idle
values. This situation is alleviated by offsetting all the measurements, so they are always
zero based. The average idle value of current can be added later on to get the real power
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consumption. Also, due to the design of the serial protocol connecting the PDU to the
Gateway, a measurement takes at least 215 ms. A delay of approximately one second was
observed between a measurement and the event that triggers it.

The CPU data file consists in time-stamped events, that can be crossed with the PDU
data file to extract the values of current corresponding to each segment of execution. The
integration of these current values and the corresponding timestamps generates data of
measured power consumption of the parallel algorithm.

4 Power performance model

In this section we propose an analytical power performance model similar to the execution
time model introduced in Section 2 for the execution time of a master—slave application.
We will use the well-know matrix—multiplication code to ilustrate the proposed model.
First, we study the power—aware behavior of three different sequential matrix—multiplication
implementation. Following, we will study the communication part of the master—slave
application in terms on power consumption.

4.1 Master-slave matrix—multiplication parallel implementation

To implement the transposed variant of the matrix multiplication we used a master-slave
schema, with one master and p slaves, where the master process does not compute. Although
each node had two processors, only one was used. The main script of experimentation
contained sizes from 1024 to 6400, and every multiplication was performed 10 times. To
minimize effects related with the order of execution, this was randomized. Figure 4 shows
the overall current profile for a 6400 by 6400 multiplication. The study of the resulting 260
pairs of files with PDU and CPU data allowed us to derive some facts.

e Current kept constant during the broadcast, send and receive segments of code, but
its level was higher than that of idle state.

e The current of the master process kept constant at roughly the same level while the
slaves performed the computation. We did not find any difference between this level
and the one related to the communications segments.

e During the computation segments the current reached its maximum, and again kept
constant throughout all the execution.

With all this data available we could estimate the total power consumed by the execution.
Taking into account that power consumption is closely related to time, it makes sense to
begin with the time model for the particular problem we are studying. From the fragment
of code corresponding to the core of the algorithm executed, it could be derived that the
time depends on the number of floating points operations 2n but also from the 2n? accesses
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PDU current data per node, Size = 6400
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Figure 4: PDU overall current data, matrix—multiplication on 4 processors

to memory (reads) and the n? writes to memory.

for (i = 0; i < size; ++1){

for (j = 0; j < size; ++j){
sum = 0.0;

( k = 0; k < size; ++k){

sum += A[i % size + k] *x B[j x size + k];

Q —~

[i * size 4+ j] = sum;

To check if the writes to memory affected to the estimated power, a regression with positive
coefficients was performed using R [11] and the package nnis [9]. It turned out that the
write operation did not contribute to the power in this segment. The non zero coefficient
obtained, FlopMem, includes the contribution of the two floating point operations and the
two reads from memory. Thus the estimated time for the sequential case is simply:

Teomp = o2n3 - FlopMem (4)
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Figure 5: Master-slave diagram of power consumption for matrix multiplication

The total power of the sequential code is obtained using the average current measured
during the execution.
P Wcomp = Tcomp : C1u'r'7’comp (5)

4.2 Model for power consumption

Following the performance model introduced in Section 2, we propose a model power comp-
sumption based on equation 1. Each term of this equation contributes with a fraction of
the total power consumption, depending on the average current measured in each segment
and its duration. Figure 5 depicts again the master-slave schema, this time showing the
power consumption. Note the contribution of the master node, lower than the computing
nodes (has a lower p-state).

At bcast operation on eq. 1, it is necessary an average of the current used during the
segment, a value that was obtained with the batch of executions, and that it is the same
across the processors involved in the operation. The power consumption associated to the
broadcast can be computed using:

PWbcast = (P + 1) : Tbcast ) Cur'rbcast (6)

where Tpcqs¢ is modeled by eq. 2.

The power estimation for the send by blocks segment is similar to the broadcast one.
With the time needed to send a sub-block of the matrix A, the estimated power for the whole
segment can be calculated. A summation expression is used for the sake of completeness
and accuracy, although the total contribution of this part is very small.

p
PWena = (ZZ + p) “Tsnd - Currsnd/rcv (7)
=1
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where T, is modeled by eq. 3.
The expression for the computation segment includes the p computing nodes and the
contribution of the master process while waiting for the slaves to end the computation work:

PWcomp =pP- Tcomp : C’U'mﬂcomp + PWtasterwait (8)

PWMasteTWait = [Tcomp - (p - 1) : Tsnd] : Currwait (9)

The last segment of this master-slave consists in the master receiving the results from
the slaves. The expression is identical to the send segment one:

p
PW,ey = (ZZ + p) “Tew - Currsnd/rcv (10)
=1

Finally the complete expression for the power of the parallel execution is:
PWtotal = PWbcast + PWsend + PWcomp + PWrecv (11)

Our analysis of the power consumption model must end with a note on units. We have
been using time - Curr as a proxy for energy, but this has to be corrected to be completely
right. For convenience we have omitted to multiply the current by the voltage, to get V - A.
Finally we get to the value of ApparentPower in W - h with the appropriate conversion.
We have considered the voltage constant during the executions, averaging the voltage of the
outlets of the PDU.

5 Model Validation

The model we have developed depends on architectural and algorithmic parameters that
can be measured with the appropriate tests. We show between brackets the values measured
in our configuration.

® [Bpeast [5e-06 s] and Tpeqst [4.00641e-09 s|, that characterizes the time that the network
takes to broadcast a large message.

® Bond/rev [0.0009130886 s] and Tep,q/rcy [1.879013e-08 s, that characterizes the time that
takes a node to send a large message to another node.

e FlopMem (1.879013e-08 s| essentially characterizes the computing power of every
node, and can be obtained with a simple timed for-loop.

o Currpeast = Currgngirey = Curteomm = Curryeir [0.2248810 A above idle current]
that is the current level at which the communication operations are performed.

o Currgmp [0.2921429 A above idle current]| characterizes the maximum current per
node when one processor is being used at full computation rate.
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Measured Modeled Error (%)
Size | p=4] p=5] p=6] p=7] p=4] p=5] p=6] p=7[p=4[p=5][p=6][p=7
2000 25.73 25.452 25.338 24.265 26.14 25.29 24.73 24.33 1.59 | -0.62 -2.39 0.27
3000 89.33 85.756 85.833 82.651 88.22 85.37 83.47 82.12 -1.25 -0.45 -2.75 -0.65
4000 | 212.73 | 201.985 200.7 | 196.969 | 209.11 | 202.36 | 197.86 | 194.64 | -1.70 0.18 -1.42 -1.18
5000 | 412.46 | 393.303 | 387.977 | 383.807 | 408.41 | 395.23 | 386.44 | 380.16 -0.98 0.49 -0.40 -0.95
6000 | 714.54 | 670.201 | 669.880 | 656.017 | 705.73 | 682.96 | 667.77 | 656.92 -1.23 1.90 -0.31 0.14

Table 1: Power consumption for matrix—multiplication with 4 to 7 slaves, in A - s

Finally, table 1 shows values for measured and modeled matrix multiplications with 4 to
7 slaves. Column labeled Error shows the relative error made by the prediction. The very
low error observed, where highest error made is —1.7, allows to conclude that our analytical

model has been validated and predicts the power consuption.

6 Conclusions

We have analyzed the power consumption of the master—slave paradigm over an MPI appli-
cation. Similar to the performance model in terms of execution time that can be obtained
for these kind of implementation, it is possible to obtain an analytical expresion for the
energy consumed by these codes while executed on HPC systems. We have implemented a
power metered framework based on standard metered PDUs. The experimental infraestruc-
ture allows us to monitorize and model any application that can be executed in our cluster.
As a case study, we model the matrix—multiplication algorithm by an analytical formula.
With this expression we can predict the power consumed by the application on our cluster
knowing the problem size and number, the number of slaves used and a set of parameters,
architectural-dependent.
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Abstract

There exist algorithms called “fast” which exploit the special structure of Toeplitz
matrices so that, e.g., allow to solve a linear system of equations in O(n?) flops (instead
of O(n3) flops required by classical algorithms). Due to the constantly increasing core
count in current computers, it is necessary to parallelize such algorithms in order to
get the most of the underlying hardware. In particular, we propose in this paper an
efficient implementation of the Generalized Schur Algorithm, a very known algorithm
for the solution of Toeplitz systems, to work on a block—Toeplitz matrix. Our algorithm
is based on matrix—matrix multiplications with the aim at leveraging threaded routines
that implement this operation.

Key words: Block-Toeplitz, linear systems, Generalized Schur Algorithm, multicore-
computers
MSC 2000: 15B05, 65F05, 68W04, 68W10

1 Introduction

Block-Toeplitz matrices appear in many fields of engineering, e.g., in time series analysis in
signal or image processing, and system identification, many times through the solution of a
linear system of equations. This paper presents an implementation for the solution of

Tr=0>, (1)

*PROMETEQ/2009/013, Generalitat Valenciana.  Projects TEC2009-13741, TIN2010-14971 and
TIN2011-15734-E (CAPAP-H4) of the Ministerio de Ciencia e Innovacién. Spain
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where the system matrix T € R™ " is a symmetric block—Toeplitz matrix of the form

Ay AT AT
po| A A A (2)
AQ A1 AO ’

being each block 4; € R”*¥ i =10,..., N — 1, full dense, and being b,x € R™ the right-
hand-side and the solution vectors, respectively. In this paper, matrix 7' (2) is supposed to
be positive definite. For simplicity in the exposition we consider hereafter n as an integer
multiple of the block size v, although this restriction can be easily relaxed in the actual
algorithms.

We address problem (1) by obtainig the Cholesky factor of T so T = CTC, being C
upper triangular, through a well-known algorithm called the Generalized Schur Algorithm
(GSA) [2]. The GSA has intrinsic parallelism due to the elements of a given row of C' can be
computed concurrently. This fact has already been successfully exploited, e.g., in [1], where
it was proposed an implementation of the GSA for shared memory. In [3], a version of the
GSA based on level 3 operations was proposed. However, the algorithm in [3] is based on
complicated operations that are also difficult to implement in parallel.

We propose here a more simple version of the GSA for block-Toeplitz matrices than [3].
The algorithm is also based on level 3 operations, in particular, on matrix-matrix products.
Furthermore, to the extent that there are available threaded routines which implement a
matrix product, our algorithm may draw on the thread level parallelism of multiple cores.

Next section describes our implementation of the GSA algorithm for block-Toeplitz ma-
trices. Section 3 gives some data about results it can be obtained with our implementation.
At the end we offer some concluding remarks.

2 The Generalized Schur Algorithm for Block—Toeplitz ma-
trices

For the solution of system (1) we propose to perform the Cholesky factorization T = CTC,
where C' € R™*™ is upper triangular. We use the GSA described in Algorithm 1 to compute
this factor.

Algorithm 1 receives matrix G, called generator, which has the form

(U AT AT . Ay,
G‘( AT AT Ay, ) (3)

where U is the upper triangular Cholesky factor of Ay such that Ay = UTU, and A;TF =
U_TA;TF, fore=1,...,N —1.
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Algorithm 1 Cholesky decomposition of T'= CTC.
Require: Generator G (3), return Cholesky factor C.

1: U = chol(4y) > (UTU = Ayp)

2: Solve UTG2 = ( A{ Ag . An_y )

3: C = ( U Gy ) > First block-column of C

4@ m=n-—v

5 G =C(,1:m)

6: fori=1— N—1do

7 < G ) < normalize << G >> > Normalization of the generator

G2 GQ
8: C + ( ¢ > > Adding a new block-row into C'
( Ovxiv Gl )

9: G1+ Gi(;,1:m—v) > Updating G (Shift)
10: G2 + Ga(,v+1:m) > Updating G (Shift)
11: m<—m—Vv
12: end for

Step shown in line 7, which consists of a call to function normalize, performs a nor-
malization of the generator G that overwrites it with its own proper form. Let the next

partition of the generator
G1 G11 Giz
G = = , 4
( Go > < Ga1 Gao > )

where G11,G21 € RY*Y and G1g, Gag € RY*™, then we say that G is in proper form if Go;
is zero.

Algorithm 2 Routine normalize. Normalization of generator G.

Require: GH, G21, G12, G22 of partition (4), return GH, G21, G12, G22 (G21 is zero).

1: [Q,R] = qr(G21), G21 ~ R > G21 = QR

I
2: H =

Q
3: for j=1—vdo
4: fori=1—jdo
5 hyper(Gi1(j,j : v), Gar (i : v), H:, ), Hsyi 4+ )
6: end for
7: end for
G2 T( G2 )
8: «— H
< Gao ) Goo
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At any given iteration of the algorithm, the first v columns of the generator has the
following form

r r T x
0 z =z
0 0 =z =z
G11 o 0 0 0 «x
< G > I A A ’
r r r x
r r r x
r r r x

where z just denote non zero entries. Step 7 of Algorithm 1 consists of zeroing the v x v
entries of the down square (Go1) by calling function normalize, (normalization). This
step can be carried out in different ways. In this paper, we perform a QR decomposition
of factor Go1 inplace, so that Go; is replaced by the upper triangular factor R of its QR
decomposition (step 1 of Algorithm 2). Below, a succession of hyperbolic transformations
allows to nullify the remaining entries of o1, i.e., the entries on the upper triangular part
(steps 3 to 7). Algorithm 3 calculates an hyperbolic transformation an applies it to two
pair of arrays.

The key of Algorithm 2 is that it works on factors G1; and Ga; to compute the trans-
formations needed to set the generator in proper form. Instead of applying these transfor-
mations, a matrix H is built by accumulating those transformations. Consequently, step 8
of Algorithm 2, which is the largest one, has become a matrix-matrix product.

Algorithm 3 Routine hyper. Computation and updating of arrays with a hyperbolic
rotation.
Require: Arrays u,v,z,y, return u,v, x,y.

1 a=1uy

2 f=u

3. if o > % then
4: v = a? — ﬂ2
5: a <+ aly

6: B By

7: w = (au — fv)
8: v+ (v — fu)
9: u=w

10: w = (ax — By)
11: y < (ay — px)
12: r=w

13: end if
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Table 1: Execution time (sec.) with different number of cores and problems sizes (n).
v F#cores 1536 3584 5632 7680
1 0.21 1.10 2.67 5.15

64 2 0.19 0.92 228 4.27
4 0.17 0.84 2.02 3.76
8 0.17 081 194 3.61
1 0.85 3.30 747 13.1
956 2 0.76 2.68 5.79 9.94
4 0.72 238 5.00 843
8 0.71 225 4.69 7.74

For the solution of the two triangular linear systems conducing to the solution of (1)
we also implemented a routine that works in parallel. We will denote as GSA to the whole
algorithm that solves the linear system (1) by performing the Cholesky factorization of T'.

3 Results

The experimental results shown in this section were obtained on a board with two Intel®
Xeon® E5420 processors with 4 cores and 6 Mb. of cache memory each, thus resulting in
a total of 8 cores for the tests.

In general, “fast” algorithms lack of a large throughput per data. Furthermore, Schur—
type algorithms are rather irregular, i.e., the concurrency drops in the last steps of the
triangularization process due to the diminishing number of blocks that can be computed in
parallel. Nevertheless, as Table 1 shows, the algorithm manages to reduce time when the
number of cores increases. We used compilers in Intel® Composer XE 12.1 distribution and
routine dgemm in MKL 10.3 for the matrix product. This matrix multiplication is threaded
so it leverages the available number of cores. The reduction in time achieved with the
algorithm depends on the block size v. As long as the block size is large more efficiency
is obtained with the matrix-matrix multiplication with the count of cores. This is what it
can be seen if we compare, e.g. for the largest problem size, the time between using 4 or 8
cores.

Although the heaviest step of the algorithm is the triangularization, we have also ob-
tained a certain level of parallelism in solving the two triangular systems.
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4 Conclusions

A parallel implementation of a “fast” algorithm has been presented in this paper. We
rearranged operations so they could be cast in term of matrix-matrix multiplications. The
more efficient the matrix product operation the faster our algorithm will be. The algorithm
thus benefits not only of a level 3 operation but also of its multicore implementation.

Under certain conditions (problem size, block size, hardware, ...) our parallel imple-
mentation of the GSA well exploits a multicore by always producing the result with a given
number of cores in less time than using a fewer number of cores.
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Abstract

In this work we present a new efficient method to detect point sources in Cosmic
Microwave Background maps and estimate their fluxes. The method uses previous
information about the statistical properties of the sources, so that this knowledge can
be incorporated in a Bayesian scheme. The experiments show that the method detects
more sources than the results obtained using other strategies. Besides, the technique
allows us to fix the number of detected sources in a non-arbitrary way.

Key words: Efficiency, Cosmic Microwave Background, Bayesian
MSC 2000: 65F05, 65Y20, 68W10

1 Introduction

The Cosmic Microwave Background (CMB) is a diffuse radiation which started to propagate
freely in the early universe, about 400,000 years after the Big Bang. The CMB is thus a
fossil radiation which carries very important information about the fundamental properties
of the universe and, in particular, about the chemistry of the early universe. Since its
discovery in 1964 ([8]), the CMB has been detected and surveyed by instruments aboard
balloons and satellites, such as the NASA satellites COBE in 1992 ([9]) and WMAP in 2003

([10])-
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The ESA satellite Planck was launched in 2009 and has been measuring the CMB fluc-
tuations with unprecedented accuracy, resolution and frequency coverage. The first data
obtained by Planck were published in 2011 ([1]). In order to extract all the relevant infor-
mation from the CMB data, one must remove the contamination produced by extragalactic
sources, e.g. galaxies that also emit microwave radiation which has a non-cosmological ori-
gin. Several techniques: matched filters, wavelets, etc. have been proposed in the literature
(see [6] and [7] for detailed reviews) to deal with the detection problem.

The goal of this paper is to put forward a new efficient method to detect point sources
in CMB maps and estimate their fluxes. The method uses previous information about
the statistical properties of the sources, so that this knowledge can be incorporated in a
Bayesian scheme ([3]). This means a new approach with respect to the tools considered for
instance in ([2]), where such an information was not taken into account.

2 Description of the problem

In a region of the sky, we assume to have an unknown number of point-like sources, whose
emission is mixed with that of the CMB, f(x,y). A model for the total emission as function
of the position (z,y) is given by

d(z,y) = f(,9)+ Y aab(z = Ta,y = Ya) (1)

where §(z,y) is the 2D Dirac delta function, the pairs are the locations of the point sources
in our region of the celestial sphere, and a, are their fluxes. We observe this radiation
through an instrument, with beam pattern b(z,y), and a sensor that adds a random noise
n(x,y) to the signal measured.

Therefore, the output of our instrument is:

d(,y) =Y aab(x = xa,y = ya) + (f *b)(z,y) + n(z,y) (2)
a=1

where the point sources and the CMB have been convolved with the beam. In our applica-
tion, we are interested in extracting the locations and the fluxes of the point sources and
consider the rest of the signal as just a disturbance superimposed to the useful signal. If
c(x,y) is the signal which does not come from the point sources, model (2) becomes

d(x7y) - Zaab(x_xa;y_ya)+c(x7y)' (3)
a=1

If our data set is a discrete map of N pixels, the above equation can easily be rewritten
in vector form, by letting d be the lexicographically ordered version of the discrete map
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d(x,y), a be the n-vector containing the positive source intensities a,, ¢ the lexicographically
ordered version of the discrete map, c¢(x,y), and ¢ be an N x n matrix whose columns are
the lexicographically ordered versions of n replicas of the map b(x,y), each shifted on one
of the source locations. Equation (3) thus becomes

d = ¢a +c. (4)

Looking at Egs. (3) and (4), we see that our unknowns are the number n, the list of
locations (zq,¥yq), with @ = 1,...,n and the vector a. It is apparent that, once n and
(Tas Yo) are known, matrix ¢ is perfectly determined. Let us then denote the list of source
locations by the n x 2 matrix R, containing all their coordinates.

If we want to adopt a Bayesian approach, we must write the posterior probability
density of our unknowns. According to Bayes theorem, this posterior probability can be
written as

p(n, R,ald) < p(d|n, R,a)p(n, R, a) (5)

where p(d|n, R, a) is the likelihood function, derived from our data model.
For the CMB plus noise we can assume that ¢ is a Gaussian random field with zero
mean and known covariance £. Thus, the likelihood function is

p(dln, R, a) o< exp (—(d — ¢a)'¢ "' (d - ¢a)/2). (6)
To find the prior density p(n, R,a) we need to make a number of assumptions:

1) Both R and a depend on n through the number of their elements. On the other hand,
fluxes and positions are, in principle, independent. Thus, we can write

p(n, R,a) = p(R, aln)p(n) = p(R|n)p(a|n)p(n). (7)

2) A priori, it is reasonable to assume that all the possible combinations of locations
occur with the same probability. Therefore

p(im) = MR Q

since N!/(n!(N —n)!) is the number of possible distinct lists of n locations in a discrete
N-pixel map.

3) It has been checked (see [3]) that the flux distribution can be modeled by a Generalized

Cauchy Distribution
n aa P 7%
plaly o< TT 1+ (%)) 7 )
a=1
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with p a positive number. This distribution obviously assumes that the fluxes of the
different sources are mutually independent. In order to work with non-dimensional
magnitudes, we define z, = aq/ag; we also assume that we will detect point sources
above a minimal flux a;, that leads to the following normalized distribution

n
X2

p —
pleln) = —————< [[(1+aR)77, (10)
(@; 775) a=1

where B is the incomplete beta function. The values of ag, p and -, can be determined
by fitting this formula to the point source distribution given by the De Zotti counts
model (see [5]).

4) We assume that the number of sources in a given sky patch follows a Poisson distri-
bution, with a known average number of sources A

Ae™A
p(n) = :

o (11)
A detailed account of all these assumptions can be seen in [3].

Finally, by putting together all these prior distributions and the likelihood, we can write
the negative log-posterior

1
L(n,R,z) = 5 (z"Mz — 2¢'z) —log(N — n)! — nlog(\)

1 y-11
— nlo +nlogB| ———; ——, —
5(p) & (1+$§’ p p>

+ %Zlog(l+x§), (12)
a=1

with M = a2¢'¢"1¢ and e = app'¢ ~1d. We assume that we know ag, p, x;, ¥ and A, so that
the unknowns are: the normalized fluxes x, the number of point sources n and the positions
of the point sources through the matrix ¢(R).

3 Description of the Algorithm

In [2] an algorithm with a high degree of parallelism that improves, from the computa-
tional point of view, the classical approaches for detecting point sources in CMB maps was
presented.

In this work, our goal is to find the number of sources and their fluxes and positions
by maximizing the posterior probability distribution, or equivalently and more simply, min-
imizing the negative log-posterior. In conclusion, we search the number of sources, their
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fluxes and positions, rendered more probable by the data, taking also into account the prior
distributions.

Therefore, regarding the flux we minimize the negative log-posterior with respect to z,
by taking the derivative and equating to zero, we obtain

'Yxa . _
ZMﬂxﬁ +1+xa—0,o¢—1,2,...,n. (13)

In order to fix the positions, we assume that the point sources are in the local maxima
of e (see [3]). To determine the number of sources, we sort these local peaks from top to
bottom and solve (13) successively adding a new source. At the same time, we calculate
(12) and select the number of sources which produces its minimum value.

For the sake of simplicity, we redefine ¢ = ag ¢ and consider p = 1, this last assumption
is justified by the flux distribution. Besides, taking into account that the thresholding
process has been described in [2], in the following we will describe the algorithm without
explaining that process again.

The system of non-linear equations we want to solve is

n
ZMaﬂ$B—€a+ i =0, a=12,...,n, (14)
ot 14z,

with M = ¢'¢1¢ and e = ¢*¢~'d. Therefore, the non-linear system can be expressed in
matrix form as
Mz = e — v, (15)

with v = (1/(1 4+ 21),1/(1 + x2),...,1/(1 + z,))".

We consider that the matrices M, ¢ and £ are of order N, while the vectors e and d have
N rows. As ¢ € RNV*N is a symmetric positive definite matrix, Cholesky decomposition can
be used to obtain a lower triangular matrix such that: £ = LL' ([4]). Hence, vector e can
be expressed as:

e=¢'¢ld=¢'L' L7 d = ¢'L"c; = ¢lea (16)

with ¢; = L7 'd and ¢y = L™ ¢;.

Now, in order to construct the matrix M, we calculate

M=¢'¢tp=¢"(LLY ' = (L '9)"(L7'¢)=2'Z, (17)

with Z = L™1¢.
Next, we compute the QR decomposition of Z = QR, with Q € R¥*N, orthogonal,
and R € RVN*" upper triangular, and the matrix M can be expressed as

M =27'Z = (QR)"(QR) = R'Q'QR = R'R. (18)
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In order to solve (15) we will use the classical Newton-Raphson method and Armijo
rule, obtaining a sequence

25D = 58 _ pp(p®) =1 p(p®), (19)

where
F(z)=Mz —e+~yv, DF(z) = M — ~w, (20)

with v = (1/(1+21),1/(1+22),...,1/(14+x,)) and w = (1/(1421)%,1/(1+x9)2,...,1/(1+
z,)%)t

We will use the solution of the linear system Mz = e as our initial condition (z(?)).
Thus, vector (9 can be computed by solving the triangular linear systems Rfy = ¢co and
Rx =y.

These ideas can be summarized in the following algorithm:

Algorithm CMB Bayesian

Input ¢, &, d, with ¢, & € RV*N d e RVN*!
Step 1. Compute &: € = L x L
Step 2. Obtain e: Lxcy =d, L' xca =c1, e = ¢ x o
Step 3. Obtain M: Z=L"1'¢, Z=Q* R, M = R' «+ R
Step 4. Calculate F'(z) and DF(x):

1 1 1 t
= F(z) = (R o
° (1+x1’1+x2’ ’1"‘3%)’ () =(R'«R)*xz— @' xcg+y*v
( 1 1 1 >t DF(z) = (R' % R) .
w= ) ey ————— |, _ B w
(14 21)?" (1 +29)? (14 z,)2 o

Step 5. Solve non-linear system
Step 5.1 Calculate z(9: Rt sy =¢*cy, Rz =1y
Step 5.2 Apply Newton-Raphson: z*+1) = z(}) — DF(2(®))~1 « F(z*)
Step 6. Find the number of point sources that minimizes the negative log-posterior
Output z

Preliminary experiments show that the new method detects more sources than the results
obtained in [2]. Furthermore, the technique allows us to fix the number of detected sources
in a non-arbitrary way.
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Abstract

Vandermonde matrices appear in many fields of Science and Technology. This paper
is motivated by the need to solve least squares problems with complex Vandermonde
matrices, using the QR decomposition in Signal Processing applications such as beam-
forming problems and DOA (Direction of Arrival) analysis, to be executed in devices
with low computation power as mobile devices. We present an analysis of existing al-
gorithms that solve the linear least squares problem with this kind of matrices. Some
of these algorithms have been extended to explicitly compute the QR decomposition.
New algorithms have been developed starting from the existing ones, obtaining also an
algorithm for updating of the QR decomposition when a new column is added to the
Vandermonde matrix, and an incremental method for computing the QR decomposition
starting from the updating algorithm.

Key words: Vandermonde, QR, DOA, Beamforming, Szegé polynomials

1 Introduction

Vandermonde matrices appear in many fields of Science and Technology. As an example,
this kind of structured matrices can represent the steering matrix of signal sources in an
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array of sensors [7] used in beamforming and DOA (Direction Of Arrival) Signal Processing
applications. The targets of these applications are usually to improve the signal-to-noise
ratio of the receiving signals, to determine the number of signal sources, to estimate some
parameters of them, to track the movement of the sources, etc. For instance, Generalized
Sidelobe Canceller (GSC) is an efficient implementation of the Linear Constrained Minimum
Variance algorithm for optimum beamforming, where a Vandermonde system must be solved
as a part of the total solution [8]. We can find this kind of applications in fields as Seismology,
Biomedicine, Astronomy, Radar, Sonar, etc., where these structured data appear.

Several algorithms have been proposed in the literature that solve Vandermonde systems
or get their QR factorization, with less computational complexity but with less accurate
results than other algorithms for systems with non-structured matrices (see [1] and [3]).
Anyway, these algorithms can be suitable in real time applications where execution time
may be more important than an extremely precise result, due to either the characteristics
of the application or to a lack of high computing power in the system (low performance
hardware, energy efficient devices as mobile devices, etc.).

1.1 State of the Art

Since the early nineties, there are not significant contributions in algorithms for solving
efficiently Vandermonde systems or getting its QR factorization, taking advantage of the
structure of this kind of matrices. In [1] a fast algorithm for computing the QR decom-
position of a complex column Vandermonde matrix is shown, with quadratic complexity
but with poor precision in the results, particularly in the orthogonality of the Q matrix.
In [2], [3] and [4], some other algorithms are presented; they are based on discrete least
squares approximation of a real-valued function given at arbitray distinct nodes in [0, 27)
by trigonometric polynomials which fits better in some of the signal processing problems
presented before. The Stieljes procedure for Szego polynomials is used to get an intermedi-
ate solution, and compared with a better technique based on solving and inverse eigenvalue
problem of a Hessenberg matrix with real positive subdiagonal elements. Both methods
share the way the solution is obtained from the intermediate solution. Here, the precision
of the results are highly dependent on how the nodes are distributed along the interval
[0,27), getting optimal results when they are equispaced in this interval, and worse re-
sults when they are randomly distributed in such interval, and even worse when they are
concentrated and equispaced in a narrower subinterval.

1.2 Objectives and paper organization

This paper is motivated by the need to solve least squares problems with complex Vander-
monde matrices, using the QR decomposition in beamforming problems and DOA analysis.
The objective is to provide efficient algorithms that can be executed in devices with low
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computation power as mobile devices. In this paper we present an analysis of existing
algorithms that solve the aforementioned problems. Some of these algorithms have been
extended to compute the QR decompositivon in an explicit way. New algorithms have been
developed starting from the existing ones, obtaining the QR decomposition in a way such
that its use is easy for solving the least squares problem and for updating the QR decom-
position when a new column is added to the Vandermonde matrix. An incremental method
for the QR decomposition is developed starting from the ideas of the previous updating
algorithm.

The rest of the paper is organized as follows: The section 2 is devoted to the description
of the QR decomposition algorithm as well as its updating and the least mean squares
problem. In section 3, a precision experimental analysis of the algorithms is done. Finally,
in section 4, the conclusions are shown.

2 Algorithms

Let {z1,22,...,2n} be a set of m distinct nodes, let {w?,w3,...,w2,} be a set of positive

weights. For functions g and h defined at the nodes z; (g = (g(21),9(22), .- .g(zm))T),
denote the inner product on the unit circle:

<g,h>=> " g(zr)h(zr)w}.
k=1

The nodes with a complex exponential formulation z = ¢, 1 < [ < m are specially
interesting in signal processing applications such as beamforming or DOA.
The first algorithm shown in [3], known as Stieljes procedure for Szegé polynomials,

solves the system:

DAc =Dg (1)
where D = diag(wy,wa, ..., wy). A is the transposed Vandermonde matrix:
1oz 22 . 2t
A= 1 ” Z% Zg.il e Ccm™n (2)
L

and ¢ = (co,c1,...cn_1)T is the set of coefficients of

n—1 )
p(z) => ¢
§=0

such that the discrete least squares error < g — p, g — p > is minimized.
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If we get the QR decomposition of A = QR, with Q € C™*™ a unitary matrix and
R € C™*™ an upper triangular matrix, then the solution of (1) can be expressed as:

c=R !¢, with ¢ =Q"Dg

where Q denote the conjugate transpose of the matrix Q.

The computation and application of matrices Q and R are efficiently done using the
Szeg6 polynomials relation with the problem [6]. Let {cbj};”:_ol denote the family of orthog-
onal Szegd polynmials with respect to some inner product. The grade of ¢; is j and its
leading coefficient is positive. Matrix R can be deduced from the relation [3]:

k

21 = Zﬁ‘k%—l(z), 1<k<n.
j=1

Hence, the j* column of R™! is the vector with the coefficients of the polynomial dj—1(2).
Matrix Q is determined with:

ki = ¢j(2)wg.

The algorithms that compute the QR factorization of a matrix without exploiting any
structure need O(mn?) flops, [5]. This method needs only O(mn) floating point operations
to obtain the result. Once ¢’ is obtained, the final solution c requieres only O(n?) flops (see
algorithm 4.1 of [3]).

The second method is numerically more accurate than the previous one and it is based
on an algorithm that constructs a unitary upper Hessenberg matrix from spectral data using
elementary unitary similarity transformations [4], [3] (inverse eigenvalue problem), getting
¢’ = Q"Dg in O(mn) arithmetic operations.

Let A = diag(z1, 22, ..., 2m), then we can compute a unitary upper Hessenberg matrix,
H, with real positive subdiagonal elements:

UZAU =H, (3)
if the first column of U is determined. This first column is:
uy = Ue;y = oy ' (wi,wa, ..., wm)" (4)

where o¢ = (Zz‘zl w,%,)l/ ?. Matrix H in (3) can be obtained using unitary reflectors com-
puted to get zeros sequentially in certain positions. Hence, the matrix Q is the first n
columns of matrix U.

The final solution ¢ = R™1c’ is obtained in O(n?), as in the previous method.
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2.1 Gram-Schmidt and modified Gram-Schmidt methods for obtaining Q

The second algorithm presented in the last subsection allows to construct an Arnoldi like
procedure [5] for computing easily the factors Q and R of A. Similar ideas are used to get
the QR decomposition of a matrix using the Gram-Schmidt method.

Given the first column of U as in (4) and expressing (3) as AU = UH we can obtain

Auy, = hygug + hopug + ..+ hppag + g1 g0k, k=1,2,...,n—1.
Hence, as U is a unitary matrix:

hje =ulf Ay, j=1,2,...k,
k—1

VvV = (A — hkkI)uk — Z hjku]',
7j=1

hk+1,k = HVH27
Upy1 = V/hig1 g

Algorithms based on Gram-Schmidt techniques are usually numerically unstable due
to catastrophic cancellation in premature subtractions. That is the reason why they are
usually modified in order to avoid a great deal of subtractions before orthogonalizations.
This technique is used in the next algorithm. In this case, we compute previously all the
possible coefficients of hy (column k of H) that we can compute. Let us remember that
hji = uf Auy, then we can find the value of hg from the expression

k—1
q=Au; - Z hjru; = hpkug + hg1 gk,
j=1
hence
hip = uqu.
Now, we obtain
U1 = (4 — hipWg) /P ks

with

Ptk = ||a — hrpug||2.
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2.2 Updating

Let us suppose we know the QR decomposition of A € C™*", m > n, and we want to
compute the QR decomposition of a new matrix A; = QR;, where A; € Cmx(n+1)
m > n + 1, is the original A matrix with an additional column. Obviously, we can take
advantage of this matrix structure to get an easy algorithm that computes Q; and Rj.
Matrix Q; is the matrix made up of n + 1 columns of U in the expression (3), so only it is
necessary to compute one additional column of U to get Uj. Besides, Ry = U Ay, so the
first n columns of U; match the ones of U plus zeros to complete the n + 1 components,
and

Ri(;,n+1) =UTA(;;n+1).

2.3 An incremental algorithm based on the updating technique

From the point of view of the applications, it is interesting to provide algorithms that re-
ceives information gradually and process it in the same way. An efficient algorithm can be
designed starting from the previous updating algorithm for computing the QR decomposi-
tion of a matrix which columns are growing increasingly.

3 Experimental results

Experimental precision results have been obtained using double precision arithmetic, with
a constant number of rows of the transposed Vandermonde matrix (m = 500), varying the
number of columns (n) upto m. The resulting Vandermonde system has been solved and
compared with several methods. The experiment results have been averaged ten times. The
experiments take into account two kind of nodes: equispaced nodes in certain subinterval,
and uniformly distributed random nodes in certain subinterval. All the experiments have
been repeated using single precision arithmetic, obtaining qualitatively the same conclu-
sions.

3.1 Matrix conditioning and result precision

Figure 1(a) shows the relative error obtained using the Lapack GELS subtroutine solving a
Vandermonde least squares problem generated with different node distribution, and Fig-
ure 1(b) shows the reciprocal 2-norm condition number of each matrix.

The worst behavior is obtained when the nodes are distributed equispacedly in a subin-
terval narrower than [0, 27) (the narrower, the worse results). The best results are obtained
when the nodes are distributed equispacedly in the interval [0,27). When the nodes are
distributed randomly in the [0, 27) interval, the precision of the results are in the interme-
diate positions with worse results when the matrix is getting squared (n ~ m), following
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Figure 1: Error in Lapack GELS solution and reciprocal condition number relation

the trend of the condition number.

Figures 2(a) and 2(b) show a comparison of the relative error in the solution between
the Reichel method and the GELS Lapack method using matrices generated with equispaced
nodes and random nodes respectively, both in the [0,27) interval, with better results for
the Lapack case.

3.2 Orthogonality results

Figures 3(a) and 3(b) show a comparison of the orthogonality error, ||I — Q7 Q]||2, among
the Reichel, Lapack, Gram-Schmidt and Modified Gram-Schmidt methods, using matrices
generated with equispaced nodes and random nodes respectively, both in the [0, 27) interval.
For the equispaced nodes case, the worst results are for the Reichel method; the rest of the
methods share similar performance (with better results for Gram-Schmidt methods). For
the random nodes case, there exist a crosspoint in the behavior: before the crosspoint, all
the methods get a similar orthogonality precision, with a subtle better performance for
the Gram-Schmidt methods; after the crosspoint, the Gram-Schmidt methods loses this
precision.
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Figure 2: Solution relative error

3.3 Incremental QR algorithm results

Figures 4(a) and 4(b) show the orthogonality error, ||I — Q¥ Q]||2, and the decomposition
relative error, ||A — QR||2/||Al|2, respectively when the incremental QR algorithm is used,
observing that the performance is comparable with the non-incremental counterpart algo-
rithm results.

4 Conclusions

Vandermonde matrices are difficult to work with due to their numerical properties. In this
paper we have analyzed the behavior of several algorithms that solve the least square prob-
lem and obtain the QR decomposition of a Vandermonde matrix. The obtained peformance
is as expected: it depends strongly on the condition number and it get worse when the
matrix is becoming square. Our contribution is an algorithm for obtaining the updating of
the QR decomposition of a Vandermonde matrix, and a QR incremental algorithm suitable
for real time signal processing applications.
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Abstract

In this work we show an educational activity consisting of problem solving tasks
in Mathematics on a group work basis with a wiki. To this end, we use the software
Mediawiki which is open source and it natively allows to introduce mathematical for-
mulae using IWTEX syntax. On the other hand, it has a sophisticated system to watch
pages and its functionality can be increased by means of extensions made by a large
user community.

Key words: wikis, mediawiki, problem solving, mathematics, collaborative work, e-
learning

1 Introduction

A Wiki is a suitable platform to prepare collaborative works as an alternative to more
traditional ways of presenting works in paper or in a electronic file (.doc, .pdf, etc.). A wiki
also allows to develop cooperative learning habits. By means of the history associated to
every page of the wiki, a teacher can know in detail the contribution of each member of the
group to the proposed tasks.

The e-learning platform moodle allows to set up wikis, both for a single user and
for groups of users. However, it shows some deficiencies when introducing mathematical
formulae, which is of paramount importance in problem solving in Mathematics. Similar
problems arose with the known web site wikispaces [1] which allows to set up small wikis
for free.

The developer of the first wiki software was Ward Cunningham [2], who in 1994 made
WikiWikiWeb [3], originally described as “the simplest online database that could possibly
work”. The most known wiki is doubtlessly the Wikipedia [5], based initially on the software
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UseMod. Later, the founders of the project made their own software called Mediawiki [4]

which is currently used. The biggest wiki nowadays is the Wikipedia in English, that on

April 1st, 2012, had near four million articles. The Wikipedia is more used and is larger

than the famous Encyclopaedia Britannica, and many of its articles are more accurate.
The most important features of a wiki are:

e It has an hypertextual structure. This makes collaboration possible. Users can
create and edit articles without the necessity of knowing HTML, the language behind
web pages. It is not necessary use a web page editor either.

e Social authorship. Anyone can write and edit any article. A typical wiki invites
all users to participate, but this is not essential. The process of creating and editing
articles is very fast. The articles are very dynamic, so they are changing continuously
and they are never considered as closed.

e Change history. Every page of the wiki has a history page attached where one can
see the contributing users and the dates of every single editing. Depending on the
software, changes can be undone and it is possible to revert a page to a previous state.

Wikis in Education are also used to develop collaborative works. E-learning platforms
like Moodle [6] incorporate the possibility of setting up wikis. These can be monitorized by
the teacher in order to follow the detailed evolution of its development. It is also possible
to use open source software to create wikis, like Mediawiki, the Wikipedia engine.

Teachers also use wikis as an alternative to upload their notes on the Internet. This
has a number of advantages:

e No knowledge of the HTML language neither of web page editors is needed to create
pages in the wiki.

e It is easy to keep, update and make new contributions.
e It allows to introduce external resources.

e Depending on how the subject is organized, the wiki could be opened to the partici-
pation of the students.

2 Description of the work

The main objective of the work presented in this text is the development through a wiki of
problem solving tasks in Mathematics on a group work basis. Furthermore it is intended to
obtain and develop a number of competencies within the European higher education system
framework. The activity was carried out the second four-month period of the last academic
year in a Numerical Analysis course at the University of Oviedo, in Spain.
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During the academic year 2008-2009 the students of our course were proposed an activity
consisting of making periodically some exercises that had to be given to the teachers after
a certain period. The volunteers were arranged in groups of three or four people. The
resulting numeric mark of the assessment of the activity, up to a maximum of 2 points, was
added to the mark of the theory exams as long as the final mark did not exceed 10 points.
A problem we noted was that the real contribution of every student to the work could not
be determined.

During the academic year 2009-2010 we carried out the educational activity described in
this document. The organization was similar to that of the previous year with the important
difference that now the exercises had to be solved on a wiki. For every exercise a deadline
was fixed. Beyond the deadline the permission to edit the corresponding pages of the wiki
was revoked.

Since we are dealing with mathematical problems, it is necessary that all sort of math-
ematical expressions can be introduced in the wiki. The builtin wiki module of the moodle
elearning software allows the inclusion of formulae with IWTEX syntax [8], but we found it
too buggy. Instead, we decided to use the free Mediawiki software, on which the famous
Wikipedia relies. The features of Mediawiki can be extended by means of a big number
of add-ons made by the user community. Moreover, it is possible to insert natively in the
articles mathematical expressions using ITEX syntax.

Although the features of Mediawiki to introduce mathematical formulae are actually
satisfactory, we decided to add extra functionality by installing an extension named Wiki-
tex [7]. Wikitex allows to insert in the wiki not only mathematical expressions of arbitrary
complexity, but also graphics (made with GNUplot [9]), chess matches, several kinds of
diagrams, etc.

We were aware that most of the students had little or no knowledge of I¥TEX. This fact
did not have to prevent the students from doing the work so we offered two alternatives to
make the process easier: an exhaustive IATEX tutorial was made in the wiki itself and also
the students could use the Mathtype [10] software that includes an equation editor capable
of exporting to the mediawiki format.

In Mediawiki, the main page of an article comes with its corresponding discussion page.
This is useful for the group members to organize their work and exchange ideas. Since
the wiki can be accessed on the Internet, the students can work in the wiki without being
physically in a meeting. They only need to have a computer connected to Internet. This is
a clear advantage against other more traditional collaborative work strategies.

The history of the wiki plays an important role. The teacher can know in detail the
contribution of each member of the group to the proposed work by looking at the history
associated to the relevant pages. This allows to measure the collaboration inside the group.
When the students gave a hard copy of their works, this kind of evaluations could not be
done objectively. In Mediawiki, the page history allows to compare different versions and
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undo changes. This way, a page can be reverted to a previous state.

3 Assessment process

The assessment process was based on a rubric. We give the details in this section.

3.1 Rubric

Once finished, the exercises were checked on printed versions that later were given to the
students. We also considered the possibility to make the corrections in the wiki itself, but
eventually we gave up the idea since we did not have enough time. The task of checking the
exercises in the wiki is certainly very interesting from the students learning point of view
and it will be taken into account in future activities. In the wiki, the students could easily
check both their own exercises and those from other groups.

For each student, the exercises were marked following the next rubric:

Category 4 3 2 0—1
Neatness and | The work is The work is The work is The work
Organization | presented in a | presented in a | presented in an | appears sloppy
(15%) neat, clear, neat and organized and
organized organized fashion but unorganized. It
fashion that is | fashion that is | may be hard to | is hard to know
easy to read. usually easy to | read at times. what
read. information
goes together.
7.5—10 5—174 2.5—-49 0—24
Explanation The level of The level of The level of The level of
and explanation explanation explanation explanation
Completion and completion | and completion | and completion | and completion
(35%) is at least 75% | is between 50% | is between 25% | is under 25%
and 75% and 50%
4 3 2 0—-1
Oral Test The student The student The student The student
(up to 50%) has answered has answered has shown has not
properly to the | quite correctly | difficulties to answered
questions asked | to the answer the properly to
by the teacher, | questions asked | questions asked | most of

showing a good
knowledge of
the exercises

by the teacher

by the teacher

questions asked
by the teacher
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Note the existence of an oral test. This was compulsory. Although several students
decided not to do the oral test (so they were ruled out in the activity), the percent did not
reach the 5% of the total number. Taking advantage of these tests, we made an opinion
poll to know the students’ opinion about the activity.

3.2 Computation of the final marks of the exercises

We considered two marks for each exercise, namely:
e Neatness and Organization (n1): 0 <mn; <4
e Explanation and Completion (n2): 0 < ng < 10

On the other hand, the students had to defend their work in an oral test, after which they
got a mark n3, 0 < ng < 4.

If a group made IV exercises of a total number of M, the final mark ny of every member
of the group, computed up to 2 points, is given by:

N

Ma 0§7”Lf§2,

ny=(p+q)

where

(@) (@)
2 ny Ny
= — —0.15 + —=-0.
P Ni1<405 10035),

—p if ng =0,
—0.25 ifng =1,
g=140.25 ifng=2,
0.75  ifng =3,
1 if ng =4.

\

Note that a bad mark in the oral test (n3 = 0 or 1) causes the final mark ns to be
decreased. Finally, the mark ny was added to that of the theory exams as long as the
resulting number was not greater than 10 points.

4 Conclusions

We have confirmed the advantages of working with a wiki against more traditional ways of
group work. The teacher can track the students’ progresses any time and the works can be
accessed in a single location. Besides, he can know each individual contribution inside the
group by means of the history pages. On the other hand, the students can work with just
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a computer with Internet connection. The wiki has discussion pages that students can use
to organize their work and exchange ideas.

We think that this experience has been really positive from the point of view of both the
teacher and the students. Furthermore, this activity made it possible that many students
worked with a wiki for the first time. This may stimulate them to write an article for the
Wikipedia in the future.

We plan to extend this activity to other subjects in Mathematics. We also intend to
do the revision of the exercises in the wiki itself, both by teachers and students.
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Abstract

We introduce a practical algorithm to automate the simulations of solitary wave
solutions of some nonlinear dispersive wave equations. The full discretization consists
of a spatial discretization with a local basis and an invariant preserving time integrator.
The algorithm includes a dynamic cleaning of dispersive tails and an automatic detection
of the complete separation of the main pulses.
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1 Introduction

The purpose of this work is to develop a dynamic algorithm for the simulation of solitary
waves. This subject requires to pay attention to some numerical problems. In many situ-
ations the numerical solution evolves into a main pulse or train of pulses along with some
small waves of different nature that sometimes form dispersive tails. This is the case, for
example, when managing with small perturbations of waves or when studying the interac-
tion of two or more solitary waves. Then the use of a finite computational window along
with periodic boundary conditions forces to ‘clean’ the solution: isolating the main pulses,
eliminating somehow and sometime the tails and turbulences, and leaving the main pulses
alone to evolve.

The simplest case to study is the perturbation of an only solitary wave which evolves
into one main pulse along with dispersive tails [2].

Another interesting case in which we focus now is the interaction of two solitary waves.
In this case, the computation of the cleaning region is more complicated. Taking into
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account the periodic boundary conditions, when the waves are ‘completely separated’ there
will be two cleaning intervals, while in other case there will be only one. That is why, it
is essential that the algorithm detects automatically when the interaction starts and when
the waves that appear after the collision are completely separated. The algorithm that we
propose cleans the dispersive tails and turbulences that appear so that they can not alter
the new solitary waves that arise after the collision. Moreover, this algorithm allows to
carry on the experiment in order to study several consecutive collisions.

Although our algorithm can be used for a wide class of partial differential equations,
we here consider the BBM equation

U + Up + ULy — Ugzr = 0, (1)

where u = u(x,t) is a real-valued function of the two real independent variables z,¢. This
equation appear in certain models about the propagation of small-amplitude, nonlinear,
dispersive long waves [4, 5]. Solitary wave solutions of (1) are of the form

u(z,t) = Asech?(K (x — ct — Lg)), A=3(c—1), K= %\/1 - %, (2)

where the parameter ¢ > 1 represents the velocity of the wave.

2 Description of the algorithm

We consider the discretization of the initial boundary value problem for the BBM equation
with periodic boundary conditions

Up + Uy + Uy — Utgy =0, x € [0,L], t>0,

u(0,t) = u(L,t), (3)
ug(0,t) = uy (L, t),

u(z,0) =up(z), z€][0,L]

The cleaning technique that we propose requires a spatial discretization with local
character so that the cleaning of small perturbations does not alter the whole computational
window and therefore the main pulses. In this work we are going to consider cubic finite
elements although other options are also possible.

On the other hand, in order to choose a suitable time integrator it is important to
take into account that the semidiscrete system obtained after the spatial discretization
retains a Hamiltonian structure and has as conserved quantities the corresponding discrete
versions of the invariants of the original problem. The conservation of these invariants
quantities through the numerical integration is a convenient property for a time integrator
[1, 3]. Taking this fact into account there are still several possibilities. Between them we
have chosen the classical implicit midpoint rule. This symplectic method presents a good
behavior with respect to the invariants of our problem while at the same time it is quite
easy to implement letting us focus on the implementation of the algorithm.
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2.1 Cleaning technique

Let us explain now very briefly the cleaning technique. For simplicity, we consider the
case when the initial condition in (3) has evolved into an only main pulse along with some
turbulences, although in Section 2.2 it will be used for the case of two pulses. Our cleaning
technique calculates in a dynamic way a suitable cleaning region for which a relation between
the velocity, the amplitude and the ‘support ’ of the main wave is assumed. In this context
the term ‘support ’ associated to a previously fixed tolerance € will represent an interval
where the profile is greater than . This relation could be estimated if it is not known in
an exact way (see [2] for details).

In order to clean at time ¢, of the computation, the point %,,4,,, Where the numerical
solution attains its maximum absolute value is calculated with the maximum accuracy that
the spatial discretization allows. For this, a first estimation Znqq,, is done by means of
the numerical velocity ¢, of the main wave. Then, the maximum nodal value zjmqzn is
calculated reducing the search, for efficiency, to the nearest nodes to Zyqz,n. Finally, pmazn
is found by calculating the point where the cubic Hermite piecewise interpolant associated
to the numerical solution in the adjacent intervals to Zjmas,n reaches its maximum.

Once the point %44, has been found, the algorithm computes the supports of the
solitary wave with velocity ¢, associated to two given tolerances e1 > e2: (Bin,B2n) C
(71,15 72,n), both centered at zy,qz.,. Then, the solution is set equal to zero outside (1,5, 72,n),
while in the intervals (71, 81,n) and (525, 72,n) a cubic interpolation is implemented in or-
der to obtain a smooth enough numerical approximation.

2.2 Algorithm for simulating the collision of two solitary waves

Now we focus on the case of two solitary waves. That is, we assume that the numerical
solution consists of two main pulses traveling with different velocities. We propose an
algorithm for simulating the interaction of both pulses, cleaning in an automatic way the
turbulences that appear due to the collision. Moreover, the cleaning technique will let to
carry on the experiment in order to study the successive collisions of the waves formed after
each interaction, which is possible due to the periodic boundary conditions.

At each time step t, the algorithm is going to consider three intervals associated to
each of the two main pulses (we use superscripts to refer to each pulse). Two of them are
the ones associated to the cleaning procedure: (Byr)b, ng), (fy&i, ’yéjr)L), for j = 1,2, following
with the notation of previous section. If 7 7 ’ 7

1 1 2 2
(S A8 = 0

and therefore the waves are completely separated, there will be two cleaning intervals (we
can clean ‘between’ both waves), while in other case, there will be only one.
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Notice that in order to apply the cleaning technique in this case, the points x%zxn, x%}mn

where each main pulse attains its amplitude should be calculated. Nevertheless, this can
not be done during a short period of time when the collision is taking place, and an esti-
mation should be done instead of computing these points as mentioned in Section 2.1. In

order to determine this period of time, two more intervals (agj%, agj ) ), centered at m%?mn

for 7 = 1,2 and smaller than the previous ones are needed. The interval (agj’%, ag?)l) is the
support of the solitary wave with velocity cgf ) associated to a given tolerance €3 greater that
the previous ones €; and e9. Then, if

1 1 2 2
(o). a8y =0,
then points x%m, x%?wn will be calculated as explained at Section 2.1, and otherwise an
estimation should be done.

Numerical experiments confirm the good properties and usefulness of the proposed
algorithm.
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Abstract

We introduce a hierarchical approach for secure multicast where rekeying of groups
of users is made through a method based on Euclid’s algorithm for computing GCD.
We consider tree arrangements of users and a distributed protocol by groups with group
managers that may help both distributing the information and detecting some possible
inner attacks.
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1 Introduction

Multicast communications allow a host to simultaneously send information to a set of other
hosts, avoiding the establishment of point-to-point connections with all of them. There
exist many situations where multicast reveals to be the most suitable way to distribute
the information such as pay-per-view IPTV or P2PTV, private multiconferences, or any
private service that involves several participants or clients. This has increased the interest
in researching on appropriate protocols for secure multicast. Some surveys on this field can
be found in [2], [9], or more recently in [12].

In [3] the authors made a computational approach to the problem and introduce a
solution based on the Chinese Remainder Theorem, the so-called Secure Lock. However, as
shown in [4], computational requirements become quickly huge as the number of user grows.
To reduce the number of computations, in [10], a divide-and-conquer extension of Secure
Lock is introduced. It combines the well-known Hierarchical Tree Approach, [11] and the
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Secure Lock. The authors propose an arrangement of the members as in a HTA, and use
Secure Lock to refresh keys on each tree level.

In [7] the authors introduce a new computational method based on Euclid’s algorithm
for computing the greatest common divisor of two integers that shows to be adequate in
an environment where users are constantly joining and/or leaving the system with low
communication overcomes and key storage and gets forward and backward secrecy: new
members cannot decrypt information multicasted before their arrival and those leaving the
multicast group are not able to access the encrypted information after their departure.
The protocol has three parts: a key distribution scheme, an alternative key refreshment
authentication and a validation protocol between authorized users. This scheme was object
of a cryptoanalysis in [8], but positively addressed in [1]. However, as shown in [7], the
length of the rekeying messages grows linearly as the number of users.

The aim of this work is to show how properties of the Euclid’s approach combined
with the hierarchical tree approach gives rise to a powerful method that allows to multicast
messages in environments with huge and highly dynamic audiences with very low commu-
nication overcomes, including the length of the rekeying messages. We will show also how
the use of Euclid’s approach becomes natural in some hierarchical tree situations from the
properties of the prime numbers, certainly “the core of this method”.

The structure of this paper is as follows. Firstly we recall briefly Euclid’s protocol for
multicast. Then we discussed rekeying messages in a hierarchical tree distribution of users
and in situations where users have different attributes for accessing different services or
information. These approaches constitute centralized protocols, i.e., a single entity is in
charge of creating and distributing the rekeying messages. Finally, in the last section we
introduce a distributed situation where our approach is also suitable because of its nature.
Now some detached users, namely, the group managers, are in charge of creating rekeying
messages from an original one coming from the Key Server for their corresponding controlled
groups. This distributed approach is particularly appropriated when trying to avoid certain
type of attacks that can be developed by legal users as we will show.

2 Join and leaves in HTA+Euclid approach

As in HTA and the Secure Lock + HTA approaches, our proposal uses the divide and
conquer strategy. As in the Secure Lock+HTA case, the number of transmissions is reduced
with respect to the HTA case, the computational requirements at the Key Server’s side are
still very low and the length of rekeying messages is considerably reduced, so we can give
service to a much bigger number of users without delaying in rekeying operations. The idea
is exactly the same as the one introduced in [10]. However let us assume a more general
scenario than that considered in [10, Section 3.4]. Consider a hierarchical tree with a depth
of 4, i.e., the number of levels below root is 3, and a degree of n, i.e., the number of children
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Key Server

Figure 1: Hierarchical Tree

below each parent node is n (see Figure 1).
Let us assume with out loss of generality that user 1 wants to leave. It can be easily
observed that we need the following messages to refresh the key and preserve forward secrecy.

1. Key Server — {2,...,n}: E(Ps, Pi, P11), being Pg the session key at the Key Server
and using the private information hold by users {2,...,n}.

2. Key Server — {n+1,...,n%}: E(Ps, Py,) using the private information Py 9, -+, Py p.

3. Key Server — {n? +1,...,n3}: E(Ps) using the private information
P27 o 7Pn-
where P;, P;; are prime numbers for every ¢ = 1,...,n and j = 1,...,n and by E(—) we

mean the encryption of the corresponding information using the Euclid’s approach, i.e., in
the first message E(Py) = u = P! mod [}, P1 .

We also detach that if we are dealing with primes of 1024-bit length, then the length
of messages 1, 2 and 3 are about 3-n-128, 2-n - 128 and n - 128 bytes respectively. These
means, in case n = 100, that we are giving service up to one million users and messages
are about 37kb, 25kb and 12kb respectively and the computing time to generate them does
not depend on the number of users, since operations are just multiply or divide by a prime
a product of primes, say L, select a new value k for § = k + p and calculate the greatest
common divisor of L and § in case we are dealing with the session key. In the other cases,
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Figure 2: Hierarchical Tree Multilevel Security

computations reduce to the calculation of the inverse of prime module modulo the product
of some other different primes.

3 Multilevel security and Euclid’s method

As it was show in the previous section the Euclid’s algorithm allows to deliver efficiently a
secret to a huge plurality of users. But this can be also used to rekey in environments with
a key hierarchy as the Secure Lock case (cf. [10, Section 4]). The argument is essentially
the same although we will describe it since depending on the situations we could simplify
it in some way.

Assume first that the audience is composed by a huge amount of users, for instance in a
Pay-Per-View TV broadcasting and that we have four levels of service. In the highest one,
T, we get the complete set of services offered, let us say movies, sports, entertainment and
general channels. Then we have a reduced version where not all the services are obtained, a
packet containing sports, entertainment and general channels, namely R. The third category,
E, could be formed by just entertainment and general channels and, finally, the basic packet,
B, offering simply general channels. This situation is represented by Figure 2. In this case,
the protocol is exactly the same as that introduced [10, Section 4.2] and we do not encounter
any problem with computational requirements as outlined in that case, where this method
is applicable to just situations where the number of users is reduced due to this fact.
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4 Group controllers, a decentralized protocol

Euclid’s approach is also applicable for a decentralized protocol. These architectures divide
management of large groups among subgroups with a trusted agent in charge of each sub-
group. The best known example is probably Iolus ([6]). The situation we are proposing is
as follows. Audience is divided into subgroups, each one managed by a trusted agent or
group manager and there is a Server in charge of distributing contents, encrypted with a
session key and assigning private information to new users and to group managers. Infor-
mation provided by the Server, besides the above mentioned encrypted contents consists of
the following:
Initialization steps

1. Users are distributed by groups {G1,...,G,}, each one managed by a trusted user
or group manager u; of group Gj, j = 1,...,n, as shown in Figure 4. The Key
Server assigns a prime p;; for every user u;; in group G in the system, including the
corresponding primes for the group managers, that we will denote by p;.

2. The Server calculates the products Lg = [/, p; and L; = Hfi 1 Dji
3. The Server sends individually {L¢, L;} to u;, the group manager of G;.

Distributing the information
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1. The Server encrypts the information with a session key Kg and sends it to the group
managers using Lg.

2. The group manager receives the encrypted key and decrypts it using p;. Then sends
K using L; to users uj; in group Gj.

3. Each user u;; gets Kg by using p; ;.
Rekeying messages

1. A rekeying message without a user joining or leaving the system just runs as above.

2. If user u;; leaves or joins the system, then the Server calculates the new L;.

(a) The server sends individually L; to u;.

(b) The new session key is distributed as explained above.

4.1 Security on the distributed approach

As pointed out in the introduction, in [8] the authors proposed a “man in the middle
attack” against the FEuclid’s approach that is easily avoided, as for any cryptosystem, by
adding some information that provides authentication to distributed messages. In [7] an
authentication protocol associated with the key distribution protocol based on the Euclid’s
approach was introduced. In [8] the authors also show an attack on this authentication
protocol using a multiple of the product L; that can be calculated by any member in G;.
This was addressed in [1] in several manners, but one of them is specially appropriated to
the distributed situation. In that case (cf. [1, Section III}), it was shown that the attack,
developed by a legal user, can be detected by users whose private information is less than a
determined bound, namely some random information that is selected by the attacker. The
easiest way to avoid this is, as noted in that case, to assign the group manager a prime p;
that is less than any other prime p;; in group G;. In this way, the group manager will detect
the attack without making the Server intervene in the authentication process of internal
messages in group Gj.

The same attack can be developed at a higher level by one of the group managers.
However, there will exist one of them, that one holding the least prime of all p;, that
will detect the attack. In case groups corresponds to groups with a different status in the
hierarchy, what is advisable to avoid this attack is that the group manager of the group with
highest priorities holds this detached prime and that the other primes are distributed from
the least to the highest in the inverse hierarchy of groups, i.e., those managers corresponding
to groups with higher priorities will have the least primes.
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Abstract

Recent studies are focusing on how social networks impact the learning process and
how students organize themselves to face collaborative tasks via these networks, as
well as their impact on the learning outcomes of the students. In a number of these
studies, learning social aspects are analyzed, showing, among other issues of interest,
that participating in social networks positively affects students’ self-esteem. This paper
proposes to seize social networking through the usage of conceptual maps designed for
university courses. These maps are enriched with with links to related courses, resources,
social networks, provided in a way that smartphones and tablets can manage it.

Key words: mobile learning, ubiquitous learning, social networking, conceptual maps

1 Introduction

The human being is inherently a social entity and as such depends on the rest of individuals
of the community to develop. The human being needs to be part of a group (family, team,
etc.) and the fact of not belonging to one is a handicap for the individual identity. As
the person develops and interacts, his/her group is particularized and customized with new
contacts. A person then, creates a network of contacts collected from every group that this
person encounters during a life cycle (work, university, etc.). The major disadvantage of
these groups is that they are disjoint, for it is rare—and time consuming—to find points
in common between individuals in order to build an homogeneous net. Therefore, the
individual needs the group and the group is built upon the individual.
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The appearance of the Web 2.0 as a phenomenon where anyone of us can be a producer
and a consumer of content has been the catalyst for on-line communities, which turns
the Internet into the necessary glue between the mentioned counterparts. From a social
perspective, a social network provides paths to make contacts, to become part of a group,
and not only that, to be an outstanding member. There are many studies devoted to
social networks’ impact on learning processes. Some also address how students organize
themselves to face collaborative tasks via these networks, as well as their impact on the
learning outcomes [3]. In [6] learning social aspects are analyzed, showing, among other
issues of interest, how participating in social networks positively affects students’ self-esteem.
This paper presents a tool that seizes the interesting learning benefits that social networks
offer, together with the enriched conceptual maps designed to be used in smartphones and
tablets.

2 Social Networking and informal learning

By using social networks we find an interesting path to avoid role based barriers, which
are the most evident handicaps for learning. Two different types of social networks can
be defined according to the structures (formal and informal) of information exchange in
the organization, formal networks and informal networks. Each network has its drawbacks
and strong points. We think that a convenient architecture combines both networks, the
proportion and the interaction is still a factor to be considered in each case. For instance,
formal networks are composed by individuals aggregated according to their specialization.
This leads to structural holes (unconnected clusters) like at the University, where teachers
generate contents and students can only consume it. Only those individuals who have access
to different clusters in the network are able to build bridges that remove such structural
gaps and can generate proposals based on their broad perspectives. In informal networks
the aggregations are created through trust relationships that arise between members of the
same organization. The longer two individuals are emotionally involved, the more time and
effort are both willing to invest for the benefit of each other, whenever collaborative barriers
are overcome. This includes the collaborative effort, so poorly valued in higher education.
Removing the role-based barrier would favor a learning process that could complement the
traditional learning process in the University. The social networks that should be part of
the learning process are both formal and informal networks. In any organization and in
the University in particular, we can find two different ways to build knowledge, the formal
network infrastructure and the informal one. We enhance the informal infrastructure as an
useful complement to the formal infrastructure. In our proposal, the courses are informally
related and the student does not feel forced to learn. Barriers among courses are removed
by integrating concepts from each course. Students are demanding channels through which
they can freely speak their minds. Places where they can meet other students and establish
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relationships that would be impossible to create otherwise. As a result of this, they are
motivated to capture and exploit more information and in a more convenient way, while
participation in work groups also improves. Conventional social networks are a constant in
the life of the university student. In this sense, social networks are already integrated in
campus. It is true that these networks tend to weight up leisure versus intellectual tasks.
But if general purpose social networks are properly used, they can motivate the student to
enhance his/her cultural perspective. Gaining recognition in this virtual community is an
asset that everyone is looking for. The way to reach this resides in the way the student
manages and shares knowledge. Here is where another hot topic appears: is it common
that a student shares the knowledge that makes him/her unique? It is obvious that sharing
knowledge may make a student lose his/her privileged position, but this investment is
proved to have a highly valued social counterpart [1]. According to certain theories of social
learning, there are three elements that affect the learning of the individual: the individual
itself, his/her peers and the situation. We are trying to act on these three, by motivating
the individual, connecting him to others and letting him do-it anytime, anywhere. Learning
can thus be understood as a social process in which students interact with their peers.
Learning, on the other hand, depends on social context, such as the student’s observations
and interactions with others. Then, the success in achieving learning goals depends on
the participation in social settings and on the way the group approaches the situation in
which knowledge must be generated. In social networks, students have an extraordinary
ability to express themselves, to establish relationships with others and to interact with
them (without temporal nor geographical restrictions) in order to cover the learning needs
that arise.

2.1 Personal centers for innovation

Social Networking can also be used as a knowledge backup. In [?] we can find an illustrative
example of an Accenture employee who got an offer for a position at another company. As
no access to the Accenture’s knowledge platform was available, this worker decided to open
a hub for his personal innovation. He got connections to peer workers and new paths to
discover products and projects were opened. To get this, one need to invest too much
time and efforts to get a real payoff. All this came down to a useful digital trade mark
for him.This digital identity made him be invited by relevant blogs and on-line firms to
get his opinion on diverse points. From scratch, we think that promoting students to build
their own digital identity in order to reach a personal trade mark that allow them to gain
momentum is a must for educational instructors. In this sense, the work presented here tries
to enable any student to access educational content from everywhere at anytime. To provide
ubiquitous content, a framework to build conceptual maps linked to content in the Internet
(to be downloaded at demand) is required. Upcoming sections are devoted to demonstrate
how smartphones and tablets are perfect tools to learn. Section 4 shows the solution that
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we propose to achieve this goal.

3 Mobile Learning : Smartphones and tablets

We can define it in a very simplistic manner: It is e-learning through mobile computational
devices. Another feasible definition, combined with distance education: Mobile learning is
learning with a specific device, at any time, any place. The device must be capable of pre-
senting learning content and providing wireless two-way communication between teacher(s)
and student(s). Adding Social Networking to the equation, Mobile learning could be under-
stood as a new way of learning using mobile networks and tools,with the aim of expanding
digital learning channel to get educational information, resources and services anytime,
anywhere.

People do not access to social networks unless they do see a clear advantage (utility
principle). As smartphones offer more and more facilities such as accessing the Internet
through 3G networks, people is accessing social networks through their smartphones to
do useful tasks instead of wasting time doing nothing while waiting the bus, i.e.. So, two
aspects, useful for learning, can be combined here: smartphones (or tablets) and the access
to social networking. Studies such as the one conducted by Dough Vogel et al in [5] shows
that mobile learning is shown to be useful to learn. Digital natives are, therefore, at the
center of their own personal learning environment (e.g., smartphones, tablets, iPods, etc.)
and in contrast to this, limited attention has been given to the impact on learning of
mobile devices and associated applications in education. This is why MindMaps is presented
here. Usage of mLearning and social networking is further correlated with performance
as exhibited on exams (as our we can tell from our experiences). Particular attention is
given to the pattern of mobile learning application use, e.g., for exploration of alternatives.
We can enhance learning motivation by emphasizing the importance and applicability of
the material and by trying to connect the material to students’ intrinsic motives. They
particularly note that learning motivation is likely to be greater if a student feels a particular
class is consistent with their interests and with personally satisfying career goals. However,
learning motivation is malleable and can change over time. In mobile learning environment,
students not only study in the classroom or computer but also in any place thanks to their
mobile devices. In this paper, we build a learning model based on a tool to navigate through
connected conceptual maps, where items are linked to social networks, to University LMS,
and enriched with links to resources. The teacher can create conceptual maps for his courses
and connect them to other courses’ maps, can provide meta-information for each concept so
the student can go for alternative information in social networks, the student can also get
only summarized resources into his mobile to study the course while waiting the bus, i.e.
We are using both devices, smartphones as the primary device from the students’ side and
tablets pcs (TPC) for lecturers. Studies like the one done in [4] states that using the tablet
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PC as a lecturing device offers the instructor a new set of tools upon which their teaching
can be based as it provides the instructor with an extended set of educational tools. From
the perspective of the audience, the TPC allows the instructor to maintain a connection
with their students. In [2] it is shown how this learning model based in smartphones and
tablet pcs, enable a way of knowledge sharing, with the tool that we present in this paper,
we intend to extend these characteristics to certain social networks where learning and
intelligence sharing can be boosted.

4 MindMaps. Our solution

It has been proven that smartphones and tablets are a new chance for students and teach-
ers to seize a new methodology that seems to be better than many others because of its
ubiquitous and how the content is summarized to be distributed to such devices. Also,
connectivity in these devices is wisely used to access on-line resources when idle time slots
occurs, so time is now better employed than before. The tool we are presenting here is
designed to seize the advantages underlined for smartphones and tablets in the learning
context, but also to let the students explore and get extra motivation for what they are
learning. The application is divided into two sections, one for faculties and the other one
for students.

Figure 1: Using MindMaps from smartphones
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The student uses his smartphone to download maps, and navigate through each concept,
in formal or informal networks. The teacher can also leave PDF documents, videos, etc.
associated to each concept to provide further information. The teacher creates his own
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maps, and leave them in the institutional LMS (learning management system) used by the
students. In Fig. 1 the connection to the course content designed by the teacher is shown.
Fig. 2 shows the side of MindMaps for teachers. Each concept can be enriched with extra
content or links to other maps or social networks (in this case using the tags that the teacher
provides).

Figure 2: Creating Conceptual Maps and Linking them to other maps or content (in LMS
or in Social Networks)
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(b) MindMaps allow you to link items to other maps (in the institutional LMS)
or to Social Network content. This map is later saved as an exportable file for
smartphones or tablets

In Fig. 3 the map is displayed in the smartphone as shown in Fig. 3(a). When the
student interacts with the map, on a certain concept, a context menu appears to let him
download the resources provided by the teacher, or by explore social networks for that
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concept, or link to other maps (from the same course or from other courses that are re-
lated). The student is always provided with a track of the maps he followed to be always
contextualized.

Figure 3: MindMaps are accessed by students anywhere, anytime by simply accessing or
downloading the map file form the LMS server. When an item is touched, a context menu(b)
appears allowing the navigation proceed to other maps, social networks or content.

Pensamiento critico

Generar ideas

Evaluar compresion

Dudas sanas Alta motivacion

(a) Main Map for a course (b) Menu  (c) Submap accessed through the context
menu.

5 Conclusions

In general, our results provide some support for our research model, see Fig.1, and associated
postulates. Empirically, those students who were motivated to use the mobile applications
tended to achieve higher levels of performance as indicated on their proof exam. This is
independent of whether the motivation was intrinsic or extrinsic noting that fewer than
half of the students could download and use the application as a test group. The final
exam included a question to gather information about their real comprehensive knowledge
(Q10. Please explain which is the relationship between units of this course and give reasons
why the units are ordered in such way): those who used MindMaps answered correctly,
those who didn’t, provided obvious answers. We can conclude that those who received
extra knowledge, that contextualized it and were motivated to do so, gained extra skills
from this course that is to be useful for the courses related (and they are aware). From the
technical side, we could check that the tablet PC offers many advantages over the traditional
blackboard approach to improve the overall learning experience of the students. It enabled
the instructor to engage students more thoroughly through the use of added multimedia
content.

©CMMSE Page 116 of 1573 ISBN:978-84-615-5392-1



MINDMAPS, A TOOL FOR MLEARNING

Acknowledgements

Our sincere gratitude to José Luis Lopez Lopez, for his valuable work and advices during
the development of MindMaps. José Luis Lopez Lopez is a student that extended and
improved MindMaps for his Bachelor’s degree.

References

[1] Peter Marks, Peter Polak, Scott McCoy, and Dennis Galletta. Sharing knowledge.
Commun. ACM, 51(2):60-65, February 2008.

[2] N. Matsuuchi, T. Yamaguchi, H. Shiba, K. Fujiwara, and K. Shimamura. Collaborative
learning system providing interactive lesson through tablet pcs on wlan. In Information
and Telecommunication Technologies, 2008. APSITT. Tth Asia-Pacific Symposium on,
pages 47 —51, april 2008.

[3] Zhengzheng Pan. Trust, influence, and convergence of behavior in social networks.
Mathematical Social Sciences, 60(1):69-78, 2010.

[4] M. Stickel. Impact of lecturing with the tablet pc on students of different learning styles.
In Frontiers in Education Conference, 2009. FIE °09. 39th IEEFE, pages 1 —6, oct. 2009.

[5] Doug Vogel, David M. Kennedy, Kevin Kuan, Ron Kwok, and Jean Lai. Do mobile
device applications affect learning? In System Sciences, 2007. HICSS 2007. 40th Annual
Hawaii International Conference on, page 4, jan. 2007.

[6] Angela Yan Yu, Stella Wen Tian, Douglas Vogel, and Ron Chi-Wai Kwok. Can learning
be virtually boosted? an investigation of online social networking impacts. Comput.
Educ., 55(4):1494-1503, December 2010.

©CMMSE Page 117 of 1573 ISBN:978-84-615-5392-1



Proceedings of the 12th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2012

July, 2-5, 2012.

Effects Of Diffusion And Transmembrane Potential
On Current Through Ionic Channels

Daniele Andreucci!, Dario Bellaveglia!, Emilio N.M. Cirillo! and Silvia
Marconi'

L Department of Basic and Applied Sciences For Engineering
Section of Mathematics,
Sapienza University of Rome Italy

emails: daniele.andreucci@sbai.uniromal.it,
dario.bellaveglia@sbai.uniromal.it, emilio.cirillo@uniromal.it,
silvia.marconi@sbai.uniromal.it

Abstract

We report on some recent results on the modeling of ion exchange through cell
membranes, with special attention to the issue of selection of preferred ionic species
in the presence of different transmembrane voltages and different concentrations in the
cytosol.

Key words: ionic channel, potassium channel, gating, selectivity

1 Introduction

Biological literature has been dealing with potassium currents across cell membranes for a
long time (see, for instance, the reviews [3, 10]). The ubiquitous presence and the impor-
tance of ionic channels selecting potassium for transmembrane exchange are by now well
established.

In the modeling of the large variety of existing ionic channel types it is generally accepted
that they all form selective pores in the cell membrane which are able to switch between
an open state and a closed state. The open state is the one, obviously, that allows for
permeation of a selected ionic species (potassium in K*—channels).

Such change of state, which is called gating, is stochastical in character. Its relation to
selectivity, i.e., the ability of the channel to allow the flux of a particular ionic species, is
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not yet completely understood. The way in which either one is achieved can be different
from channel to channel [6].

Some models, see [5, 7, 8, 9] describe to some extent the dynamics of ion permeation
through the selectivity filter of the channel. In this kinetic approach the concentration of
the ionic species in the cell is modeled as a constant parameter. In [2], following [11], we
introduced a model where the channel is lumped to a two state stochastic point system, but
the interaction between the dynamics of the ions inside the cell and that of the selectivity
filter itself is taken into account. That is to say, the channel is seen as a part of the cell
more than as an isolated structure. In that paper both an analytical and Monte Carlo study
showed the possibility to achieve gating via selection. A continuos version of the model has
been investigated in [1].

Here we deal with a modification of that model, aimed at taking into account the effect
of an external voltage difference through the cell membrane. For simplicity we confine
ourselves to a one-dimensional implementation of the model, where exact calculations can
be carried out for the stochastical quantities. Our purpose is to predict the behavior of the
current—voltage curves. The model is then defined to mimic the three effects that seem to
be the most relevant in the process: (i) diffusion of the ions inside the cell; (ii) dynamics of
the selectivity filter; (iii) dynamics of the ions inside the channel.

We compare the current—voltage behaviors predicted by our model with those measured
in experiments [4] and find them to be in very good agreement.
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Figure 1: POTASSIUM FLUX AT DIFFERENT CONCENTRATIONS. Experimental measures
(symbols) and model predictions (curves) at the concentrations of 20, 50, 100, 200, 400, 800
mM (from bottom to top).

©CMMSE Page 119 of 1573 ISBN:978-84-615-5392-1



D.ANDREUCCI, D.BELLAVEGLIA, E.N.M. CIRILLO, S.MARCONI

Current (pA)

s s s
0 50 100 150 200
Vol tage (nV)

Figure 2: FLUXES OF DIFFERENT IONIC SPECIES. Experimental measures (symbols) and

model predictions (curves) at the concentration of 100 mM for the species Rb* O, NH, X,
TIt x, Kt +.

2 Results

In Figure 1 we compare the experimentally measured current of K ions with the one
predicted by our model according to the relation

I=25Sfx, (1)

where f represents the flux (in number) of K™ ions, and S; is a parameter of the model
connected to the diffusivity of ions in the cytosol; we omit the explicit definition of fx.
In reading the results in Figure 1 one should keep in mind that the different parameters
appearing in our model have been tuned to fit the curve corresponding to concentration
800 mM there, and that the other curves have been fitted by using only Sy in (1) and the
probability p that the channel is open. Similar results can be obtained by using only either
one of Sy, p.

In Figure 2 we report the predictions of the model for currents of other (selected by the
channel) ionic species: rubidium Rb™, thallium T1*, ammonium NHI, and again potassium
KT, all at the same concentration of 100 mM.
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Abstract

In this paper we present and analyse a simple model for disease transmission among
two different geographical locations. Our goal is to unveil the role of the migration
coeflicients on the disease evolution and to understand what happens to the system
on the whole if some external disturbances modify the system topology or the indi-
viduals habits. The analysis discusses these modifications as possible tools for disease
eradication.
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1 Introduction

The role of diseases in shaping populations dynamics is widely recognized. Mathemati-
cal epidemiology has progressed in the past century to provide the epidemiologists with
instruments apt to forecast the disease evolution and take suitable measures agains their
propagation. In fact, it is mainly due to mathematical results that in 1980 the WHO has
discontinued worldwide the vaccination against smallpox, thereby declaring this disease,
which has affected humanity for centuries, eradicated.

In this paper we consider a simple system in which two patches are present. One
population occupies them both, and can migrate from one to the other one. We investigate
the stable states and discuss how they are modified when communications between patches
are interrupted and when only some of the individuals are able to migrate.

!This paper was completed and written during a visit of the third author at the Max Planck Institut fiir
Physik Komplexer Systeme in Dresden, Germany. The author expresses his thanks for the facilities provided.
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Figure 1: Scheme of the model

2 Model formulation

We consider two compartmentalized environments containing each individuals of a popula-
tion, subject to a transmissible disease, so that they can be either susceptible or infected,
S; and I;, 1 = 1, 2, respectively.

We assume that m;; is the susceptibles’ migration rate from environment j to envi-
ronment ¢, with 7,7 = 1,2. Similarly, let n;; denote the migration rate of infected from
environment j to environment 4, with ¢, = 1,2. In principle they are different as migra-
tions, entailing in general an effort, are perhaps less possible for infected, that in view of
the disease, are weaker individuals. We assume the disease to be recoverable, and that the
recovery rate may be influenced by the environment. Thus let v and 7 denote these rates.
We also assume that ecological conditions in the two environments are in principle different,
thereby affecting the disease propagation and its recovery. Thus, the disease transmission
rate in the first environment is v while it is 8 in the second one. Overall, then, we have two
copies of the classical S1.S model linked via migrations. A schematic representation of the
situation is graphically illustrated in Figure 1.

Using mass action incidence to model disease transmission, the model thus becomes

Si = —Sili + vl —ma1 Sy +mi2Ss (1)
L vS1ly — vl —norly +nigls

Sy —BSalz + nla + ma1S1 — m1252

Iy = BSaly—nly+nor Iy — nisls
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Further, like in the classical epidemic models, [1], we make the assumption that the total
population in the two enviroments has a constant value N, so that the recruitment rate of
newborns matches the mortality rate, natural plus disease-related. Thus, Sy + 11 + So +
I = N, and this is reflected by the fact that on summing the equations in (1), we find
5’1 +1 1+ 52 + fg = (0. We can thus express S as function of the remaining populations,
S1 = N — I — Sy — I, and therefore eliminate it from the system. We obtain then the
simplified system

jl = 'y(N—Il—Sg—]g)]l—1/[1—n21[1—|—n12[2 (2)
Sy = —pSaly +nly +may (N — 11 — Sy — Iz) — my25s
I, = pBS3ly —nly +narly — nials

2.1 Analysis of the equilibria

For the system (2) there are only two possible equilibria, in addition to the origin E(©) =
(0,0,0), which is an equilibrium only if the total population vanishes, as consequence of
the second equation (2). These points are the disease-free point E(1) = (0, Sél),O) and the
coexistence equilibrium, with endemic disease, E(?) = (I £2), 5’52), 152)). The former is always
feasible, with
Sél) = N.//o, %0 = 777@1 .
ma1 + M12
To find the components of the coexistence equilibrium, we sum the second and the third
equilibrium equations thereby replacing the second one, and solve the third one to get the

following algebraic system

0= ’)/Nfl — ’}/112 — ’}/3211 — ’}/1211 —vli —no1lh +nialy

0 = no1l1 + Nma1 — marli — ma1Sa — marly — m2S2 — nials (3)
1
I = —(ni2 +n— BS2) 1>
na1
Letting
m
%1EL, ///QEL7 ///357127
mi2 + mo1 mi2 + mo1 mi2 + may

from the second equation we find

N -1 I — Is — nial
Sy = mo1 — Iimaoy + o1y — mails — nialy — My(N — T, — ) + T, — AT,
miz + may

which immediately gives a necessary feasibility condition, namely

MyN > (.//0 — //1)[1 + (.//2 + //0)[2. (4)
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Back substitution into (3) gives two equations in I e Is,

EI? 4+ 2FL 1, + 2GI, + 2HI, = 0, (5)
AI? + 2BL 1, + 2CI, + 2DI;, = 0, (6)

where we set E = —y( M + M3), F = %’y(///g —Ms), G = %(’yN//lg —noy —v), H= %77,12,
A= B(My+ M), B = 3B(Mo — M), C= %(n12+n— BNAp) and D = —iny;.

Equations (5) and (6) identify two conic sections, both through the origin and respec-
tively intersecting the coordinate axes at the points (—2GE~1,0) and (0, —2CA~!). The
former conic for

—nlg(%l + %3)
Mo — M3

# YN M3 —noy — v, ni2 # mi (7)

is a hyperbola with center at (—HF~!, —(FG — EH)F~2) and asymptotes

H n H 2F ( n FG - EH)
r=—= r+—==—-—= —).
F F- BV F?
In case nj2 = m2 it becomes a parabola with axis z = —% and vertex (—GE~!,G?(2EH)™1),

with negative height there since EH = —nqoy (A1 + #3) < 0. The degenerate case
—T112 (%1 + %3)

el YN M3 —ng1 — v, ni2 # miz (8)
leads instead to the two straight lines
2F H
T ==y, a:—i-f:O 9)
If
o + ) #ni2 +n— BNAy, no # ma (10)

My — M
also (6) is a hyperbola, with center at (—(BC — DA)B~2,—~DB~!) and asymptotes

X

n BCB—2DA B —%(y D)’ D

For ng; = ma; it becomes a parabola with axis y = —C A~! and vertex (C?(2DA)~1, —CA™1).
It also has negative height at the vertex in view of the fact that 2D A = —no (Mo + o) <
0. The degenerate case is obtained if

g (M + M)
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giving thus the two straight lines

D A

== = ——q. 12
y=-%5 *=-35Y (12)
These conic sections will always intersect in the first quadrant, providing a feasible equi-
librium if (4) is satisfied, but for the degenerate cases for which HF' > 0 and DB > 0 (or
equivalently FE < 0 and AB < 0). In the degenerate cases, we can explicitly write the

equilibrium:

: H D : 2) _ -n n nio(My—M1) n .

1) —? > 0, _F > O lmply E( ) — (,\{(‘//2_1‘2///3)7 6(‘//02_1///1)7 ;?//20_///3; + 712 + %)7

s H D : 2) _ -n (AMo—AM1)n (Mo—M1)(n12—m21) .
if) >0, 5 < 0imply B®) = (ztit o fdm i oo Ny + LS R s ).
H D . 2) (Ma—AM3)n n (Mo—AM3)n n
111) -F < 0, - B >0 1mply E( ) = <(///1+/2//3)(/3//031///1)7 5(,///02_1///1)7 (//2/1_%/;/3);1 + % + %)

From the equilibria that we just found, we observe that it is not possible that the
disease becomes a pandemic in the environment, i.e. it invades the whole population and
the susceptibles totally disappear. This represents a good result from the epidemiological
point of view.

2.2 Stability

For the stability analysis we write the Jacobian J = (Ji), i,k = 1,2,3 of the system (2):

I 4y (N =1~ Sy v —mg 1) 1 g
—ma _5-752) —m21 — M2 —,BS;) +n—mg | (13)
n21 ﬂ]éz) ﬁSéZ) — =g

For the origin E(), one eigenvalue can be immediately evaluated, —(mys + ma1) < 0,
the remaining ones are the roots of a quadratic stemming from a suitable 2 x 2 submatrix
Jo of J. The Routh-Hurwitz conditions reduce to

~

—tr(Jo) =v+n+mn9 +n12 >0, det(fo) = nv + vnio + nnoy > 0,

so that F(© is always stable. Recall again, compare the discussion at the beginning of
Section 2.1, that this means that the whole population is wiped out, including 57 which do
not explicitly appear in the model. This result is not good from the environmental point of
view, since the population disappears completely, but it should be expected. In fact, if the
population drops it will never be able to recover as no such specific mechanisms are present
in the model.
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For EM the eigenvalues of (13) are \y = —mg1 —mq2 < 0 and the roots of the quadratic
2\ — ANYN —yNA#y — v —no1 + BN My — 1 — n12)
+(YN?Botly — nyN — nioyN — yN?BMG + N My
+yN Myn12 — VBN My + vy + vnig — BN Monar + nnat) = 0,
for which the Routh-Hurwitz criterion gives the stability conditions
N.Ay(y — B) > YN —v —mng1 — 1 — nia,
NAo|[yNB(L — o) + (0 + n12) — B + na1)] > (1 + niz) (YN — v) — nnaz.

A Hopf bifurcation should arise when the value of the parameter .#; crosses the critical
value

(14)

YN —v —no — 1 —ni
N(y-5)
Assuming at first v > 3, a feasible bifurcation arises only if the total population size is large

enough, namely for

M (15)

1 1
B(V+n21+77+n12) >N > §(V+n21 +77+n12).

Conversely, the result also holds for v < ( if the above inequalities are all reversed. In
spite of this theoretical result, our simulation have not been able to reveal limit cycles.
We therefore conjecture that there might be some incompatibility among the above given
conditions.

For the coexistence equilibrium E® | the caracteristic equation is the cubic A3 4+ as\2 +
a1A + ag = 0, for which the Routh-Hurwitz stability conditions are ag > 0, ag > 0 and
asal > ag. Explicitly, in terms of the Jacobian components, they become

Jg)J?g) JS) < BIQJS)JQ(? + ’yllmglJ?g) + n21711=]2(§) + m21512=71(§) + 7221J2(§)J1(§)7
I+ 05 + I3 <o, (16)
BILT33 753 + I3 73 — i3 man] 4 yhiman T3 + T35 |+ nan JE 1) + 53] < mar g vh
+20Q T30 + ) B + I + B O + I+ 0 08 + I,

For the parameters N = 50, v = 2.2, 8 = 0.05, v = 1.6, n = 3.6, ngy; = 0.6, n12 = 0.5,

mo1 = 0.7, mi1o2 = 0.8, we find the coexistence equilibrium indeed at a stable state, see
Figure 2.

3 The case of migration only in one direction

We assume now that migration from patch 2 into patch 1 is not possible, mi2 = n12 = 0,
for which .#y = 1, .#5 = .#3 = 0. The equilibria are here denoted by E*), k =0,...,3.
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Parameters: N=50,y=2.2 p=0.05,v=1 .E,n=3.5,n21 =0.6 ny 2=D S,m21 =D.7’,m1 2=D.E
40 T T T

. . . . . . . . .
0 5 10 15 20 25 30 k3] 40 45 50
time

time

time

Figure 2: Coexistence at a stable state.

For E©) = FO) = (0,0,0), the results of the stability analysis still hold, together with
their ecological consequences.

(1)

For equilibrium E(M), we now have Sy’ = N, always feasible.

For this model an extra equilibrium arises, namely E®3) with nonvanishing components

s=1 N1
B
which is feasible for
n < BN. (17)

For the coexistence equilibrium E(2) in this case recall that %y = 1, .#y = #3 = 0.
Thus So = N —1; — I, + 7%1111 > 0. The conic (5) becomes now just the pair of straight
lines

I = 0’ I =— (I/ + ngl)mgl
n21

Therefore it intersects the second conic (6), which now is the hyperbola

— BN
£]22_|_ (£_£)11[2_|_ (i>12—11 =0,
no1 nai ma1 na1

< 0.

only at the origin and at the point M (0, N — %), giving back the equilibria E(}) and E®).
Thus in this case no coexistence equilibrium is possible.
At E() the eigenvalues are A\j = —v —ng; < 0, A\a = —ma; < 0, A\3 = BN — 1, giving
the stability condition
n > BN. (18)
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Parameters: N=80,y=2.2 p=0.05 v=1.6n,,=0.6,m,,=0.7

a0

11,522

Figure 3: Transcritical bifurcation as function of the parameter 7, for the case with the
migrations from environment 2 to environment 1 forbidden.

Thus in this case the disease is eradicated and the whole healthy population settles only in
patch 2.

For E®) the eigenvalues are \{ = —mg; < 0, Ay = —v —ng; < 0, A3 = —3N +n. Thus,
stability follows for n < SN, which is always satisfied in view of the feasibility condition
(17). Hence, when feasible, E(3) is always stable.

These results show that a transcritical bifurcation arises when E®) and E() collide, for
instance as a result in a change in the parameter n crossing the critical value nf = BN, or,
alternatively, if the total population crosses the critical value NT = 8=, see Figure 3, for
the parameter values N = 80, v = 2.2, 5 = 0.05, v = 1.6, no; = 0.6, mo; = 0.7.

Thus if the ratio of disease recovery over the disease incidence in the second environment
is lower than the total population N, see (18), then E() is the only stable equilibrium, so
that the disease is eradicated and the whole population settles in the second enviroment.
This is shown in Figure 4 for the parameter values N = 50, v = 2.2, 8 = 0.05, v = 1.6,
n = 36, Nno1 — 06, mo1 = 0.7.

On the contrary, if the above condition is not satisfied, the disease becomes endemic
and the whole population, susceptibles and infected, still settles in the second environment,
since in this case the equilibrium E®) becomes feasible, (17) and is stable. See Figure 5
for a graphical description with the parameter values N = 80, v = 2.2, 8 = 0.05, v = 1.6,
n= 36, Nno1 — 06, mo1 = 0.7.
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Parameters: N=50,y=2.2 p=0.05 v=16 =3 B,nm:D E,mm:D 7

0.5 T T T T T T
= 10
s . . . . . . . . .
0 5 10 15 20 25 30 k3] 40 45 50
time
80 T T T T T T T T T
B0 q
a0 . . . . . . . . .
0 5 10 15 20 25 30 k3] 40 45 50
time
10 T T T T T T T T T
o0
0 . . . . . . . . .
] 5 10 15 20 25 30 k3 40 45 50

time

Figure 4: Equilibrium E() for the case with the migrations from environment 2 to environ-
ment 1 forbidden.

Parameters: N=80,y=2.2 p=0.05 v=1.6 =38 n,,=0.6,m,, =07

0.0 . . ‘ ‘ . . . ‘
a0 . . ‘ ‘ . . . . ‘
o 5 10 185 20 2& 30 3B 40 45 A0
time
&0
o 80 1
- . . ‘ ‘ ; . . . :
o 5 10 185 20 2& 30 3B 40 45 A0
time
10
o5 1
o . ‘ ‘ . . . . ‘

Figure 5: Equilibrium E®) for the case with the migrations from environment 2 to environ-
ment 1 forbidden.
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4 Infected do not migrate

—_

In this situation, let us denote the equilibria as E*) for k =0,...,4. Here nis = ng; = 0,
so that .#, = .#> = 0. Again at the origin the conclusions of the original system (2) still

hold. In particular we then find E() = E®) | EG) with nonzero components

—_— —_

3 n
-1

n

- N— 7
By

—

and a new equilibrium, £®), whose nonvanishing components are

[ _NAs—v gy Ao
! Mz 2 s
E®) is feasible for
BN .y > 1, (19)
while the feasibility condition for E@ is
YN A3 > v. (20)

—_—

For the coexistence equilibrium E(2) we have the following considerations. The two
conic sections become now both degenerate: in the first case we have I; =0 and I, = —1; —
(V4N ) (y.45) 1, for the second one instead Iy = 0 and Iy = — N~ 1 +1—n(BN.#,) " .
No intersections of these lines in the interior of the first quadrant are therefore possible,
hence no coexistence equilibrium exists in this case.

The eigenvalues of the Jacobian at E(1) are —mqy — meo; < 0 and the pair BN.#y — n,
YN #5 — v giving the stability condition

. n v
N —_ . 21
<mm{ﬂ//lo”y//13’} ( )

— -1
At E®) the eigenvalues are yn.#3 (ﬁ//l0> — v and the roots of a quadratic, for which
the Routh-Hurwitz criterion in view of the feasibility condition (19) reduces to

My
Finally, at E@ the eigenvalues are Bv.#o(v.#5)~! —n giving
M
AT IS pv (23)
Mo~
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Parameters: N=80,y=0.3 p=2.3 v=5.5 n=3 E‘m21 =0 E,m1 2:D 7 Parameters: N=80,y=0.6 p=0.5v=6.5 n=8 5m21 =0 Q,m1 2:D 4]
a0 T T T T 60 T
= 0 = 40
=0 L L L . . L . L L o0 L .
10 20 30 40 a0 =01} 70 a0 90 100 1} 50 100 180
time time
3 20
—
o2 ooof
1 L L L . . L . L L 0 L .
i} 10 20 30 40 50 B0 70 a0 90 100 1} 50 100 150
time time
100 20
o™ E0F S ]
0 L L L . . L . L L 20 L .
1} 10 20 30 40 a0 =01} 70 a0 90 100 1} 50 100 180
time time

— —

Figure 6: Left: stability of the equilibrium E®). Right: stability of the equilibrium E*).

and the roots of the quadratic
v

)\2—)\<— g — AN
map — M1 — 7y +//13

) +mie(3N = ) =0

for which the Routh-Hurwitz conditions are
v

1%
N-2 >0 (N——)>0. 24
mio + mo1 + 7y s miz| Y s (24)

But the inequalities (24) hold unconditionally when the equilibrium is feasible, in view of
(20), so that stability reduces to just condition (23).
Again, there is a transcritical bifurcation when E®) and E(4) exchange their stability.
This is influenced by the value of the parameter
_ Bvy
P = s

—

being smaller or larger than 1. Further, when E(l)/i§ stable, it is the only feasible equilib-

—

rium, while when either E3) or E(4) are feasible, E(1) is always infeasible.

Thus in this case the disease gets eradicated from the ecosystem, if the system settles
to equilibrium /E\’(l). Else at E®) it is eradicated only in environment 1, see Figure 6 left,
or finally at E@ it is eradicated only in environment 2, see Figure 6 right. No other
possibilities exist, when the ecosystem thrives.

5 Conclusions

We now discuss briefly some consequences that can be drawn from the above analyses.
Recall that all these systems are fragile, in the sense that the whole population can vanish,
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but this is due to an intrinsic assumption of the model, that disregards essentially vital
dynamics. We will not address this issue any further and concentrate instead on more
relevant outcomes.

The original system (2) can settle only to an equilibrium in which the disease is erad-
icated, and the susceptibles are partitioned among the two patches, or a coexistence equi-
librium in which all subpopulations thrive in both enviroments. Further, evidently from
what just mentioned, the disease cannot invade the whole environment totally affecting the
population, i.e. wiping out all the susceptibles.

By breaking the path from patch 2 into patch 1, the population cannot coexist with
the disease in both environments, as it does when communications are allowed. Instead, it
would settle to equilibrium E®), i.e. no infected remain in patch 1, where in fact the whole
population is depleted, but rather the disease remains endemic in patch 2. This occurs if
condition (17) holds. But when either the total population N or the disease incidence (3
decrease suitably, or instead the recovery rate 7 increases, then the disease gets eradicated
also in patch 2 and all the healthy population migrates into patch 2 and remains there, at
equilibrium E(1). The fact that patch 1 gets completely depleted is not surprising, as here
migrations back into it are forbidden and only outward migrations are allowed.

As a comparison, in these very same conditions, note that when communications are
allowed in both directions, the population distributes according to the proportions .#3 and
My respectively in patch 1 and 2. The conditions for which the disease is eradicated are
also modified, compare (14) and (18).

When infected are too weak to migrate, there cannot again be a coexistence equilibrium.
In this case either the disease is eradicated from the environment, at equilibrium EM or it
remains endemic solely in patch 2, the system settling at equilibrium E®), or only in patch
1, with the system attaining equilibrium E®). In both these last two cases, susceptibles are
present in both patches. The discriminating parameter appears to be p. When the disease
disappears from the whole ecosystem, at equilibrium E(1), the susceptibles distribute among
the two environments according respectively to the proportions .#3 and .#; for patch 1 and
2 as for (2) when also infected can migrate. In case infected are segregated to their own
environment, therefore, it might becomes easier to fight the disease in each patch, since
the system’s outcome among the two equilibria is regulated by the parameter p. Instead,
it is necessary to violate both feasibility conditions (19) and (20) in order to have disease
eradication in the whole environment.

Thus, breaking communications in one direction or forbidding infected to migrate, are
both possible means of disease eradication, either everywhere or just in one selected patch.
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Abstract

In this paper we analyze the interaction between computational performance, power
dissipation and energy consumption of several high-performance implementations of the
QR factorization, a crucial matrix operation for the solution of linear systems of equa-
tions and linear least squares problems. Our experimental results on a multiprocessor
platform equipped with recent multicore technology from AMD show the interaction
between these three factors.

Key words: Power, energy, QR factorization, high performance, multicore proces-
sors.

1 Introduction

For many decades, a considerable effort has been spent in the optimization of dense linear
algebra routines (as well as underlying numerical kernels like the BLAS) from the point of
view of computational performance, for an ample range of target computer architectures,
from vector processors, to superscalar/VLIW architectures and, in recent years, hardware
accelerators (e.g., graphics processors, FPGAs, DSPs, etc.). All this labor has produced
a number of high quality libraries which, nowadays, are widely utilized by scientific and
engineering applications. Examples of these libraries include LAPACK and libflame for
desktop servers [2, 20], and distributed-memory (message-passing) versions as ScaLAPACK
and PLAPACK for clusters of computers [7, 19]. The stock of numerical packages is still
growing, together with the evolution of hardware architectures, and ongoing developments
comprise PLASMA, MAGMA or libflame+SuperMatrix [15, 14, 11].
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On the other hand, power (dissipation) is currently recognized as a crucial factor that
will exert strong influence on the design of future computer systems, from basic components
(processors, memory, NIC, etc.), to large-scale HPC facilities and data processing centers |8,
9, 10]. However, the evaluation and tuning of the power and/or energy consumption of the
linear algebra codes in the above-mentioned libraries are still in their beginnings, in spite
of the considerable benefits that, in general, energy-aware software can yield [1].

In [5], we performed an initial study of the (computational) performance and power-
energy balance for several high-performance implementations of two common matrix oper-
ations for the solution of linear systems, the LU factorization and the Cholesky decompo-
sition [12], on a multicore platform. In this paper we extend this study to cover a third
matrix decomposition, the QR factorization, key for the solution of (overdetermined) linear
systems and linear-least squares problems [12]. Our evaluation of the traditional blocked
“slab-based” implementations of this matrix operation in the LAPACK and MKL libraries,
as well as an implementation of the incremental QR factorization [13] reveal the trade-off
of the factors in the performance-power-energy triangle.

The rest of the paper is structured as follows. In Section 2 we revisit the two blocked
algorithms for the QR factorization. In Section 3 we evaluate the performance, power
dissipation and energy consumption of these algorithms on 12 cores of a recent AMD-based
multiprocessor. Finally, in Section 4 we offer some concluding remarks.

2 The QR Factorization

The QR factorization decomposes a matrix A € R™*™ into the product A = QR where
@ € R™*™ is orthogonal and R € R™*" is upper triangular. For simplicity, hereafter we
will assume that the matrix is square (i.e., m = n). In the following, we will also consider
that A is partitioned into blocks of size b x b, denote the (¢, 7) block in this partitioning
as A;j, and assume that n is an integer multiple of the block size b, i.e., there exists an
integer s such that n =s-b.

We next review two right-looking blocked algorithms, for the traditional (slab-based)
QR factorization and the incremental QR factorization, which represent the state-of-the-
art to attain high performance in the solution of linear systems and linear least-squares
problems on current multicore processors [16].

2.1 The traditional algorithm for the QR factorization

The traditional QR factorization of a matrix A € R™ "™ proceeds in panels of b columns
(or slabs), as illustrated by Algorithm 1. In practice, the factor R overwrites the upper
triangular part of A while the orthogonal matrix is not built but implicitly stored as a
collection of Householder vectors using the annihilated entries in the strictly lower triangle
of A and an auxiliary vector of order n. Besides, the algorithm requires 4n3/3 floating-point
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arithmetic operations (flops). Provided n > b and b is chosen to be in the range [128, ..., 512],
the bulk of the computations in this algorithm is in the application of orthogonal transforms
to the trailing submatrix Ay, ;. A large fraction of these computations can be cast in terms
of matrix-matrix products and, therefore, notable performance and a considerable level of
concurrency can be expected from tuned implementations of this operation for multicore
platforms.

Algorithm 1 Right-looking blocked algorithm for the QR factorization.
1: for k=1,2,...,s do
Apes e = Qs kos - Rk QR FACTORIZATION
for j=k+1,k+2,...,sdo

2
3:
o Apsy © QhogArsy  DDNIORIHOGONAUNHRANSHORNSI
5
6:

end for
end for

2.2 The incremental QR factorization

The incremental QR factorization, initially proposed to solve the updating problem and/or
as an out-of-core algorithm, has attracted considerable attention in recent years due to its
high degree of concurrency [4, 6, 17]. Algorithm 2 presents a blocked procedure to compute
the incremental QR factorization of a matrix A. By carefully exploiting the special structure
of the blocks involved in the procedures for the “2 x 17 QR factorization and the “2 x 1”
application of orthogonal transforms, the practical cost of this algorithm is reduced to
4n3/3 flops; see [13] for details. Under the same conditions as above (i.e., n > b and b
and b € [128,...,512]), high performance can be expected from an implementation of this
algorithm that employs highly optimized version of the four numerical kernels that are
involved.

3 Experimental Results

The following experiments were obtained using IEEE double-precision arithmetic on a plat-
form with four AMD Opteron 6172 processors, operating at 2.1 GHz, and 256 GB of RAM.
The implementation of BLAS was that provided in Intel MKL (v10.3.9). Performance traces
were obtained using Extrae (v2.2.0) and Paraver (v4.1.0); power traces were obtained us-
ing our own software module compatible with Paraver and a microcontroller-based internal
powermeter that measures the power dissipated internally by the main board with a sam-
pling frequency of 25 Hz [3]. The problem size was set to n=10,240 and one single processor
(12 cores) were employed in the evaluation. Similar results were found for other problem
dimensions and number of processors/cores.
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Algorithm 2 Right-looking blocked algorithm for the incremental QR factorization.
1: for k=1,2,...,s do

2 Apr = QuRE, QR FACTORIZATION
33 forj=k+1,k+2,...,sdo
4: Apj kaAkj APPLY ORTHOGONAL TRANSFORMS
5. end for
6: fori=k+1,k+2,...,sdo
7. ( A > - ( Qi )Rik 2 x 1 QR FACTORIZATION
A, Qik
8: for j=k+1,k+2,...,sdo
[ (2 () 2 Averx onmocona mavsromys
' Aij Qi I Aij
10: end for
11:  end for
12: end for

Three implementations were evaluated for the QR factorization:

e LAPACK: The legacy codes for this factorization from http://www.netlib.org (rou-
tine dgeqrf), with parallelism exploited within the invocations to Intel (multi-threaded)
MKL BLAS. This routine mimics the numerical procedure in Algorithm 1. The block
size was b=128 as for the problem dimensions (n), architecture and BLAS employed
in our experiments, this value was close to the optimal.

e MKL: The code from the Intel library for the QR factorization. While, in principle,
this routine also responds to the procedure in Algorithm 1, it contains important
features (e.g., look-ahead) to optimize performance. Unfortunately, the source code
is not available.

e SMPSs: C codes for the incremental QR factorization, linked to the sequential MKL
BLAS, with task-level parallelism extracted by the SMPSs runtime system [4]. In the
experiments, we set b=256 and the inner block size to 64.

Figure 1 displays the invocations of kernels and the associated power consumption
obtained for the execution of the LAPACK routine dgeqrf, which computes the QR factor-
ization following procedure sketched in Algorithm 1. From top to bottom, the first two plots
correspond to the trace of the complete factorization (kernels and power, respectively), while
next two zoom into the first two iterations of the routine (third and fourth plots, for ker-
nels and power respectively). These results illustrate that, on this platform, the LAPACK
routine linked to the multi-threaded implementation of BLAS from Intel MKL interleaves
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Figure 1: Trace of LAPACK dgeqrf. From top to bottom: kernels and power for the com-
plete factorization; kernels and power for the first two iterations of loop k (see Algorithm 1).

sequential and concurrent phases, with the former ones corresponding to the QR factoriza-
tion of the “current” slab and the parallel ones to the application of orthogonal transforms.
From the power consumption perspective, the interlaced sequential and concurrent activity
leads to periods of low and high power, respectively, which vary between 266.9 and 376.6
Watts.

Figure 2 evaluates the implementation of the multi-threaded implementation of routine
dgetrf for the QR factorization in MKL. In this case, we sample the hardware counters
for the L2 cache misses and the MFLOPS (millions of flops per second) (PAPI_L2_DCM and
PAPI FP_INS respectively). These plots show that the MKL routine attains a high utilization
of the architectures cores, except for the initial and final stages of the factorization, due
to the lack of concurrency at this points. Also, during the execution, there appear some
performance drops (captured by the yellow areas in the middle of the MFLOPS plot) which
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Figure 2: Trace of MKL dgeqrf. From top to bottom: L2 cache misses rate, MFLOPS,
and power.

may correspond to an unexpectedly high L2 cache miss rate (see the first plot). It is
very likely that the MKL routine applies some sort of of look-ahead [18] to overlap the
factorization of the “current” panel with the application of orthogonal transforms from
previous factorizations to the panels to its right. We can expect that this explains the lack
of periods of serial execution and, therefore, the flat pattern of the power line, which now
has a minimum at 326.6 Watts and a maximum at 366.0 Watts.

Figure 3 reports the kernel execution and power dissipation of the SMPSs task-parallel
C implementation of the incremental QR factorization; see Algorithm 2. The kernel for the
2 x 1 application of orthogonal transforms dominates the theoretical cost and, as the figure
clearly exposes, the execution time of the implementation. There are little synchroniza-
tion points, due to the higher concurrency of this particular algorithm, which is leveraged
by SMPSs to maintain all cores/threads executing tasks (kernels) most of the time, and
accounts for the flat profile of the power line for this routine.
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Figure 3: Trace of the C implementation of the QR factorization parallelized with SMPSs.
From top to bottom: Kernels and power.

Finally, Table 1 compares the three implementations for the QR factorization from
the viewpoint of Time (T, in seconds); GFLOPS (billions of flops per second); minimum,
average and maximum power (Ppin, Pavg and Ppax, respectively, all in Watts); and total
energy (Eiot, in Joules).

4 Conclusions

We have analyzed the execution of three different, high-quality implementations of numerical
procedures for the QR factorization on a multicore platform. The LAPACK code linked

QR factorization

LAPACK [ MKL [ SMPSs
T (s) 4370 | 2045 | 28.43
GFLOPS 32.76 69.99 50.35
Prin (W) 266.96 272.11 249.38
Payvg (W) 326.63 | 366.08 | 357.23
Prax (W) 376.65 | 383.44 | 371.72
Eiot () 14,276 | 7,488.3 | 10,159

Table 1: Performance, power and energy of the different implementations for the QR fac-
torization.
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with a multi-threaded implementation of BLAS clearly obtains the worst results, from
the point of view of both execution time and energy consumption. Indeed, the higher
energy consumption of this case is a direct consequence of the longer execution time since
on average, the power dissipated by this implementation is inferior to those of the MKL
and SMPSs alternatives. Compared with the MKL code, the SMPSs variant yields longer
execution time (39.02%) and energy consumption (35.66%) in spite of its slightly inferior
average power dissipation (0.97%).

These results demonstrate the direct relation between execution time and energy for
compute-intensive dense linear algebra codes. A consequence is that, as a general principle,
for this kind of numerical algorithms, one direct manner of optimizing energy consumption
is to tune the routine for maximum computational performance.
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Abstract

Given a spline discrete quasi-interpolation operator 4, which is exact on the space
P,,, of polynomials of total degree at most m, we propose a general method to determine
a new differential quasi-interpolation operator QP which is exact on P,,,,,.. QP uses the
values of the function to be approximated at the points involved in the linear functional
defining Q4 as well as the partial derivatives up to the order r at the same points. From
this result, we then construct and study a first order differential quasi-interpolant based
on the C' B-spline on the equilateral triangulation with an hexagonal support.

Key words: B-splines, Box splines, Differential Quasi-interpolants, Discrete quasi-
interpolants, Optimal approzimation order

1 Introduction

Quasi-interpolation based on a B-spline is a general approach for efficiently constructing
approximants, with low computational cost. Its effectiveness is particularly due to its small
support, to achieve local control via suitable spline coefficients in the space spanned by the
translates of the B-spline.

In the recent paper [2], it is shown how to modify a given linear operator such that the
resulting operator reproduces polynomials to the highest possible degree, and such that the
approximation order is the best possible.

As a main application of this tool, new spline quasi-interpolation operators are derived,
based on a uniform type-1 triangulation 7 approximating regularly distributed data.
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2 Notations

Let 7 be a uniform triangulation of the plane with grid points (4;);cz2. Let us denote by
P, the space of bivariate polynomials of total degree at most k, and by S,lf (1) the space
of piecewise polynomial functions in C" (RQ) of total degree at most k, defined on 7. If
M € S! () is a B-spline, we denote by P (M) the space of polynomials of maximal total
degree included in the space S (M) spanned by translates of M. We will assume that
P (M) = P, for some positive integer m.

For a real valued function f and k € N, we say f € C* (RZ) if f is k times continuously
differentiable in the following sense: the directional derivatives of order [, [ = 0,...,k, at
x € R? along the direction y € R? defined as

dl
D.f(z) = ¥l f(x+ty)li—g

exist and depend continuously on . When the directional derivative exists for y, it may be
extended to multiples by defining

D!, f(z)=a'DLf (), a €R.

For f € C* (R2), we introduce

‘Dkf‘ = suﬂgzsup{’D;jf(x)’ cy € RY |yl = 1},
xe

where |[-]| denotes the Euclidean norm in R?. It follows that for any x,y € R?, we have
Db ()] < |D*¢ |yl

3 DModified differential bivariate spline quasi-interpolants

We are interested in the dQIO Q4 based on the B-spline M € SL(T) given by the expression

Qalf](x) = Y Af (-4 A) M (z — 4)), (1)

i€Z2

where A is the linear functional defined as Af := >, ; ¢;f (—A;), for a finite subset J C 72
and ¢ := (¢j);c; € R#*/ with #.J denoting the cardinality of J (cf. [1, p. 63]). Qq is a
linear map into S (M) which is local and bounded, and we shall construct Q4 to reproduce
P,,.

We will assume that the free parameters c;, which define the functional A, are given in
such a way that Qg is exact on P,,,. So, Q)4 achieves the order of approximation m + 1.
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The dQIO @4 can be expressed as

=Y f(A)L(z—Ay), (2)
€72
where
L(z) =AM (z+) =) ¢;M(z—Aj). (3)
JeJ

If in (2) we replace f (A;) by its Taylor polynomial approximation of degree r at A;,
then the resulting operator

TP [f] () = Y <Z Do a )) L(z— A)) (4)

i€Z?

reproduces polynomials up to degree max {m,r}. But the new modified operator

HUIOEDY (Z Tt 'T'l),Di-AiﬂAn) Le-4), ©
i€Z? '

reproduces polynomials up to degree m + r. This result is a consequence of the following
integral representation of the error for the quasi-interpolants Q2.

Theorem 1 Let f € C™ "1 (R?). Then, for all x € R?, we have
r@ =@ =Y ([ K DI At — AN @) L= 4), @
i€72

where Ky (t) := (=1)" tznn(;;?,r

As another immediate corollary of Theorem 1, we obtain the following error estimate.

Corollary 2 Suppose that f € C™ "1 (R?). Then, for all x € R?, we have

|f (2) = Q7 [f) ()] < [D™™ f| R (), (7)
where -
L m:r. _ ymArl r— '
Riz):= (m—+r)(m+r+1)! i;p Iz = Adl o IL( Al (8)
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We may estimate the approximation error as a function of the free parameters c;, when
the function to be approximate is sufficiently regular. Indeed, by (3), the sum in the function
R (x) involved in the error estimate established in equations (7)-(8) may be written in terms
of the coefficients of the functional A as follows:

> e = AL (@ = A)] <Y Ml D e = AT M (2 — A - A))

i€Z2 jeJ €72

DIl Y lle = A+ AT M (m - A (9)
jedJ €72

=: F(c,x)

One possible strategy would be to select the free parameters c;, in the starting operator Qg,
in such a way to minimize the upper bound function F(c, ) subject to equality constraints
on c¢j, yielding the exactness of ()4 on P,,. However, in order to obtain a much simpler
minimization problem, we suggest a formulation with an upper bound F'(c) of F(c,x),
depending only on c.

Due to the interesting properties of C!' quartic splines on type-1 triangulations, we will
solve this kind of problem starting from the C! cubic B-spline defined on the equilateral
triangulation of the real plane, under specific imposed conditions on the sequence c. We will
give a detailed treatment including an explicit error bound estimation for the corresponding
operator, which are especially useful in practice.
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Abstract

Hydrodynamic lubrication problems in piezoviscous regime are usually modeled
by the classical Reynolds equation combined with a suitable law for the pressure—
dependence of viscosity. By taking into account the pressure—viscosity dependence in
the Stokes equation and to derive the Reynolds equation in the thin film limit, a new
model has been proposed by Rajagopal & Szeri [5]. However, in [5] some additional
simplifications are assumed. In the present work, avoiding these simplifications, from a
Stokes equation in piezoviscous regime we deduce a new Reynolds model for line contact
lubrication problems, in which the cavitation phenomenon is also taken into account.
Thus, the new complete model consists of a nonlinear free boundary problem associated
to the proposed new Reynolds equation.

Moreover, the classical model, Szeri’s one and the here proposed one are simulated
through the development of some numerical algorithms involving upwind schemes, finite
elements method, duality type numerical strategies and fixed point techniques. Finally,
several numerical tests are performed to carry out a comparative analysis among the
different models.

Key words: Hydrodynamic lubrication, Reynolds equation, piezoviscosity, cavitation
phenomenon, free boundary
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1 Introduction

In the mechanical and mathematical literature concerning the models for piezoviscous hy-
drodynamic lubrication problems, different classical devices have been considered, such as
journal-bearings, rolling—bearings, rolling—ball-bearings,...In all of these situations, the
behavior of the lubricant pressure in the thin film setting has been classically modeled by
the Reynolds equation, in which the pressure—dependence of viscosity is usually introduced
a posteriori by some expression, such as, for example, the Barus law:

m = o eap, (1)

where u, pg, p and a denote the viscosity, the zero pressure viscosity, the pressure and
the piezoviscosity coefficient. In this procedure, the thin film limit from Stokes equation
to Reynolds one is obtained regardless of the pressure—viscosity dependence. Moreover,
the cavitation phenomenon can be incorporated through Reynolds model or Elrod—Adams
one (see [1], for instance). However, by assuming that the viscosity depends on pressure
in Stokes equation according to Barus law, in [5] a more careful derivation of the limit
Reynolds equation is carried out. More precisely, after some simplifying assumptions the
following set of equations is obtained:

d [(h? h du dp dh
ou JOv
%—i_a_y_o’ (3)

where h, (u,v) and (s,0) denote the gap between surfaces, the velocity field in the thin film
and the velocity field at the lower surface, assuming that the upper surface is fixed. Next,
by approximating 0 u/0 x by dug,/dx where ug, is an average velocity, they introduce the
flow rate Q = h(z) uqy(x) to deduce the following modified Reynolds equation

d h3 dh?\ dp dh
iy Y — | == =6s— . 4
dz [<u+aQ dx)dz] 68d$ )

2 An alternative model for piezoviscous lubrication

In this work, mainly a more rigorous model avoiding the simplification considered in [5]
is proposed. Indeed, a new equation for the case of a line contact with Reynolds model
for cavitation is obtained. The proposed methodology to deduce a new family of models
is based on a fixed point technique to solve the equations (2)-(3), starting from an initial
velocity u°(z,y) which vanishes at the upper surface and is equal to (s,0) at the lower one,
satisfying the flux condition

h
/0 Wz, ) dy = Q. (5)
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Some easy computations lead to the expression

Ww,y) = (0 Qo —yh) (- L) (©

Next, replacing u by u° in (2), the first alternative model can be obtained

3 2

(gt (22 )| ] g 0, .

dx I dzx \ 30 10 dx dx
It is possible to use a fixed point technique just by replacing «° in the second equation to
obtain v?, next obtaining a new ! in order to build a new Reynolds equation, and so on. In
this way, each fixed point iteration provides a new model, however it does not seem possible
to obtain a generic procedure and the complexity of the expressions involved is increasing.
So the first iteration equation (7) is the model we consider here.

In order to compare the results with those of [5], we introduce the angular coordinate,

t, by the change x = R sin(t), t € [—7/2,7/2], where R is the radius of the cylinder. We
define the film thickness by

R

h(t) = —2(1 Fneos(t)), n=-pp ho=h(0)
and we introduce the following non-dimensional terms:
E:_n_h7 7= ﬁ’ ﬁ:Z)—h/O’ o= aHOS’ B:a@.
R o o S ho R

Furthermore, we consider the Reynolds model for cavitation (see [1], for example) and
we obtain the following dimensionless formulation of the problem: find P, such that

%[G(t)%}z6%, p>0 inQf (8)
p=0 in Qg (9)
plt2) = T (t2) = 0 (10)
B(—m/2) = Br/2) = 0, (1)

being QT = {t € Q/p(t) > 0} and Qp = {t € Q/p(t) = 0}. Moreover,

(s ey 128 dR (B Wh(ty) 1
G(t) = (h e p_cos(t)ﬁ <%_ 20 )) -

where to is the unknown free boundary and hy denotes the minimum of the dimensionless

gap. This model includes the isoviscous case (@ = = 0) and the classical piezoviscous
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model (@ # 0,3 = 0). The Rajagopal & Szeri model may be written in a similar way but
with a slightly different expression of G(t).

Note that problem (8)—(11) admits a formulation in terms of variational inequalities and
their numerical solutions may be obtained by the combination of finite element techniques
with classical projection methods or the more complex duality type algorithm ([2]). The
application of these techniques to classical piezoviscous formulations can be found in [3] and
[4], for example.

Another alternative is to restart from the modified Reynolds equation, to integrate it
and interpret the result as the conservation of the flow

sh_ W0 dp @(L’li@) dp

2 12pdr  “dz\30 10 ) dz-
In this case, we can pose the following first order ordinary differential equation (ode):
sh
dp o Q
—— = — 5 . (12)
dx > N dh (sh” Qh
124 dz \ 30 10

Next, taking into account that the unknown free boundary point xo satisfies p(z2) =
p'(r2) = 0 we get from (12) that @ = 3 h(x2), so that we can write the dimensionless
initial value ode problem in the form:

a5 ) 6 (—n) hg cos?(t) [E(t) - 5(15_2)] _ (13)
it 53(15) e~ P cos(t) + gﬁn sin(t) h(t) [? B h(;Q)]
p(=7/2) =0. -

In order to compute p and ¢ty we propose an iterative numerical scheme combining the
odel5s integrator of MATLAB to solve (13)—(14) in [—7/2, t2], for each value of ta, with a
requla falsi algorithm to search the final value of to € (0,7/2), such that p(t2) = 0.

Note that the corresponding first order ODFE wversion for isoviscous, classical piezovis-
cous and Rajagopal-Szeri models can be obtained in an analogous way and solved with the
same numerical methods.

So far, we propose two alternatives for the numerical simulation: the use of a first order
ode solver and the use of a characteristics finite elements method combined with a duality
method to solve the free boundary problem associated to the second order elliptic equation.

3 Numerical tests

In order to assess the relevance of both new more rigorous models for the piezoviscous case,
several numerical tests have been carried out. The first impression is that the maximum
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values of pressure are slightly different but the variation of the maximum values of viscosity
are higher. In general, the solution of our alternative model appears to be closer to the
classical solution than the one proposed in [5], as illustrated by Figure 1 and Table 1.

Dimensionless PRESSURE, ODE-REYNOLDS Dimensionless VISCOSITY, ODE-REYNOLDS
900 1 (a)ISOVISCOUS (b)PIEZO-CLASSICAL
(b)PIEZO-GLASSICAL (c)PIEZO-SZERI
8001 (c)PIEZO-SZERI 2000 {{ —— (d)PIEZO-ALTERNATIVE
— (d)PIEZO-ALTERNATIVE A

1500

1000 -

500

x10° x10°

Figure 1: Dimensionless pressure and dimensionless viscosity

ODE-R | IV-R-BM

a) Isoviscous 107.5200 | 107.5203
b) Piezo—Classical 765.7870 | 723.8485
c) Piezo—Szeri 824.8810 | 881.8840

d) Piezo-Alternative | 771.1110 | 722.7223

Table 1: Maximum dimensionless pressure for different models with first order EDO solver
(ODE-R) and second order variational inequality solver (IV-R-BM)

A first conclusion is that the problem has a large gradient near the maximum pressure
region so that is difficult to capture the almost “spike” qualitative behavior of the solution
in all models. The here proposed one seems to be closer to the classical piezoviscous so-
lution that the one proposed by Rajagopal and Szeri. In this sense, we have proposed a
rigorous methodology to include piezoviscosity previously to the limit procedures followed
for obtaining Reynolds model from Stokes one that overcomes the simplifications in [5].
Furthermore, it seems that the numerical results obtained for this new model in the regime
we have considered result to be close to the ones obtained by the classical model mainly
used in mechanical and mathematical literature.

Now we are trying to extend the use of the alternative model to the case in which Elrod—
Adams model for cavitation is used, as it results more realistic when cavitation phenomenon
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appears in the convergent region (starvation phenomenon).
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Abstract

This work is somehow the extension of the work to be presented by Metin Demiralp
in this conference. Purpose is the same as before, to get an infinite set of ODEs over
the expectation values of the state vector’s outer powers. Almost completely same
strategy is followed here. The basic difference requesting extension is the singularity in
the commutator of the state vector with the system Hamiltonian. The analyticity in
this commutator is missing and the related problems are bypassed by defining inverse
outer powers of the state vector.

Key words: Probabilistic Fvolution Equations, Quantum FExpected Values, Singular
Hamiltonians.

1 Introduction

Probabilistic Evolution Equations [1] and their solution is a quite new approach to solve
ODEs, and also PDEs via expectation values as long as they can be defined. This approach
extends the space to an infinite one by using the integer outer powers of the state vector.
Then an infinite set of ordinary differential equations (ODEs) is constructed such that it is
linear and has an infinite constant coefficient matrix. This facilitates the theory however
at the expense of dealing with infinitely many items. Curious readers can refer certain new
resources [2, 3] on this topic.
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We start with the definition of the expected value of a given operator O as follows

dt:/dex,ty{;[ﬁa_aﬁ}}w<x,t>:<;[ﬁza aA]> M

where H and ¥ (x,t) stand for the system Hamiltonian and the wave function while V and
dV denote the spatial volume of the integration and the infinitesimal volume element respec-
tively. This equality’s dependence on the operator under consideration disables universality.
Hence, it better to deal with the state vector whose elements are operators like positions
and momenta, instead of this operator. We define the state vector denoted by s as follows

s=[5 ... 5,]" (2)

where n denotes the “System’s dimension. The state vector’s outer square (outer or Kro-
necekr product with itself) is given explicitly below

s =s®s= [slsT snsT]T. (3)

This can be extended to the following general formula

= ggs®iml) = [sls®(m_1)T sns®(m_1)T} , m=0,1,2,3,... (4)

where the mth outer power of the state vector has n™ number of elements. The zeroth

outer power is defined as the universal scalar, just 1 (that is, it is a single element vector).
The state vector’s expected value satisfies the following equation

d<z>t<t> _ <h [ﬁggﬁD (5)

ﬁ[Hs—sH} :iHjS@ (6)

We assume

where H; is a rectangular matrix of n x n/ type. (5) can be extended to the outer powers
by using certain properties of the outer product together with the matrix product to get

d<s®]> ZE < J1+/z)>(), i=0,1,2,.. (7)

where ,
7j—1

Ej =) I%eHaI®0 17" (8)
k=0
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If we define
E() 0 Eo,m
£(t) = [<s®0> (t)T <S®1> (t)T . }T7 E= E..0 E.m ©)
then we obtain
d€(t)
=2 = Ee) (10)

which is an infinite set of ODEs whose coeflicient matrix E is composed of constant elements.
The second block element of its solution gives the sought expected value of the state vector.
The solution can be formally written as

£(t) = e"®¢(0) (11)
where
£0)= [(*) 0" (*1)(0)" ... | (12)
and

<s®m>(0)z/vdv¢o (x)* %™ g (x), m=0,1,2, ... (13)

We find this information sufficient for our purposes here. Further details can be found in
Metin Demiralp’s paper[Ref] in this conference.

2 Singularities in the Hamiltonian

The Probabilistic Evolution Philosophy is based on the inspiration from the analyticity and
therefore Taylor series. However this inspiration remains applicable only when the system’s
Hamiltonian has no singularities. Since the Hamiltonian’s dependence on the momenta are
rather polynomial its position dependent part, that is, the potential gains a lot of importance
for the singularities. If the potential function has singularities somewhere in the complex
plane of the spatial variables then it affects the solution of the Schrodinger equation and
therefore the expected values. This means that (6) remains no longer valid. It must be
replaced by something different. In the case of polar singularities Taylor series are replaced
by Laurent series which has inverse powers of the independent variable or its deviation from
a fixed reference point, together with the nonnegative powers. This inspires us to introduce
the inverse outer powers of the state operators. We define

oD = =[5t L5t (14)

1
S il
n
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hence the transposition operation helps us to realize the outer inversion. We have

s @s® =B~ 5 —0,41,42, ... (15)
which urges us to assume
. o0
% [ﬁ[g—gﬁ} = Y H;s® (16)
Jj=—00

where the coefficients are in the abstract operators mapping related outer power to a vector
space where s lies.

This assumption and the abovementioned extensive definitions permits us to construct
an infinite set of equations as follows

dg(t)

2 —mer) (1)

where

<[ 2 5] o= (e @] o

3 Conclusion

In the last three equalities the entities superscripted by integers between parantheses are
all infinite blocks whose types are compatible to what we have said above. (17) again
corresponds to an infinite set of ODEs. However, this time, the indexing of the infinite
entities are not only on the nonnegative integers but over all integers. This, of course,
complicates the issue a little bit more even though it is still possible to construct truncation
approximant. However, this time truncation is not only downward, it is both upward and
downward. More information will be given in the presentation and also in the relevant

paper.
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Abstract

In this paper we analyze whether real-time compensation of wind power plant devia-
tion penalties is profitable by means of the coordinated optimization of the wind power
plant with a pumped-storage hydro-plant. We shall make use of optimal control tech-
niques to carry out the optimization. We shall also analyze another possible solution
based on compensation carried out a posteriori, instead of in real time.
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1 Introduction

The new regulations allow wind farms to go to the market to sell the energy generated by
their facilities. If wind farms offer in the pool, they will prepare their offers and schedule
their power production. However, a major problem exists: the unpredictability of wind
farm production. Forecasting errors lead to the wind farm incurring financial losses, known
as deviation penalties. Diverse methods have also been proposed to store this energy [1].
In this paper we focus on combined use of a wind farm with pumped-storage plants.

Some authors ([2], [3]) have researched the operation of a wind farm cooperating with
a micro-hydroelectric power plant and a pumped-storage hydro-plant. Previous studies
exclusively employ the storage ability to compensate for wind power imbalances. However,
this approach is not representative for large pumped-storage plants in power systems. One
of the techniques used for large pumped-storage plants ([4], [5]) is to calculate the optimal
amount of spinning reserve that the system operator should provide so as to be able to
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respond to errors in forecasts. The combined operation of wind farms and a pumped-storage
hydro-plant is also analyzed in [6].

The present paper aims to calculate the optimal operation of the pumped-storage plant,
simultaneously pursuing two goals: to maximize revenue in conventional operations in the
day-ahead market and to coordinate with the wind power producer with the aim of par-
tially compensating for wind power imbalances. In this paper we shall consider a large
capacity pumped-storage working jointly with a wind farm adjacent to its facilities. We
shall consider them to be a single unit (a wind-hydro power plant). Two different joint con-
figurations for the resulting joint-unit formed by the pumped-storage plant and the wind
farm are considered. In the first (uncoordinated operation), the pumped-storage plant does
not compensate for the errors due to forecasting wind power. In the second (coordinated
operation), we shall attempt to compensate for these errors in real time. We shall see in
this paper that the fact that the pumped-storage plant is a fixed-head plant will mean that
the optimal solution is of a very special type: bang-singular-bang. This will have crucial
consequences in coordinated operation and we shall present a qualitative study of the real-
time compensation of forecasting errors. In view of the result obtained in this study, we
shall propose a second solution: to employ the over-generation deviations of the wind power
plant a posteriori to pump water into the upper reservoir of the pumped-storage plant, thus
increasing profits. Finally, we present a realistic example.

2 Problem description and model overview

The day-ahead market in the Spanish wholesale electricity market is organized as a set
of twenty-four simultaneous hourly auctions. The simple bid format consists of a pair of
(hourly) values: quantity g (MWh) and price p (euro/MWh). The problem we shall solve
is the one faced by a wind-hydro power plant when preparing its offers for the day-ahead
market. This basic scheduling, with plants working independently, is based on the volume of
water b (mg) that must be used and on the best forecast of wind power generation available
each hour W/ (t)(MW). Unfortunately, wind power forecasts within a 14 — 38 hour time
horizon are usually highly inaccurate and hence incur deviation penalties.

As regards the pumped-storage plant, we shall model it in great detail without any
additional simplifications. For a large capacity reservoir, the effective head is constant over
the optimization interval and here the fixed-head hydro-plant model is defined. In plants
of this type, the active power generated, P(MW), is represented by the linear equation:
P(Z'(t)) = AZ'(t), where A represents the efficiency and diverse parameters related to the
geometry of the hydro-plant (see [7]) and z/(m?/s) is the rate of water discharge. Taking
into account the conversion losses of the pumping process, we must therefore introduce the
efficiency, 7, in the model.

We consider 2/(t) to be bounded by technical constraints: gmin < 2’(t) < gmax, ¥t € [0, T
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and we assume that b is the volume of water that must be discharged over the entire
optimization interval [0, 7], so: z(0) = 0, z(T') = b. The function P is thus defined piecewise

as:
A7 if 22>0
P(Y) = s s (1)
n-A-zZ if 2/ <0

3 Optimization of a fixed-head pumped-storage plant

In a previous paper [8] by the authors, we presented an algorithm that allows the optimal
solution of a fixed-head pumped-storage plant to be obtained. The objective function is
given by hydraulic profit over the optimization interval, [0,T]. Profit is obtained by mul-
tiplying the hydraulic production of the pumped-storage hydro-plant by the clearing price,
7(t), at each hour, t. An Optimal Control problem can thus be mathematically formulated
as follows:
T T

max/ L(t, z(t),u(t))dt :max/ m(t)P(u)dt

(w,2) Jo (wz) Jo
2 = u; Z(O) =0, Z(T) =b; Umin < u(t) < Umax

(2)

For the Optimal Control problem (2), we define the Hamiltonian in normal form:
H(t,z,u,A) := L(t, z,u) + Au = 7(t) P(u) + \u (3)

and the resulting Hamiltonian, H, is linear in the control variable, u. It is well known [9] that
when the Hamiltonian is linear in u, the optimality condition leads to the optimal u* being
undetermined if the switching function ®(z, \) = H, = 0. An added complication arises in
our problem: the Hamiltonian is defined piecewisely and the derivative of H with respect to
u (H,) presents discontinuity at u = 0. When non-differentiable objective functions arise in
optimization problems, the generalized (or Clarke’s) gradient (see [9]) must be considered.
Based on the above theoretical results, in [8] we determined the bang-singular-bang (b-s-b)
optimal solution:

Umax if A-w(t)>—Xo
u(t) =13 Using =0 if —Xo€[A-7(t),n - A-7(t)] (4)
Umin if n- A- W(t) < —Xo

The previous algorithm interpolates m(¢) and works with a continuous function. Thus, by
adjusting the switching times, it is capable of achieving the final volume b to discharge
with the desired precision. However, generating companies must in fact present offers in
the day-ahead market for each of the 24 hours of the following day. That is, we need to
convert a continuous variable into a discrete variable. We shall lose an essential feature in
this conversion: we shall no longer be able to achieve any final volume of water precisely.
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In fact, the volume discharged in the b-s-b solution must belong to the set of M possible
values: 0 = {by,ba,...,bps}. The plant operator therefore only needs choose in Q = {b;}},
the nearest value, without exceeding the available volume, b (bso; < b < bsgi11). In this
case, by is the discharged volume corresponding to the optimal b-s-b solution.

4 Qualitative analysis of real-time optimization

In view of the above results, we shall conduct a qualitative study on the b-s-b solution. Let
us assume we have obtained the solution for a certain A4y (calculated by aiming at a certain
final volume, bsy). We can know the price, 7,1, above which it is of interest to discharge
water, and we can know the price, mpymp, below which it is of interest to pump water. It
is shown that, between the instants of pumping (¢pump), stoppage (tsiop) and discharging
water (typ), the following relations exist between the prices:

T(tpump) < T(tstop); T(tstop) < T(tturs); T(tturs) > 0 - T (Epump) (5)
Furthermore, between two instants of stoppage, it is verified that:

A A
1 2 sol sol
W(tstop)7 71—<tstop) € |:,)7 . A’ A :|

(6)

When the plant operator prepares its offer for the day-ahead market for day D, this solution
obtained for the pumped-storage plant, assuming the market prices and available water to
be known, is the one that it will offer, seeing as it maximizes profits. The wind power plant
will offer according to the best forecast for wind power production available at 10 hours
the day before, D — 1. However, when day D arrives, deviations will almost certainly be
produced between the actual wind power production, W7 (t), and the forecasted production,
W7 (t). In this context, we shall pose the following question: when faced with a deviation
in wind power generation at the instant ¢, might it be of interest to the pumped-storage
plant to modify its behavior in real time (i.e. at ¢) so as to compensate for the deviation
penalties of the wind farm and thus achieve a greater joint profit?

Let us call d(t) = W"(t) — W/(t) the deviation of the wind farm at the instant ¢, p* ()
the price the market pays the over-generation deviation (which will be a certain fraction
s of the market price) and p~(¢) the price we must pay for the under-generation penalty
(which will be a certain fraction [ of the market price). Let us assume in all cases that
the deviations are against the system. We shall analyze in detail the two possibilities for
the deviations, d(t), of the wind power plant: 1) the over-generation deviation, and 2) the
under-generation deviation.

Let us now consider the first case. 1) If the wind farm presents an over-generation
deviation, the hydro-plant will be able to act at ¢ in only two cases: la) If it was stopped,
it will use the over-generation from the wind power plant to pump water; 1b) If it was
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discharging water, it will produce less power to compensate for the over-generation of the
wind farm. If it was already pumping, as the solution is of the b-s-b type, it will not be
able to act. Let us analyze sub-case la). At instant ¢, the hydro-plant was stopped and
pumped d(t)(MW) at zero cost. The amount of water pumped at ¢ which will then be
used is: d(t)/n.A. With this modification, the deviation in wind power generation does
not produce any profit at ¢, and we must find an instant t* at which it is of interest to
the pumped-storage plant to discharge this water. At t*, the hydro-plant may be stopped
(sub-case 1lal) or pumping (sub-case 1a2), seeing that, as the solution is of the b-s-b type,
if it was discharging water, the turbines cannot be put to greater use. It should be borne
in mind that this action will mean a change in its scheduling and will hence result in a
penalty; in this case, for over-generation.

We shall analyze all the other cases in a similar way to this case and shall see in a
detailed manner that the conditions that must be fulfilled for the real-time modification to
be of interest can never be given by the conditions (5) and (6). Conclusion: no real-time
modification is of interest.

5 A posteriori optimization of a wind-hydro power plant

Subsequent to the above study, we posed the question as to whether it is possible to model
the functioning of the wind-hydro power plant so as to operate in a coordinated manner a
posteriori and thus improve profits. We shall not make real-time compensations for under-
generation deviations in wind power. We shall however compensate for over-generation
deviations in wind power. We shall attempt to use the surplus wind power generated on day
D to pump water, thereby avoiding penalties for over-generation on day D and subsequently
use this water in the hydro-plant by discharging it on the following day D+ 1. Furthermore,
as we are working for the day-ahead market, we shall eliminate all the uncertainty associated
with the process.

B = /0 ' (7P PP () + 7P WP(t) — CP (1)) dt (7)

The total profit over the optimization interval [0,7] is revenue minus cost. Revenue is
obtained by multiplying the hydraulic production, P(¢), and the wind power production,
W (t), by the clearing price, 7(t), at each hour, ¢. The unique cost in our system is the cost of
deviation penalties, C'(t). Accordingly, and in order for the comparison to be rigorous, the
wind power production is considered to be sold to the market on day D and that of the hydro-
plant on day D + 1. We shall use superscripts to denote the day under consideration. In
uncoordinated operation, we shall have that z(T') = bsy. In the coordinated configuration,
the profit obtained shall have to take into account the reduction in deviation penalties,
C(t), and the increase in the volume of water available: z(T') = bsy + b*. To illustrate
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the behavior of this solution, we shall consider an example of a wind-hydro power plant
and compare the uncoordinated and the coordinated configurations. We shall see that it is
possible to obtain profit in the latter case.
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Abstract

In this paper we present and analyse a simple two populations model for migra-
tions among two different environments. The interactions among populations are of
competing type for resources. Further, an external agent acts on the populations by
maintaining their levels at constant value. Equilibria are investigated. A sufficient
condition for the coexistence equilibrium is provided.
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1 Model formulation

We consider two environments among which two competing populations can migrate, de-
noted by P and Q. Let P;, Q;, ¢ = 1,2 be their sizes in the two environments. Here
the subscripts denote the environments in which they live. Let each population thrive in
each environment according to logistic growth, with possibly differing reproduction rates,
respectively r; for P; and s; for );, and carrying capacities, respectively again K; for P; and
H; for Q;. We take them to be different, since they may be influenced by the environment.
Further let a; denote the interspecific competition rate for P; due to the presence of the
popolation ); and b; denote conversely the interspecific competition rate for ); due to the
presence of the popolation P;.

!This paper was completed and written during a visit of the fourth author at the Max Planck Institut
fiir Physik Komplexer Systeme in Dresden, Germany. The author expresses his thanks for the facilities
provided.
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Let m;; the migration rate from environment j to environment 7 for the popolation P;
and let n;; be the migration rate from j to ¢ for the @);’s.

The resulting model has the following form:

. P,
P =rP(1- fll) —a1P1Q1 — mo1 P + mia Py = A(Py, P2, Q1,Q2), (1)

Q1 =51Q:1(1— %) —01Q1PL — n21Q1 + n12Q2 = C(P1, P2, Q1,Q2),

. P
Py =1ryPa(1 — ?2) —aaPQ2 — miaPy + mo1 Py = B(Py, P, Q1,Q2),

2
Q2 = 52Qa(1 — %) — 02Q2 Py —n12Q2 + 121Q1 = D(P1, P, Q1,Q2).

At this point we make a strong assumption. We suppose that there is an external agent
that keeps the populations in check, by removing individuals of the two populations at rates
u for the P’s and v for the @’s. These control activities are performed in the same way in
both environments. Thus (1) gets modified as follows:

. P 1
P =rP(1- ?1) —a1P1Q1 —ma1 P + mia Py — 5“@)» (2)
1
_— 1 1
Ql = SlQl(l - Fl) - lel-Pl - nZlQl + n12Q2 - §U(t)7
i P, 1
Py =roPy(1 — E) — agPaQ2 — m1a P +mao1 P — 5”(07
. . Q2 1
Q2 = $2Q2(1 — E) = b2Q2Py — n12Q2 + n21Q1 — 57)(75)-

Note that in fact the removal functions u(¢) and v are functions of time through all the
population sizes P; and ();. These controls are unknown, but we can get by, since we know
their aim, which is to keep both populations at the constant fixed levels P and Q). From
this it follows that P, = P — P;, Q2 = @ — Q1. Further, we must have Pl + PQ = 0 and

Qi+ Q2 =0, ie.
0=A+B-u, 0=C+D —w.

Substituting back into the system (2) and eliminating the variables P» and @2, we find
. 1 . 1
Pi=g[A-B), @i=4C-D]
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We can now expand these expressions to obtain the final form of the model

. 1 9 ] 1 2
P==|P(2m — =P = _ )P
1 2[ <m12 T2+G2Q+K2 )+<K2 K1> 1 (3)

,
+P; <7“1 + 72 — 2mi2 — 2ma1 — a2Q) — 2?2213) —aQ1P + (az — al)PlQl:| ,

. 1 S9 S92 S1 2
Qi==-1Q12 —S9o+bP+—Q|+|——-——1Q
179 [ < iz = s2 by H, ) <H2 H1> !

s
+Q1 (81 + 82 — 2n12 — 2ng1 — bo P — 2F22Q> —ba2QP; + (b2 — bl)lel}

2 Equilibria

Let us consider the system (3). For ease of computation, we shall make the following
re-parametrizations:

T2 T2 !
=P(2 — —P), == — —, = —aoP <0,
o ( mo1 — T2 + a2@ + e > B K K g a2
(5:7“1—|—1”2—2m12—2m21—agQ—2;(—2P, €=ag —aiy,
2
S92 52 S1
¢ Q(nZl 53 + by +H2Q> "=, T 2Q <0,
L:81+82—2n12—2n21—b2P—22Q, ﬁ:bg—bl;
Hy
by means of which the system may be written in the form
. 1
Pr=< (a+BP] + 0P+ Q1 + eP1Q1) (4)

2
Ql:%(C+77Q%+LQ1+9P1+’1Q1P1)-

Seeking equilibria, it is easily seen that the origin in the P, — )1 phase plane is a
feasible equilibrium only for special values of the total populations P and () stemming from
the condition

a=(=0, (5)

which give either the condition P = () = 0, i.e. the ecosystem disappears, or alternatively

the following values for the total population values

(2Kama1 — Kara) so — as K (2Hanoy — Hasa) (6)
azbaHao Ky — 189 ’

Q- (2Hano1 — Hasz) ry — baHa (2Kamay — Kora)

agbo Hy Ko — 1959

P=
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Observe that a nonzero value of P in this case means that the whole population P is
contained in the second environment only, as P; = 0, and similarly for (). The Jacobian of
(3) in the neighborhood of the origin is

Lo~

2\0 ¢

and by means of the Routh-Hurwitz Criterion we can state that the stability of the origin
is ensured by the conditions

1
agby Ho Ko — 1259

(CLQHQ (b2K2 (—2m12 — 2n12 + 1 + 81) + 2 (277,21 — 82))

+89 (b2K2 (2m21 — 7“2) —+ 19 (2’!7112 —2mo1 +2n19 — 2n91 — 11+ 19 — 51 + 82))) <0

1
a2b2H2K2 — 7289

(agHs (b2 K3 ((2m12 — 1) (2n12 — 51) — (2ma1 — 1r2) (2n21 — 52))

+72 (2n21 — s2) (—2n12 + 2n21 + 51 — S2))
— (2m12 — 2m21 — T + 7“2) SS9 X (b2K2 (2m21 — 7“2) + T9 (2’!212 — 2’!221 — 51 + 82))) > 0.

In Figure 1 we report a situation leading to this equilibrium.
There are then the two boundary equilibria with only one population in environment
1, P; or (J1, with population levels that can be calculated from

o:%(g+9pl)

for ()1 = 0 and for P, = 0 from

0= 3 (a+1Qu),

each subject to the condition that the other equation in (3) must be satisfied. Thus substi-
tuting these values into the remaining equation in (3), a relationship between the parameters
is obtained, which thus leads to the equilibria

N Pb2H2 + 2H2n21 + (Q - HQ) S92

P =
1 b2H2 ) Ql 07 (7)
P=0. Q Qaz Ks + 2Komoy + (P — K») 2.
as Ko
together with the respective conditions
¢(06 — B¢)
a= g (8)
a(yt —an
o olbu—on)

,-YZ
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We will not expand the latter in terms of the original parameters due to the length of the
resulting equations. We just note that the denominators in general do not vanish but for
degenerate cases. In addition to (8), feasibility conditions are respectively

PbyHy + 2Honoy + Qs2 > Hasy,  QagKo + 2Kamay + Pro > Kars. 9)

The Jacobian matrices in the neighborhood of these boundary equilibria are respectively

1 (59—25( 79—6C) 1 (&y—ae 72 >

20 62 10 — K¢ 2v \Oy—ar vy —2an

Again by means of the Routh-Hurwitz criterion we can obtain the stability conditions
for these equilibria, that for the point (Pj,0) have the form

05 +1) > C(2B+ k), 0%+ 607+ 2BKC% > 0 (v0% + 2Bt + 0KC)
and for the equilibrium (0, Q1) take the form
Y +1) > a@n+e), Y20+ ay s+ 2ena® >y (072 + 200m + +ael)

having used the fact that v < 0 and 6 < 0.

Then, there is the coexistence equilibrium. From (4) we can see that this point may be
found by intersecting the two nullclines. An analysis of these curves reveals that they are
hyperbolas, apart from degenerate cases. In fact, we can write them e.g. in matrix notation
as follows

,B %6 %5 Pl
(P, Q1,1) | 3¢ 0 3~ Q1 | =0,

%5 %fy Q@ 1

and 0 3k 30 Py
(P, Q1) | 35 1 5 Q1 | =0,

%9 %L ¢ 1

from which it is immediately seen that the determinants of the matrices in general do not
vanish and

- 8 %e 1,
I't = det %e 0 |1= 46 < 0,
and . )
'y = det 10 2% = k%<0,
5/'1 n 4

thereby justifying the above claim. But in view of the fact that apart from v < 0 and
f < 0 all the coefficients of the two hyperbolas do not have a definite sign, conditions
ensuring that at least one intersection must be present are not easy to assess. But the set
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Q={(P1,Q1):0< P < PAO0< Q< Q} is invariant for the flow generated by (3). This
is a 2-dimensional compact invariant subset, therefore the Poincaré-Bendixson Theorem
holds and we have that the only three possible w-limit sets for orbits having their initial
conditions in €2 must be

e 3 critical point,
e a limit cycle,

e a finite number of critical points ¢;...,c; and a countable number of limit orbits
(heteroclinic and/or homoclinic) whose a- and w-limit sets belong to {c1 ..., c;}.

Furthermore, by means of the Sard-Smale Theorem we can easily infer that the subset
of the parameter space in which we can have the non-coexistence equilibria must have
measure zero. Thus for almost all values of the parameters we do not have non-coexistence
equilibria.

Following these results, the problem of finding the coexistence equilibrium reduces to
finding a Dulac function for (3). Up to now, we have the following sufficient condition for
the existence of such a function: if

ro9 < min {2m21, 7”1} , S < min {2n21, 81} (10)

then the function 1

Py

is a Dulac function for the system (3). This allows us to ensure that whenever the sufficient
condition holds there cannot be any limit cycle, and therefore the system must either tend
to a critical point or to orbits connecting the critical points. One such instance is empirically
shown in Figure 2.

We have also run simulations attempting to obtain persistent oscillations around the
coexistence equilibrium, but were not successful.

D(P,Q1) =

3 Conclusion

A metapopulation model with two patches and two competing populations migrating among
them has been considered, subject to the constraint that whole populations are held at a
constant value by an external agent. In particularly unfavorable circumstances the system is
shown to disappear. This can occur only for a special set of parameters, satisfying condition
(5) and thereby giving the total populations at specific levels, (6).

Equilibria containing only one population in just one environment are also obtained for
very specific parameter values, (8) and attain the values given in (7). One population is
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thus surviving in patch 1 and the other one in patch 2. This is clearly possible because in
the assumptions of the model, stating that each one of them grows logistically in absence of
the competing one, we are saying that sufficient resources are available for them to thrive
in each environment.

The existence and stability of the coexistence equilibrium has been shown numerically,
as the analysis proves to be too complicated, in view of the fact that it originates from
the intersection of conic sections, which can be shown to be hyperbolas, but for which the
precise determination of their position in the phase plane it too complicated. Thus even
to establish sufficient conditions for their feasibility is not possible. We provide only (10),
which is rather based on the use of the Dulac function and the Poincaré-Bendixson theorem.

In situations as the one presented here it is important to address the question to what
is the system’s outcome if some of the connecting paths between patches are cut out. Here
unfortunately we are not able to state anything precisely, since all that can be established
is that by annihilating the pairs mq2, mo; and nq2, ns1, thereby stating that one of the two
populations does not migrate, or even just mio and ni2 to mean that the path from patch
2 into patch 1 is blocked, simplifications in the conditions (5), (8) and the corresponding
population levels (6) and (7) are obtained. Note however that not even one of the coefficients
of the conic sections obtained by setting to zero the system (4) attains a definite sign, also
in these special cases. Therefore in this situation not much more can be analytically stated
about the consequences of breaking interpatch communications.
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Parameters:

r1=25,r2=200,sl=35,52=300,K1=50,K2=250,H1=150,H2=350,a1=0.5,a2=0.4,b1=0.6,b2=0.8,m12=0.3,m21=0.5,n12=0.1,n21=0.4,P=139.156,Q=219.188
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Figure 1: The origin of the P,—(@; phase plane is asymptotically stable for the initial
condition (P;,Q1) = (35,55) and parameter values r; = 25, o = 200, s; = 35, s2 = 300,
K1 = 50, K2 = 250, H1 = 150, H2 = 350, ap = 0.5, ag = 0.4, b1 = 0.6, b2 = 0.8, mig = 0.3,
ma1 = 0.5, n12 = 0.1, noy = 0.4 with P = 139.156 and ) = 219.188.
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Parameters:

r1:6.2,r2:4.85,51:10.5,32:3.25,K1:150,K2:170,H1:200,H2:235,a1:0.5,a2:0.2,blzl,bzzl.l,m12:0.2,m21:0.l,n12:0.3,n21:0.3,P:250,Q:35O
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Figure 2: The coexistence equilibrium (Py, Q1) = (9.85, 328.4) is stable for the initial condi-
tion (Pl,Ql) = (10,80) and r = 6.2, ro = 4.85, S1 = 10.5, S9 = 3.25, K1 = 150, K2 = 170,
Hy =200, Hy =235, a1 =0.5, a2 =0.2, by =1, by = 1.1, ma = 0.2, mg; = 0.1, ny2 = 0.3,
n91 = 0.3 with P = 250 and ) = 350. Note that using these parameters the sufficient
condition (10) for the existence of a Dulac function does not hold.
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Abstract

We consider the problem of optimal allocation of a redundant component for series,
parallel and k- out of- n systems of more than two components, when all the components
are dependent. We show that for this problem is naturally to consider multivariates
extensions of the joint bivariates stochastic orders. However, these extensions have not
been defined or explicitly studied in the literature, except the joint likelihood ratio
order, which was introduced by Shanthikumar and Yao (1991).

Key words: Standby and active redundancy, multivariate extensions of the joint
stochastic order.
MSC 2000: 60E15, 60K10.

1 Introduction

The problem of where to allocate a redundant component in order to increase the reliability
of a system is one of the important problems in reliability. Two types of redundancy, active
and standby, are the most common types of redundancy. An active redundant is put in
parallel with a component at the same time and a standby redundant component is put to
use upon the failure of the original component. As an example consider a series system of two
components with random lifetimes 7'1 and 72 and let us consider an additional component,
with random lifetime S, in parallel redundancy with any of the two components. Then we
have two systems U; = min{max(71, S), T2} and Uy = min{T1, max(7», S)},
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and the problem is which of the two system has a larger lifetime in some probabilistic sense.

This problem has been studied along the 90’s, and more recently in Valdés and Zequeira
(2003), Romera, Valdés and Zequeira (2004) and Valdés and Zequeira (2006). All these pa-
pers consider the case where the components are independent. In the case of dependent
components not too much work has been done, and as far as we know, only the papers
by Kotz, Lai and Xie (2003), da Costa Buneo (2005) and da Costa Bueno and do Carmo
(2007) deals with this problem.

The purpose is to consider this idea when all the components are dependent. Thus,
let us consider a system with n > 2 components with random lifetimes 73,75, ..., T, and
an additional component, with random lifetime S, that can be put in parallel or standby
redundancy with any of the n components. Then, we can consider n diferent systems and
the problem is which of the n system has a larger lifetime in some probabilistic sense. First,
we discuss the case of series and parallel systems and later we extend the results to the case
of k-out-of-n systems. For obtaining the results, previously has been necessary to consider
multivariates extensions of the joint bivariates orders introduced by Shanthikumar and Yao
(1991) and Shanthikumar, Yamazaki and Sakasegawa (1991).
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Abstract

With the aid of fixed—point theorem and biorthogonal systems in adequate Banach
spaces, the problem of approximating the solution of a nonlinear Fredholm—Volterra
integro—differential equation is turned into a numerical algorithm, so that it can be
solved numerically.

Key words: Biorthogonal systems, fized—point, nonlinear Volterra—Fredholm integro-
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1 Preliminaries

Denoting by C([0,1] x R) and C([0, 1] x R) the Banach space of all continuous and real—
valued functions defined on [0, 1] x R and [0, 1]? x R respectively, equipped with their usual
sup—sup norm, let us consider the following problem associated to the Fredholm—Volterra
integro—differential equation: given p € R, ki, ks € C([0,1]? x R), and f € C(]0,1] x R), find
x € C*(]0,1]) such that

1 t
f(t,z(t)) -l—/o ki(t, s, z(s))ds -l-/o ko(t, s, z(s))ds  ((t,s) € [0,1]?) (1)
z(0) = p.

Frequently the mathematical modelling of problems arising from de real world (see
[17] and the references there are in) deal with problem (1). These are usually difficult

S
~
—~
~
S~—

I
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to solve analytically and in many cases the solution must be approximated (see [9], [10],
[14]-[16]). The use of fixed—point techniques in the numerical study of linear and nonlinear
differential, integral and integro—differential equations has also proven successful in some
works, as [2]—[8], [11] and [12]. The purpose of this work is to develop an effective method for
approximating the solution of (1) using Schauder basis and another classical tool in Analysis:
the fixed—point theorem. This algorithm generalizes the developed ones in [2], [6], [3] and
[12] for linear Fredholm—Volterra integro—differential, nonlinear Volterra integro—differential,
nonlinear Fredholm integro—differential and nonlinear differential equation respectively.

To establish our numerical method, we first need to review some results of a theoretical
nature in section 2. We arrive at a numerical method for approximating the solution of (1)
in section 3, and in order to state the results about convergence and to study the error of
the proposed algorithm, we will assume that kq, ko and f satisfying a Lipschitz condition
with respect to the last variables: there exist Ly, Ly, Ly, > 0 such that

|f(t,y) — f(t,2)] < Lyly — 2|
|k:1(t,s,y) - kl(t,S,Z)| < Lk1|y - Z‘
‘kQ(ta S>y) - k2(t7872)| < Lk’2|y - Z‘

for t,s € [0,1] and for y,z € R, with M := Ly + Ly, + L—SQ < 1. Finally, in section 4 we
illustrate the theoretical results with a example.

2 Two tools of a theoretical nature.

Two fundamental tools will be used to establish the algorithm needed to solve the problem
(1). The first is the Banach fixed—point theorem (see [1]):

Banach fixed—point theorem. Let (X, | -||) be a Banach space, let F : X — X and
let {vn}n>1 be a sequence of nonnegative real numbers such that the series Y. ~qVn 1S
convergent and for all y,z € X and for alln > 1, |F"y — F"z|| < yully — 2||. Then F has
unique fized point x € X. Moreover, if T is an element in X, then we have that for all
n>1,

o
177 — ol < (3 w)IIFz - 7.
1=n
In particular, x = lim,, F™(T).

The second tool applied consists of biorthogonal systems in Banach spaces C([0, 1]) and
C([0,1]?) (see [13] and [18]). We will make use of the usual Schauder basis for simplicity
in the exposition, although the numerical method given works equally well by replacing it
with any complete biorthogonal system in C([0,1]?). Let us consider the usual Schauder
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bases {b,, }n>1 in the space C([0,1]) and {B,},>1 in C([0,1]?) and {P,},>1 and {Qn }rn>1 the
sequences of (continuous and linear) projections in C([0,1]) and C([0, 1]?) respectively. Let
it be {b} }n>1 and {B} },>1 the associated sequence of (continuous and linear) coordinate
functionals in C([0, 1]) and C([0, 1]?) respectively.

3 The numerical method. Study of convergence and error.

Our starting point is the formulation of (1) in terms of a certain operator L as follows: let
T :C([0,1]) — C([0,1]) be the linear and continuous operator defined by

Tx(t) ::p—l—/otf(u,az(u))du—i—/ot/ol kl(u,sw(s))dsdu—k/ot /Oukg(u,s,x(s))dsdu

0<t<1, ze(01]).

It is a simple matter to check that a function x € C1([0,1]) is the solution of (1) if and
only if x is a fixed point of the operator T'.

The condition assumed on M and the Banach fixed point theorem allow us to establish
the existence of one and only one solution z of (1), which is

z = lmT™(T).
m

On the other hand, using Schauder’s bases introduced in the section 2, let us consider
the functions ¢ € C([0,1]) and ¢1, 2 € C(]0,1]?), defined respectively by

p(t) = f(t,x(t)),

¢1(t7 S) = kl(tv S?‘T(S))v
da(t, s) = ka(t, s, x(s)).

Let {0n }n>1, {fn }n>1, {Vn}n>1 be the sequences of scalars satisfying ¢ = anl Onbn, ¢1 =
an tnBn, ¢2 = En21 UnBy,. Then for all ¢ € [0, 1] we have that

(T2)(1) :p—l—Zén/Otbn(u)du+Zun/0t/01Bn(u,s)dsdu+2un/0t/0u3n(u,s)dsdu
n>1 n>1

n>1
(2)
where

n—1
01 =p(t1); and for n>2, 6, = (t,) — Z bz (©)bg(tn)
k=1

and
w1 = ¢1(t,t1), v1= Pa(ts,t1)
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and for n > 2,

Hn = (Z§1 tut ZBZ (bl Bk(tht )

Vi = da(ti, t)) ZB;; (62)Bg(ti tj), with 7(n) = (i, ),

where

(\/ﬁv \/ﬁ)v if [ﬂ = \/ﬁ
7(n) = (n = [vn]?, [Vn] + 1), if 0<n—[Vn)?<[Vn]
(Wn]+1,n = [Vn)* = [Va]), if [vn] <n—[V/n]?

and for a real number p, [p] will denote its integer part.

We can then calculate iteratively using (2), at least in a theoretical way, the solution
of (1). From a practical viewpoint, in general these calculations are not possible explicitly.
The idea of our numerical method is to use an appropriates Schauder basis in the spaces
C([0,1]), €([0,1]?) truncating the functions of such spaces by means of the projections of
the Schauder bases. Specifically, in view of (2), we consider the sequence {z,},>0 defined
as follows:

Let 2o(t) := z(t) € C'([0,1]) and m € N. Define inductively, for r € {1,...,m} and
0 <t,s <1 the functions:

pro1(t) = f(t, 2r1(1))
or—1(t,s) := ki(t, s, xr—1(s))

Yr—1(t,8) := ka(t, s, xr-1(s))

0=t [ Butorstaus [ [ Quoratusnasaut [ [ Quatwnsw o) dsan

where n, € N with n, > 2.

The following result show that the sequence {x,} approximates the solution of (1) and
give the error. For this, let us assume that kl, kz € CL([0,1]? x R), f € C'([0,1] x R) such
that for each i € {1,2}, k;, %, %ks , ax  f, 2 aw 83{ satisfy a global Lipschitz condition in
the last variable.

Theorem. Let m € Nyn, € N, n, > 2 and, {e1,...,em} a set of positive numbers such
that for all v € {1,...,m}

Er
AT, <
T 2Ar71(ﬁ + 352)
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where
Oor_1

ot

9 I

0or_1
’ 0s

awr—l
ot

awr—l
0s

|

Moreover, if x is the exact solution of the integro—differential equation (1), then the error
|z — xm|| is given by

A¢1:=:nun<{n¢;_1u,'

Then
||T$r71 - xr” < é&r.

m
TZ -2+ M™ e,
r=1

m

M
o= 2mll < 7

4 A numerical example

We consider the following Fredholm-Volterra integro-differential equation with the exact
solution z(t) = ¢2. Its numerical results are given in following table.

1 1
2’ (t) = —(10 + 180t — 15¢° — 6t°)t + gm(t)

~ 120
+ /1(2 —3(s +t) + 6st)x(s)ds + /1 %tx(s)ds ((t,s) € [0,1]%)
0 0
z(0) = 0.

We have fixed the subset {¢;}i>1 chosen for constructing the Schauder basis {by,}n>1
in C([0,1]) and {B,},>1 in C(]0,1)?), specifically, t; = 0, to = 1; and for n € N U {0},
tiv1 = %’fb—ﬂ if i =2" + k+ 1 where 0 < k < 2" are integers. To define the sequence {z,},
we take n; = ¢ (for all j > 1). In addition we include, a table exhibiting, for ¢ = 9,17
and 33, the absolute errors committed for certain representative points of [0,1] when we

approximate the exact solution x(¢) by means of the iteration x,(t).

1=9 1 =17 =33

o fe® —e@®] w2 leat) ()]
0.125 7.63E—4 1.84E—4 4.04E-5
0.250 1.25E—3 3.02E—4 6.42E—5
0.375 1.47E—3 3.52E—4 7.12E-5
0.5 1.42E-3 3.35E—4 6.11E-5
0.625 1.10E—-3 247E—4 3.36E—5
0.750 4.84E—4 8.88E—5 1.15E-5
0.875 4.30E—4 1.44E—4 747E-5
1 1.65E—3 4.54E—4 1.56E—4
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Abstract

We describe the analysis of a Hadoop map-reduce programming platform running on
a non-dedicated computer cluster. In the work presented, we have a group of local appli-
cations sharing the computational resources with additional Hadoop applications. Our
proposal describes the use of shared resources to execute read-mapping bioinformatics
Hadoop applications. To do so, we must ensure that local applications performance is
not affected. Also, the effective use of a Hadoop platform on a non-dedicated system
needs a special analysis and configuration of a list of parameters. One of the most
relevant aspects to consider is the job scheduling policy to allow the co-scheduling of
several instances of Hadoop applications.

Key words: map-reduce, job scheduling, bioinformatics, non-dedicated cluster

1 Introduction

Recent advances in different scientific disciplines are generating vast amounts of data that
must be stored and analysed efficiently. In this sense, it is interesting to consider the impact
of Next Generation Sequencing technologies that provide whole genomes as the result of
each experimentation.

Large data repositories are usually built on top of computer clusters. In this way, we
can use the added computing and storage capacity of all the individual computers. This
kind of systems have become the most common source of computing found in the majority
of scientific laboratories.
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In many institutions, specially universities and research centers, we can find computer
workstation networks that are shared by different users as non-dedicated environments.
That is, systems run well-known local tasks usually with a tight schedule. This is the case
of computer laboratories devoted to teaching activities in university schools. Such non-
dedicated resources are also used to run scientific applications in idle times using tools like
Condor [1] or by the implementation of a social contract that does not compromise the
resources needed by the local applications.

Our main goal is to evaluate the usage of such non-dedicated cluster to execute data
intensive parallel applications without disturbing the system response to local applications.
We are going to evaluate the performance of a system when running a well defined set of
local load together with an additional set of data intensive Hadoop [2] applications. We
are using control groups [3] to make reservations of needed computational resources. A
new Hadoop job scheduler will be presented to select Hadoop tasks to be executed from a
queue of pending jobs. The policy implemented by the scheduler will analyze the available
resources of the non-dedicated cluster and the properties of the launched additional Hadoop
tasks to improve resource usage and execution times.

In section 2, we are describing the background of the work, namely mapReduce environ-
ments like Hadoop and bioinformatics applications that run on Hadoop. Then, in section
3, we describe the applications considered as local and additional load. Finally, in section
4 we are showing the experiments done and, in section 5 some conclusions obtained.

2 Bioinformatics Hadoop applications and related work

During the last years, programming paradigms and computing platforms needed by web
and High Performance Computing (HPC) applications are converging. The usage of highly
distributed NoSQL databases like Cassandra [5] or Hbase [4] for many large dataset oper-
ations in web applications with millions of users has required the use of computer clusters
to store the data. These web applications also have promoted the use of new programming
environments that facilitate the task of processing large amounts of user data in parallel.

As a consequence, new cloud scientific applications, specially in the bioinformatics field
are adopting the same tools and environments to solve large data set processing problems
like genome sequencing and alignment [6].

From this point of view, if we evaluate the traditional parallel programming environ-
ments, application designers have a list of responsibilities to face:

e Decide problem granularity by decomposing the problem in parts
e Task allocation in each node of the computer system

e Coordinate synchronization of different processes in execution
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e Fault tolerance policies

Some of these tasks need a certain detailed knowledge of the hardware aspects of the
computing system in use. Therefore, parallel applications are usually closely coupled to the
hardware where they run on and make it difficult to port applications to other platforms.
Programming models like MPI and OpenMP provide a certain level of abstraction over the
communication and synchronization operations. Unfortunately, programmers still need to
confront many of the design decisions mentioned above. Additionally, programming models
are focused on CPU-intensive problems and do not provide a good support for large input
data processing.

As a solution to these needs, Google proposed using the map-reduce paradigm [7] fo-
cused on processing large input data problems. Map-reduce programs are automatically
parallelized and executed in a computer cluster. At runtime, the system provides solutions
to each of the parallel application responsibilities. For instance, it applies a predefined in-
put data partitioning policy, a scheduling of the program tasks into the different computer
nodes, a fault tolerance management policy, and a transparent communication pattern be-
tween the different tasks of the application. With this model, programmers without much
experience in distributed environments can effectively use a potentially large system.

Map-reduce is a programming paradigm specially well suited for data parallel appli-
cations. Programmers must specify the flow needed for processing input data using two
functions: map and reduce. Input data are first processed in blocks to generate intermedi-
ate key-value pairs with the use of map tasks. Then, all keys are automatically sorted and
merged to allow each reduce task to receive all values generated for a certain sorted key set.
Then, values are processed and outputs are finally generated.

Hadoop [2] is a highly configurable map-reduce framework developed as an Apache
project. It is implemented in Java and is composed of two main subsystems: HDFS dis-
tributed file system and the Hadoop task running system. Both are designed using a master-
worker architecture where a master coordinates the local tasks performed by workers.

[ Application ]
(Hadoop ) ( HDFS

Figure 1: Hadoop main components overview.
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The specific behavior of Hadoop is managed with the help of a set of more than a hun-
dred configuration parameters. We can adapt the execution conditions of the applications
to the actual system in use by providing specific values. In fig. 1 we show the stack of
software in the system when a Hadoop application is running. In this case, when consider-
ing the configuration of the system we need to address a different set of variables in each
of the levels of the stack. Then, we need to identify which variables are relevant for our
applications and which values provide the best performance. We will follow a top-down
approach with the objective of generalizing relevant aspects to the inner layers of the stack.

An example of a parameter to analyse is the scheduling policy. It should be adapted to
co-schedule tasks for many instances of the same application at the Hadoop level. We also
will define a set of non-dedicated computational resources to be used by the Java Virtual
Machine and the Hadoop applications that will change during the day. User defined job
scheduling policies can be used in Hadoop just by configuring a module of the system. By
default, job scheduling is done dynamically. Jobs are divided into sets of map and reduce
tasks which are placed in a task queue. Hadoop scheduler, managed by master Job Tracker,
picks available nodes to launch as many local tasks as possible.

Hadoop job scheduling starts when a cluster node is ready to execute a task, Job Tracker
receives a heartbeat signal with a status report. Then it looks for a task in the queue that
needs a data block located in the available node. If such a task is found, it is sent to the
available node. Else, it selects the first task available to be executed. For each user task
to be executed, local Task Tracker creates a new Java Virtual Machine to run it. When
the task is completed, Task Tracker eliminates the JVM and reports new idle state to the
Job Tracker. Hadoop selects jobs by default applying a FIFO policy. For shared clusters, it
also provides some alternatives like Capacity [8] and Fair Share [9] policies to ensure that
all tasks receive the same amount of resources over time.

Hadoop framework is aimed for clusters of hundreds of nodes where datasets are dis-
tributed. Many of the default parameters and policies are not suitable for non-dedicated
systems like ours. For example, data replication policies ensure a reliable fault tolerance
behavior, as a node failure is a probable event in large systems, rather than pursuing a
better performance by good data locality policies.

In summary, we need to adapt policies and parameters of Hadoop when running static
workloads on top of smaller sized non-dedicated clusters. We will analyse the impact of
the framework parameter adjustments on the performance of the applications to look for
efficiency without affecting local applications.

Other existing projects are adapting map-reduce frameworks to use shared computing
resources. Projects like Moon [10] have carried out a similar work of adjusting a map-reduce
framework to an opportunistic environment. Also, Adapt project [11] proposes the use of
placement strategies in order to improve the performance of map-reduce applications where
computing nodes enter and leave the system at any time. Purlieus [12] provides a Hadoop
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cluster made of virtual machines as a cloud data center.

Many projects have studied the tuning of the Hadoop parameters to improve its perfor-
mance. Work of Jiong et al [13] tries to generate a good allocation of resources in hetero-
geneous computing environments by considering relative capacities of the different nodes.
Techniques like delay scheduling [14] improves map-reduce locality delaying the assignation
of a task to a node waiting for a free slot with a requested data block.

We share with Zhenhua et al [15] the need of a global decision mechanism to allocate
data blocks. They propose an integer linear programming technique while we are creating
workgroups of similar jobs in terms of their data access.

Finally, Hadoop resource usage studies have also used c-groups for computing resource
reservation [16].

For our work, we are considering a constant set of homogeneous non-dedicated computer
nodes running a static workload.

3 Running Hadoop jobs in a non-dedicated cluster

Our experimentation analyzes the sharing of computing resources among two different kind
of applications. First of all, we describe the characterization of the local applications. Then,
we describe the parallel applications we are going to execute concurrently. Finally, we show
the effect of the Hadoop adaptation to the non-dedicated system in the execution of a group
of Hadoop applications.

First, we need to ensure that local user applications are not affected during their exe-
cution. To do that, we are reserving the resources they need with the use of resource pools
named containers.

We propose the use of Linux container implementation. The control groups, cgroups,
allow us to reserve resources on the cluster nodes. These resources of each node are divided
into a subsystems hierarchy and each cgroup defines a specific percentage of use of a sub-
system. From there, we can assign applications, users and processes to each cgroup defining
how any combination of cluster resources will be shared.

3.1 Local user activity

Local user activity is modeled by a parametrized benchmark suite. In this way, each pro-
gram defines a percentage of the actual resource consumption: CPU, memory and network
bandwidth. We use this parameters to represent typical Best-Effort applications that run
locally in our system. We have profiled our teaching laboratories during some weeks to have
a list of realistic values for comparing the benchmark execution.

Table 1 shows a characterization of local applications we considered for our work. In
this table we define five different profiles of use of local resources, being a selection of NAS
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Profile | NAS %CPU | %MEM | DISK read | DISK write | NET recv | NET sent
A EP.A (serial) 99 0.2 26 7 1.32 2.06

B MG.B (serial) 99 42 37 23 3.84 3.42

C IS.C (serial) 20 95 23000 12000 0.77 0.72

D CG.A (parallel) | 40 55 54 21 1890 1845

E FT.A (parallel) | 63 61 67 17 1025 965

Table 1: Characterization of the local load using NAS applications. Disk metrics are in
blocks/sec and network in Bytes/sec

serial and parallel applications. We describe application needs in terms of CPU, Memory,
disk and network usage.

3.2 Hadoop bioinformatics applications

In this work, we have used an implementation of MAQ [17] designed to align short read
DNA sequences to a reference genome.

Map-reduce applications can be classified depending on the volume of the data processed
in the different stages of the execution. MrMAQ [18] is a Reduce input heavy application
programmed in Java using Hadoop open source map-reduce implementation. The basic
principles of the application are the same as MAQ: to find matches of a list of short reads
with a provided genome reference by using a seed and extend algorithm.

The design of MrMAQ is based on previous map-reduce bioinformatics application
ideas [6]. In our particular implementation, Map tasks read both reference and read files
to generate 28 base pair seeds from both. Reducers receive keys with matching read and
reference sequences, known as hits. Then, reducers extend the alignment for all hits found
and calculate their alignment qualities. The application returns a list of all short reads,
their alignment positions in the reference, and their alignment qualities.

4 Results

To evaluate the performance of local and Hadoop workload processing, we have used a
computer cluster consisting of 9 nodes interconnected by a 100 Mbit network. Nodes are
dual processor Intel Pentium 3,4 GHz, with 1 GB of memory and 44 GB of disk for each
node. Hadoop version used was 0.20.2 with Oracle Java VM 1.6.0-16. All nodes where
running Linux version 2.6.31.

Our non-dedicated cluster runs well-known controlled local load. This load varies over
time, allocating a few hours to each local application. We are using several cgroups to define
different resource usage configurations to be used by each node of the system during the
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normal day activities.

To evaluate the effect of this resource reservation in the local load, we have done a
series of experiments. We define a mix of local and additional Hadoop load that executes
concurrently with the objective of assuring that the local load is not affected when cgroup
resources suit the applications needs. Fig. 2 shows results of the resource consumption
when both applications are sharing the resources under different reservation values. We
describe the applications execution time in percentage of the time of running alone. Each
experiment runs on decrementally local reservation conditions. From there, we select those
levels that maximize the resource usage for the rest of the analysis.

Runtime

500 206%

Local(90%) - Local(80%) - Local(70%) - Local(60%) - Local(50%) -
Paral (10%) Paral (20%) Paral (30%) Paral (40%) Paral (50%)

EEPA  EMR_MAQ (Input Size 52 MB)

Figure 2: Execution of local and parallel load using cgroup resource reservation

We also analyze the Hadoop application to find the number of map and reduce tasks
that minimizes the execution time. In fig 3 we show the execution times of the Hadoop
application with 1 Gigabyte input size. From those graphs, we use the number of map and
reduce tasks that minimize execution time. In our case, 32 maps and 8 reducers.

Another objective of the work is to evaluate the resources needed by the Hadoop map-
reduce applications. For that, we studied the data consumption pattern of mrMAQ, shown
in fig 4, in terms of amount of data read and written during the execution. The amount
of map output data generated became seven times larger than original input. We call
this behavior heavy reduce input. For this kind of data pattern we try to provide as
much memory as possible to store intermediate data in Hadoop buffers. Hadoop will save
intermediate data to disk every time the buffers fill up, so having larger buffers will avoid
spill disk accesses.

Multiple instances of Hadoop applications contend for access to a common set of input
files. As those applications are launched, all their map and reduce tasks are available
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Figure 3: Evaluation of map and reduce tasks of the Hadoop application
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Figure 4: Data read and write consumption profile during the execution

in the Hadoop task queue. Those tasks that request the same input data blocks can be
co-scheduled to be executed together. In our case, Hadoop jobs are instances of read-
mapping mrMAQ application. All instances that share the same genome reference file form
a workgroup. We have developed a new scheduling policy to seek affinity between those
tasks in a workgroup that request access to the same input blocks. By this, we want to
improve the co-scheduling of tasks that share resources like common input files or need
to access the same resource like CPU. A workgroup is treated as a new job entity to be
executed by Hadoop.

The scheduling policy implemented follows a simple mechanism. First, a worker Task
Tracker sends a heartbeat signal to the master Job Tracker to inform that the node is ready
to execute a new task. Then, Job Tracker looks through the tasks of the first job in queue
to find a task that is requesting the access to the blocks located in the available node. Then,
for all free task slots in the node, the policy also evaluates the jobs queued in search of tasks
accessing the same data block. Those tasks will also be assigned to execute in the node.
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Our work environment is based on the principle that all applications that share files
already form a group before their execution. This assumption is not realistic in most cases.
In our cluster, the different instances of the read mapping application arrive at known times
and, therefore, can be launched in specific times.

Scheduling system also needs to consider a limited job queue and a job admission
module that evaluates the number and size of workgroups that are allowed to be in the
queue and launched concurrently. In this way, we can avoid long waiting times for tasks in
the execution queue.
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Figure 5: Makespan times of a workgroup execution

Each job submitted to the cluster has an input size of 3.5 GB. Input files were divided
into 62 blocks of 64 MB that are distributed between the nodes running HDF'S. To evaluate
the effects of the block distribution in data locality we did not use block replication. All
jobs submitted to the cluster were composed of 62 maps and 14 reducers.

Figure 5 shows the execution times of a workgroup with each job sharing the same
genome reference file. We evaluate the execution time increasing the amount of jobs queued
from 1 to 64. Makespan time was used as a metric for evaluating the scheduling policy.
That is, the total time since the first job was submitted to the cluster until the end of the
last execution of job queued.

Scheduling policies compared were FIFO, Fair scheduler and the proposed policy. Fair
policy uses a pool of jobs, while the rest use a job queue. In figure 5, we show makespan
times obtained by the policies when running an increasing amount of jobs. Results show
that the policy proposed improves the average makespan time in 7.8% when compared to
FIFO and 8.3% against Fair Scheduler.

In the second set of experiments we used four different reference files. That is, we
are executing four workgroups concurrently to compare the execution times using FIFO,
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Capacity, and the proposed policy. For the case of Capacity scheduler, we are defining
four queues, one for each workgroup. Then, jobs submitted to the cluster were assigned to
the corresponding workgroup queue. Cluster resources like available slots were distributed
evenly among all queues. The other policies are using a single job queue.

Figure 6 shows makespan times for an increasing amount of jobs belonging to the four
workgroups. The number of jobs belonging to each workgroup is divided equally among
the number of jobs issued. Results show that the policy proposed improves the average
makespan time in 7.3% when compared to FIFO and 3.2% when compared to Capacity
scheduler.
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Figure 6: Makespan times of 4 workgroup execution

Both makespan figures show the benefits of applying our framework adaptations to our
system. As the Hadoop applications are very dependant on the reduce phase, we need to
focus on further improvements on the reducers to get more relevant results.

5 Conclusions and future work

We have analysed the adaptation of Hadoop map-reduce framework to run various instances
of bioinformatic applications in a non-dedicated computer system. For that, we have de-
scribed the application data consumption patterns and presented a new scheduling policy
that defines workgroups of applications so that they are co-scheduled together. The execu-
tion of these Hadoop bioinformatic applications must be adapted to use existing computing
resources so that local applications are not affected. We propose the use of cgroups to make
adequate resource reservations during the daily use of our non-dedicated computer system.

Next steps in the research will consider the dynamic definition of local resources and
the impact of local resource occupation to the Hadoop application workgroups. Then, the
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scheduler will modify its choice of applications to consider tasks that fit better the available
resources.
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Abstract

The scheduling of jobs in a multi-cluster heterogeneous environment is known as a
NP-hard problem, not only for the resource heterogeneity, but also for the possibility of
applying co-allocation to take advantage of the greater amount of resources. Previous
works in the literature have usually dealt with the co-allocation problem by acting on
each jobs, present in the waiting queue, individually. In a previous work, the authors
overcome these works by presenting a strategy based on Mixed Integer Programming,
which was able to simultaneously allocate all those jobs that fitted into the available
resources.

In this paper, the authors present a new algorithm with the power to treat all jobs in
the waiting queue as a complete set. The algorithm deals with the job execution order to
obtain the fairness allocation, or co-allocation when necessary, that can provide better
execution times for all of them.

Key words: Job Scheduling, Multi-Cluster Heterogeneity and Performance, Co-Allocation

1 Introduction

Multi-cluster environments are made up of several clusters of computers, using a dedicated
interconnection network with a more predictable performance than in grid environments [1].
In these environments, co-allocation strategies allow jobs to be allocated across different
clusters, permitting to execution of those jobs with more requirements than available in
each single cluster, thus reducing the internal fragmentation taking advantage of available
resources from different clusters, and thus, increasing the job throughput by reducing the
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waiting times in the system queue [2]. However, allocating jobs across different clusters can
reduce the overall performance when co-allocated jobs contend for the inter-cluster network
bandwidth. Moreover, the heterogeneity of the processing and communicating resources
notably increases the complexity of the scheduling [2][3][4][5][6] .

A common issue in those previous works is that jobs are treated individually. This
means that allocating a job without taking the rest of jobs into account can reduce the
performance of future allocations, and could decrease overall system performance [7]. To
extend those previous approaches, the authors developed a new scheduling strategy, named
PAS [8], which selects the best suitable resources by means of a Mixed Integer Programming
for a set of jobs that fits the available resources, but without changing the jobs order in the
system queue.

The main constraint of the PAS strategy is its limitation to act on a set of jobs that fit
the available resources without disturbing the arrival order. In the present work, the authors
proposed a new strategy called METL, for Minimum Ezecution Time Loss, which is able
to overcome this limitation considering not only the best allocation, but the order for all
the jobs in the waiting queue. This strategy has been tested experimentally and compared
with the most common techniques of the literature. The results show that ordering and
allocating jobs considering the available resources and their processing- and communicating-
requirements, provides best job execution time results than the classic policies.

The rest of the paper is organized as follows. In Section 2, the authors present the
strategy for multiple job co-allocation in a multi-cluster environment. Section 3 shows the
experimental results. Finally, the conclusions are presented in Section 4.

2 METL Scheduling Policy

In this paper, we consider the parallel jobs following the Bulk-Synchronous Parallel model
(BSP) [9] where jobs are made by a fixed number of tasks with similar processing and
communication requirements. Under these assumptions the execution time can be expressed
as

Tej:Tbj'[O'j'SPj-i-(l—O'j)'SOj] (1)

where T'b; denotes the base time of the job j obtained by its execution in dedicated
resources, and o; denotes the relevance of the processing time with respect to the commu-
nication. SC; and SP; are the slowdown due to the inter-cluster links and the allocated
processing resources respectively. While there is no inter-cluster saturation on the commu-
nication links used, SC; = 1. Otherwise, SC; takes its value from the degree of saturation
of the most saturated inter-cluster link used by j, calculated as explained in [10].

A good job co-allocation reduces the network saturation. Previous results [10] had
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shown that the allocation of sets of jobs considering both their processing and communica-
tion requirements, can be beneficial for the global job’s performance.

On the other hand, SP; determines the effect of the allocated resources on the job
execution time. Let R be the set of resources allocated to job j, SP; is defined as

SP; =max {([,)~") (2)

where I';. be the effective power for each resource » € R. This normalized metric defined
in [10] relates the processing power of each resource with its availability, being I', = 1 when
resource r € R has capacity to run tasks at full speed, and otherwise I', < 1.

The METL policy is able to treat a set of jobs, obtaining their allocation and also their
execution order. The way in which the policy is called is an important issue. By calling
it every time there is a single job on the waiting queue, it will be impossible to obtain
advantage of its ordering capability. On the other hand, trying to allocate a big amount
of jobs together could produce bigger waiting times for the jobs, and also the possibility
to have unnecessary idle computing resources. By this MFETL is called under the next two
assumptions:

1. If there is a single job on the system queue and enough resources, it will be scheduled
alone in the most powerful resources but reducing the number of used inter-cluster
boundaries.

2. If there are not enough resources to allocate the job, it must wait in the system queue.
Before the job will be allocated, it could be possible that other jobs enter to the system
queue. METL will be called when any resources became free, then all jobs waiting in
the system queue become the set of jobs to be treated.

On the next subsections we elaborate the way in which METL obtains the job resource
allocation and determines their execution order.

2.1 Job Resource Allocation

The main aim of this step is to determine the allocation that can reduce the execution time
of a set of jobs, and also to reduce the number of used computational nodes with higher
effective power used. There are two steps to do this:

1. Calculating the best allocation: Taking into account the available resources when the
policy is applied, the allocation that obtains its minimum execution time is calculated
for each individual job. This allocation defines the lower bound execution time.

2. Reducing under-utilised resources. For each of the previous obtained allocations,
it is determined those task assignments that do not contribute to reduce the job
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execution time. This situation comes from the fact that in the co-allocation process
computational nodes r with different effective power (I';) could be allocated, then
the processing time for the tasks allocated in the powerful resources will be reduced
but not their global execution time, due to communication synchronizations. Thus,
those tasks assigned to nodes with higher I',. will be moved to other nodes with equal
I', than the slowest allocated resources. This re-allocation aids to reduce the inter-
cluster links usage and to release the under-utilised resources providing better future
allocation opportunities.

Figure 1 shows an example of the job resource allocation procedure. We assume an
environment made by two clusters C1={N1,N2} with an effective power 'y = I'yo = 0.75
and C2={N3,N4} with I'y3 = I'y4 = 0.5, which means that cluster C1 is more powerful
than C2. For the example, a job made by three tasks ready to be allocated is also supposed.
In the figure, the x-axis represents the execution time, and the y-axis the computational
nodes, with its respective effective power values. The two steps of the allocation procedure
are shown side-by-side.

Step 1 Step 2
N4 (I=0.5) : N4 (I=0.5) J1
N3 (=0.5) J1 N3 (I=0.5) J1
N2 (F=0.75) | J1 : N2 (1=0.75) | J1 :
JobEEnding JobEEnding
N1 (r=0.75)| J1 N1 (Ir=0.75) :

Figure 1: Job Resource Allocation

On the left, the first allocating solution obtains the minimum execution time for the
job, which are {N1,N2,N3}. However, the final execution time for the job is bounded by
the slowest allocated node, which is N3. Thus, the use of the most powerful nodes does not
imply the reduction of the job execution time. In this situation, the second step redefines
the allocation, as it is shown in the right side, by moving a task from N1 to N4, without
penalizing the job execution time and providing better future opportunities.

2.2 Job Allocation Ordering

The main aim of this step is to determine the best order for the set of jobs in the system
queue in order to minimize the global execution time. To reach this global optimization with
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a fair scheduling for all the jobs, our proposal is to select in each algorithm step the job with
the least loss in its execution time considering the status of resources and its availability.

1. Execution time loss calculation. For each job, the difference in execution time with the
current resources status, with respect to the obtained in the environment, in dedicated
mode, is calculated.

2. Job Selection. The job with the lowest loss in the execution time is selected. If there
are no available resources to be allocated, the algorithm estimates the next job to be
finished, releases its resources and re-evaluates the jobs waiting in the system queue.

This process is repeated until all jobs in the system queue have been processes, providing
for all of them the execution order and allocation. As the set of jobs is treated as a whole,
resource starvation is avoided.

2.3 Policy Implementation

The main algorithm was implemented as shown in Algorithm 1, and the final result is the
scheduling for all the jobs, consisting on a list with the order in which each job must be
executed and also their allocated resources.

The algorithm starts finding the ideal allocation for all the jobs, assuming a dedicated
multi-cluster environment (lines 2-4). These allocations will determine the lower execution
time bound for each job.

Next, using the function CalculateAllocation(J,SR) (line 9), the allocation for each
job considering the current resources availability is calculated. This function is detailed in
Algorithm 2, and returns the best possible job allocation with the maximum under-utilised
resources. When there are not enough available resources to allocate any job. the algorithm
estimates the next job to be finished (line 17), releases its corresponding resources (lines
18-19), and tries to find the most suitable job to be executed under the new conditions.

In order to find the best suitable resources with the minimum underutilization we
implemented the Algorithm 2. This algorithm has a list of the set of resources ordered by
its effective power. Then, the number of tasks n required by the job is determined (line 2).
The first n resources from the set of resources are allocated to the job (line 3). Then, if
the job must be co-allocated (line 4), i.e. the number of used clusters is greater than 1, the
tasks from the most powerful resources are re-allocated to the slowest cluster (line 5), and
the final allocation for the job is returned (line 7).

In order to illustrate how the policy works we show in the rest of this sections an
example of the algorithms execution. In this example, we assume a single cluster made
up by 5 heterogenous nodes, being their effective powers I'yq,I'nyo = 0.75, I'yg = 0.5,
I'y = 0.25, 'y5=0.15. The set of jobs waiting to be allocated in the system queue are
detailed in Table 1. The example is constructed as iterations over the main algorithm.
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Algorithm 1 METL algorithm implementation

1:
2
3
4:
5:
6
7
8
9

10:
11:
12:
13:
14:
15:
16:
17:
18:
19:
20:
21:
22:
23:
24:
25:
26:

function MAINALGORITHM(SJ: Set of jobs, SR: Set of resources)

for all J in SJ do //Calculate ideal allocations
Ideal_Allocation[J]| < CalculateAllocation(J, SR)

end for

while SJ # () do //While there are jobs to allocate

MIN_exec +— oo

Selected_Job < NULL

for all J in SJ do //Calculate real allocations
Allocation[J] <— CalculateAllocation(J, SR)
if Allocation[J] # NULL then //If the job can be allocated

if min_exec < (Allocation]J] — Ideal_Allocation]J]) then
min_exec < (Allocation[J] — Ideal_Allocation]J])
Selected_Job < J

end if
end if
end for
if Selected_Job = NULL then //1f no job found that can be allocated
Locate J’ in Scheduling List that finalizes earlier
SR < SR+ Allocation[J'] //Release resources used by J’

else
Scheduling_List < (Selected_Job, Allocation[Selected_Job])
SJ < SJ — Selected_Job
SR < SR — Allocation|Selected_Job] //Update resources availability
end if
end while
return Scheduling_List

27: end function

Algorithm 2 Resource allocation implementation

1: function CALCULATEALLOCATION(J: Job to treat, SR: Set of resources, ordered by

2
3
4
5:
6
7
8:

effective power)

n <— number of tasks of J
Allocation]J] < first n nodes from SR

if #Clusters in Allocation[J] > 1 then //Co-allocation
Move tasks from faster resources to the slowest used cluster
end if

return Allocation[J]

end function
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Iteration 1: First, the ideal and real allocations are calculated. Table 1 shows the
Ideal allocation for all jobs, and their estimated execution time. Initially all resources are
free, and then, the estimated execution time for each job is the same than the ideal, the
differences being 0 in all cases. Thus, the jobs are evaluated in the arrival order to reduce
their waiting time, so in this example J1 is the first selected job to be allocated. Next, the
resources status is updated, N1 and N2 being unavailable for next allocations.

Job | 7, o; Tb; Ideal.Exec.Time | Ideal alloc.
J1L | 2 0.5 100 116.7s N1,N?2

J2 | 3 07 50 100s N1,N2,N3
J3 |12 05 75 87.5s N1,N?2

J4 | 2 0.7 100 123.33s N1,N2

Table 1: Set of jobs in the system queue with the best execution time and allocation in
dedicated resources.

Iteration 2: Now, only N3, N4 and N5 are available and jobs J2, J3 and J4 are waiting to
be allocated. The best allocation for each waiting job is re-calculated taking into account
the available resources. The results are shown in Table 2. As can be seen, J3, which is
allocated to N3 and N4, is the job with the lowest loss of time compared to its ideal, so it
is the next job to be allocated and their allocated resources status updated.

Job | Execution time Difference with ideal | Allocation
J2 258.3s 158.3s N3,N4,N5
J3 187.5s 100s N3, N4

J4 330s 206.7s N3,N4

Table 2: Results for the second iteration. Difference between the ideal and the estimated
allocation based on the recent resources status.

Iteration 3: Now, only N5 is available. Neither J2 nor J4 fit the available resources, so
the algorithm calculates the first job in execution to be finished. In our case, the first job
to finish is J1, releasing the resources N1 and N2. Thus, both J2 and J4 could be allocated
and evaluated as in [teration 1. The process will continue until all jobs are finally allocated.
Figure 2 shows the resulting scheduling for all the jobs.

As could be observed, the order in which the jobs were executed is different from the
original queue. Jobs J3 and J4 were advanced and J2 delayed.

©CMMSE Page 202 of 1573 ISBN:978-84-615-5392-1



N5 (I=0.15) J2
N4 (I =0.25) JIg J2
N3 (I =0.50) JIg J2
N2 (I =0.75) J1 J4
N1 (Ir=0.75) J1 J4
T I | I | I I |
0 116,7 1875 260 445,8

Figure 2: Resulting scheduling for the example

3 Experimentation

The aim of our experimental study was to determine the effectiveness of the scheduling
solutions provided by METL compared with common scheduling policies from the litera-
ture: First Come First Served (FCFS), Short Jobs First (SJF), Big Jobs First (BJF), Fit
Processors First Served (FPFES), Short Processing Time (SPT) and Long Processing Time
(LPT). The experimentation was carried out by simulation, using the GridSim framework
[11], and by characterizing a heterogeneous multi-cluster system as shown in Table 3.

Num.Nodes Effective power
Cluster 1 60 1.0
Cluster 2 60 1.5
Cluster 3 60 2.0
Cluster 4 60 1.0

Table 3: Characterization of the experimental environment

In this experimental study the authors used real traces from the HPC2N logs in [12]. A
set of three workloads each made up of 15,000 jobs was selected. The majority of the jobs
on the there workloads are computational intensive (o; = 0.7), with an average base time
of 15,520 seconds and 8.4 tasks per job.

The main aim of the METL is to reduce the execution time of the jobs. Accordingly,
the average job execution time was used as the comparison metric for the three workloads.
The results are shown in Figure 3. The x-axis represents each of the three experimental
workloads, and the y-axis represents the average execution time expressed in seconds.

As can be seen, METL produces lower average execution times, while the techniques
from the literature performed very similarly, producing allocations with higher values.

In order to better analyze the performance of the different techniques, and reveal the
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Figure 3: Average Execution Time comparison of three workloads

real effect of the scheduling decisions taken, we also evaluate the differences between the
estimated execution time and the base time for all the jobs in the workload. As the results
in the previous analysis are similar irrespectively of the workload and the behavior for
the classical policies is practically the same, the Workload 3 was taken as a representative
sample, and the the METL was compared with the well known SJF policy.

Figure 4 shown the obtained results. In the x-axys we have the job id for all jobs in
the workload. The jobs are ordered from less to higher base time. On the primary y-axys
(left side) is represented the base time for each job measured in seconds. As can be seen,
the majority of jobs have a low base time, and just only a minor part are big jobs. On the
secondary y-axys (right side), is denoted in percentage the difference between the execution
time and its base time. Negative values on the right y-axis means that the job was executed
faster than in the reference dedicated environment. So the lower the values are, better
decisions are taken for the specific technique.

As can be observed, SJF produced solutions in which an important number of jobs
have a longer execution time than in the dedicated environment. This is represented by
the green points on the figure. On the other hand, METL was able to produce solutions in
which the majority of the parallel jobs executed faster than in the dedicated environment.
This is due to its ability to determine the job execution order and a fairness allocation in
which the loss of the execution time is optimized and the underutilization of resources is
avoided. By this, just only a few number of jobs has increased their execution time, however
these jobs are those from the workload with the slowest base time, so the final execution
time do not affect significantly on the results.

The degree of complexity of the proposed policy was determined to be O(n?), where n
denotes the number of jobs waiting in the system queue when the METL policy is applied.
In this experimental study our policy has been treated in average 16 jobs each time it was
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Figure 4: Relation of the Execution Time with the Base Time

4 Conclusions

The present work focuses on multiple job scheduling on heterogeneous multi-cluster en-
vironments with co-allocation. The authors proposed a new policy that determines the
job execution order and its resource allocation trying to minimize the job execution time,
preventing resource underutilization and avoiding starvation. The results, compared with
common scheduling techniques from the literature, shown that our proposal was able to
produce more fairness scheduling decision reducing the jobs execution time for different
types of real workloads traces.
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Abstract

This paper presents a load balancing algorithm for heterogeneous clusters. The
heterogeneity is pointed out mainly in assessing the computing capacity of each node.
To improve the accuracy of this parameter, we propose a new load index that takes into
account two levels of heterogeneity of the current processors: the number of cores per
node and the computing power of each core. The experimental results show the impact
of this factor on the distribution of workload.

Key words: Heterogeneous computing, load balancing, load indez.

1 Introduction

High performance computing (HPC) has signicantly evolved during the last decades making
possible to integrate up to hundreds of thousands cores into the currently available petaflop
machines [1]. It seems clear that the roadmap to the next generation of exascale computers
passes through the integration of large distributed and heterogeneous systems, in which the
computational nodes are in turn composed of multi-core processors with a large number of
cores and hardware accelerators.

The design and implementation of efficient parallel applications for heterogeneous sys-
tems is still a very important challenge. The heterogeneity of these systems introduces a
number of important factors that cause the models and algorithms used in homogeneous
parallel systems to be outdated, so they do not produce adequate and reliable results [2].
One of the problems that has a deep impact in the performance of the parallel applications,
and particularly in heterogeneous systems is workload balancing.
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One of the keys to provide a balanced workload is to properly characterize the computing
capabilities of each node of the system. This characterization relies on some static factors
(such as the number of cores in a node and their computational power) as well as on some
dynamic ones (such as the number of tasks being executed and their requirements). All
of them can be considered in one single parameter that will be named Load Index, that
determines the aforementioned computing capabilities of a node at every moment.

This paper presents this new work load index that characterizes the computing capa-
bilities of the nodes in a parallel system. This proposed index considers the two levels of
heterogeneity that can be found in a multi-core system: number of cores and computing
power of each node. It can be seen that the first factor is discrete while the second is
continuous. In order to test this new parameter, a distibuted, global, emitter-initiated load
balancing algorithm has been implemented, that can also turn itself off if the whole system
is overloaded.

There are other approaches that can be found in the bibliography. [5] presents EMAS,
an Evolutionary Mobile Agent System. It proposes a load index, Server_Utilization_Status,
based on a 4 different parameters that are merged, although these parameters have different
nature as well as different units. On the other hand, [6] uses the Current real load of
each node. This index is based on parameters such as CPU occupancy rate, memory
usage, system I/O usage and network bandwidth occupancy rate, whose influence is altered
depending on the different services offered by the cluster. Another similar approach that
merges parameters of different nature in a single load index can be found in [8]. Also, a very
different approach is proposed in [3]. This paper attempts to improve the accuracy of host
load predictions by applying a neural network predictor. A couple of specific algorithms for
balancing the workload of iterative algorithms on heterogeneous multiprocessors have been
proposed [4, 7]. The main goal consists of designing a strategy that will allow to dynamically
analyze the computational power of the processors involved in the heterogeneous system
and to determine the computational burden that must be located at each processor.

2 Design of the Load Balancing Algorithm

The approach presented in this paper is a dynamic, distributed, global and non preemptive
load balancing algorithm. It is a dynamic algorithm because the assignment of a task to
an specific node is performed in run time. Then the task is completely executed in the
assigned node, without any kind of task migration. It is a distributed algorithm since every
node in the cluster takes its own decisions based on local stored information. Once a node
decides to perform a load balancing operation, the partner is selected among all the available
nodes in the cluster. Finally, the algorithm does not present any overhead if the nodes are
naturally balanced, therefore it can automatically turn itself off on global under-loading or
over-loading situations.
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2.1 Measuring the state of a node

During this phase the local information needed to determine the workload of the local node
is collected, to calculate then the load index, which determines the state of the node. The
decision about the local execution of a new task or launching a new load balancing operation
is taken based on this state for each node. The load index is periodically computed and the
it is discretized in a set of states.

Load Index. The load index is calculated based on two static parameters, the number
of cores and the computational power as well as a dynamic parameter, the number of tasks
being currently executed in the node. A node has two sources of heterogeneity, the number
of cores and their computational power. Thus, it is necessary to specify two different
possibilities:

e The number of tasks is lower than the number of cores in the node. Therefore, there
are some free cores and this node can accept more tasks, so it will be a recipient node.

e The number of tasks is larger than the number of cores. In this case, the load index
is calculated based on the following expression:

BOgomipslocal,average #COT@S

(1)

Loadlndex Bogomipscluster,average #TQSkS
This expression takes into consideration the two sources of heterogeneity in the com-
putational power of a node. In this way the maximum value achievable by the load index
of a node depends not only on the number of cores but also on the ratio of the average
computational power of its cores with respect to the average computational power of the
whole cluster. The load index is calculated periodically each predefined period of time. This
period of time should be high enough to minimize the overhead that doing this measure
introduces in the system, but also short enough to keep the load index value updated.
States of a Node. The states come from a discretization of the load index in order to
minimize the exchange of global information, as well as to simplify load balancing decisions.
These states determine the behaviour of a node, and three different ones have been defined:

e Recipient State: The state of a node is recipient when the number of its running tasks
is less than the number of cores it has, or when its load index value is bigger than the
threshold neutral-recipient. This means that the node has free cores and then it can
assume at least one more task, either local or remote.

e Neutral State: Its load index has a medium value. In this case all the node’s cores are
executing at least one task. In this state the node can assume new local tasks but it
rejects all remote requests.
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e FEmitter State: A node is Emitter when its load index has a value under the Neutral-
Emitter threshold. This means that the node has many more tasks than the number
of cores it has, and so it can not accept any more tasks.

Change of state. A node will change its state whenever a new measurement of the
load index crosses a status threshold. Since this parameter is very volatile, it is possible
that a particular node might be continuously changing its state due to small changes in its
external load. To prevent this problem, some degree of hysteresis has been added to each
threshold. This way, the number of messages due to state changes is reduced.

2.2 Global Information

In order to take decisions about load balancing it is necessary to exchange the state infor-
mation among the nodes of the cluster. Our approach is a global algorithm, so all the nodes
keep updated information about the global system state. A on-state-change driven policy
has been implemented where nodes broadcast their workload information when they suffer
a change of state. Load balancing operations can only take place between Recipient and
Emitter nodes. Hence, only changes to or from Recipient state are significant enough to be
communicated and thus, the number of messages is significantly reduced. Each node main-
tains a state-queue with the information received from other nodes. Only a Recipient-queue
is needed, because only Recipient nodes can accept remote tasks. When a node becomes a
Recipient, it broadcasts a message to all the nodes of the cluster so each of them will place
it at the end of its queue. On the other hand, when a Recipient node changes its state to
Neutral or Emitter, it broadcasts a message too and all the cluster nodes will discard it from
their state-queues.

2.3 Initiation of Load Balancing Operations

It determines when a new load balancing operation has to begin. Since a load balancing
approach that does not interrupt any execution has been proposed, the decision about which
node is finally going to execute a task can only be taken in the exact moment of beginning
the execution. Therefore, there must be a emitter-iniciated rule to take this decision, and
the decision about initiating a load balancing operation is completely local to the emitter. It
must be noticed that on the decision of not doing any load balancing operation, no messages
have to be exchanged, so the communications overhead is reduced. The initiation rule must
be evaluated every time a new task has to be launched. At this moment, the state of the
node is checked, in order to know if it can accept the local execution of the new task or if the
search of a better candidate for the execution of the task should be initiated. A node can
only accept the local execution of a new task if it is in recipient or neutral state. Therefore,
only if the state of the node is emitter, a load balancing operation is initiated.
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2.4 Partner Localization and Load Distribution

Once the decision of doing a load balancing operation is taken, two important steps must
be performed: to locate a partner to send it the exceeding load and to decide how many
tasks should be sent to that partner.

Partner localization. This is a completely local operation, since an emitter node
looks for a partner in its own recipients queue. The selection of the partner can be done in
many different ways. The approach adopted is to do a first random selection of a few nodes,
that are then sorted based on their load index, so the less loaded node is requested. If the
request is rejected, the next node in the list will be requested and so on. This strategy has
some advantages. It reduces the communications overhead since the load indexes do not
have to be constantly updated. Also, it avoids that one candidate is simultaneously chosen
by different nodes, because it is in a prominent position in the queue.

Load Distribution. The last step to perform the load balancing operation is to decide
how much workload should be sent to the recipient node. A good distribution is that in
which each node gets an amount of workload that is proportional to its computational
power. Therefore, the more similar load indexes are after the load balancing operation, the
better the load distribution is. In this approach, first of all the recipients are sorted based on
their load indexes. Then the emitter node sends to the first node in the sorted list as much
workload as needed to force its load index to change from recipient to neutral state. Then,
the second recipient from the list is selected and the same operation is performed. This
process finishes when there is no more workload to send or there are no more recipients.

3 Implementation Issues

Load process. It is in charge of the state measure. For this purpose this process checks
periodically (using a time interval which can be defined for each execution) the load of
the node and computes a value so called load index. Based on this index the new state
is determined, and if a change of the state happens, then the new state is sent to both
Global and Balance processes. In order to compute the load index both static and dynamic
information is collected, according to Equation 1. On one hand static data regarding the
number of CPUs or cores and their bogomips-based computational power is used. On the
other hand dynamic information regarding the load of the system is also fetched. In the
proposed approach all the data is collected from the Linux kernel.

o Bogomipsiocal_avg 15 the average of the bogomips-based computational power of the
cores available.

o Bogomips jyster.avg 18 the average of the Bogomipsiscal_avg values for all the nodes of
the system. This value allows to compare the computational power of a specific node
against the computational power of the whole system.
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e #(ores is the number of cores of the node for which the load index is been computed.

e #Tasks is the number of tasks being executed in the node. This is a dynamic value
which has to be refreshed using a fixed interval.

The load index determines the state of the node, therefore it has to be discretized.
This is not a simple task because of the different nature of the values used to compute the
load index. Two levels of heterogeneity are comprised in the index and both continuous
(computational power) and discrete (number of cores) values have been used. The main
goal pursued in this work is that all the nodes have the same computational power versus
load ratio. To determine the thresholds, the approach taken is to assign a number of tasks
proportional to the average number of cores per node. This also allows limiting the number
of tasks per core, so as to ensure a minimum capacity of CPU for each task. Furthermore
a hysteresis range is introduced, to avoid unnecessary multiple state changes. With these
criteria the selected thresholds are: Recipient to Neutral at 0.80; Neutral to Recipient at
1.0; Neutral to Emitter at 0.667 and Emitter to Neutral at 0.727.

Finally, the process Load determines if a state change has occurred. If so, it should
communicate the new state to the local processes Global and Balance. Furthermore, if the
new state is Recipient, the Load process calculates and sends to the Balance process the
maximum number of tasks it can accept, in case of participating in a balancing operation.

Global process. It is in charge of both keeping all the global information updated and
finding the list of candidates for a load balancing operation. For the former this process has
to be able to receive state changing messages coming from the local Load process. Then, it
has to propagate this change of state to the instances of the Global process on the rest of
the nodes. Besides, the list of candidates is generated when the local Balance requests it
and it has to be delivered to the same process. This way, the implementation of this process
is based on a loop that waits for messages from the other processes. Depending on the type
of message, different operations are carried out:

e LOCAL_CHANGE: this message comes from the local Load process. It informs that
there has been a change of state in the local node which has to be broadcasted to the
rest of the nodes.

o LOCAL_RESQUEST: this message is received from the local Balance process. It re-
quests to the Global process to generate a randomized list of candidates using the
recipient list which it keeps updated. The size of the list is a parameter of the algo-
rithm. Finally, this list is sent to the local Balance process.

e REMOTE_CHANGE: this message comes from a remote Global process and informs
about the change of state of that remote node. Then the recipients queue and the
number of recipient nodes available on the whole system are updated. This update
has to be sent to the local Balance.
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Figure 1: Structure of Processes and communication

Balance process. It decides the operations needed when new execution requests are

demanded. This involves localizing the recipients and solving how load balancing operations
have to be done. Again, this process is based on an infinite loop which probes for new
messages. When a message is received it has to perform the following operations:

e LOCAL_.CHANGE: The local Load process informs of the state change of the local
node each time a change occurs, and the amount of tasks that this process can accept.

e INFO_RECIPIENTS: this message comes from the local Global process representing
the number of nodes that are in a recipient state at that moment. After receiving
this message load balancing operations can be done if there are tasks in the process
queue.

e LOCAL_PETITION: these messages are local execution requests coming from the
users or processes using the node. When a message of this type is received a load bal-
ancing operation can be needed In this case, firstly the list of candidates has to be re-
quested to the local Balance process using a message tagged with LOCAL_REQUEST.
Once the list is received remote execution requests are sent as it is explained in the
following.

e REMOTE_PETITION: they is a request coming from a remote Balance process, to
execute a remote task, as a part of a load balancing operation. This message starts
a protocol to reach an agreement to accept the execution of remote tasks, depending
on the current load of the node and the number of remote tasks to execute.
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Figure 2: Homogeneous distribution: evolution of the nodes along the time.

Finally figure 1 shows the algorithm architecture, with the number of processes and
the communication protocols, both to keep the global information updated and to perform
a load balancing operation. Also, it can be seem how the arrival of requests increases the
waiting process queue until there is a change of state.

4 Experimental Results

The experiments have been run on a heterogeneous cluster composed of 10 nodes. Four
nodes with 8 cores and around 6000 bogomips; 2 nodes with 4 cores and 4422 bogomips; 2
nodes with 4 cores and 3618 bogomips, and 2 nodes with 2 cores and 4341 bogomips each.
As it can be noticed there are tow levels of heterogeneity in the nodes: the number of cores
and the computing power. The system will be always loaded with 100 identical tasks, that
perform a matrix multiplication. The dimension of the matrices has been selected so that
the execution takes one minute in the most powerful node. Additionally, the 100 tasks will
be loaded one per second to the same node.

In the first experiment the tasks are evenly distributed among all the nodes in the
cluster. The results of this experiment will be the baseline to compare with the results
obtained with the load balancing algorithm. Figure 2 shows the evolution of the load
indexes at each node along the time. The larger the value of the index, the more unloaded
a node is and then it can accept more new tasks. Figure shows that there are two very
different groups of nodes: the few upper graphs are from the most powerful nodes, while
the lower ones are from the least powerful ones. The least powerful nodes have a load index
lower than 0.5, meaning that the number of tasks they have double their number of cores.
On the other hand, the most powerful nodes have less than one task per core, i.e. their load
index is higher than 1. In this case it took the system 8 minutes and 14 seconds to perform
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Figure 3: Results with load balancing algorithm.

all the tasks.

Now the same experiment is performed but with the load balancing algorithm. All the
tasks will be run on the same node so it will dispatch them to the remainder nodes as a
result of the load balancing algorithm execution. The communication overhead should be
overcome by the expected reduction of times due to the balance of the load indexes. Table
1 shows the values selected for the different parameters of the load balancing algorithm.

Figure 3(a) shows the load indexes of all nodes grouped, suggesting a distribution of
tasks proportional to the computational power of the nodes, with the lowest load index
value around 0.5. Regarding the load distribution time, it can be seen that now is higher
(around 150 seconds) than in the baseline case. This is an expected result since when all
the nodes are busy, the algorithm enqueues the tasks and waits for the queues to be empty
to avoid a saturation of the system. These both aspects lower down to 4 minutes and 13
seconds the total time the system needs to complete all the tasks, as can be seen in table
2. Figure 3(b) shows the number of tasks each node executes. The differences between the
baseline and the algorithm are quite remarkable. It becomes a prove of how fair it is the

Table 1: Parameters used in the experiment.

[ Parameter [ Value
Time interval to measure state 3 seconds
Location of Recipients Sorted list of 3 candidates
‘Workload 100 tasks, 1 minute long each

Neutral threshold: To Recipient at 1.00
Recipient threshold: To neutral at 0.80
Transmitter threshold: To neutral at 0.727
Neutral threshold: To transmitter at 0.67

Thresholds for changing state
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Figure 4: Evolution of the nodes along the time with the new thresholds.

distribution of tasks the algorithm performs. It can be said that the improvement of the
total execution time is around 95%.

It is interesting to check the effect of changing the thresholds. The graphs obtained show
several nodes with high load indexes that probably can accept more tasks, since they are the
nodes that do not change to Recipient state. Then, in order to try to group more the load
indexes of all the nodes, a new experiment has been done with the following thresholds:
Recipient to Neutral at 0.75; Neutral to Recipient at 0.8; Neutral to Emitter at 0.7 and
Ematter to Neutral at 0.75. The results obtained can be seen in Figure 4. It can be noticed
that the load indexes are more grouped than in the previous experiments. Only the load
index of the node that distributes the tasks remains in the same values. This is a problem
of the ratio between the refresh interval of the load index and the arrival rate of the tasks
to the system. Anyway, the load distribution time is lowered down from 153 to 144 seconds
and the total time to perform all the tasks is reduced to 4 minutes and 4 seconds.

Finally, the behavior of the system with concurrent users will be tested. For this
purpose the 100 tasks will be launched in a distributed way in 5 different nodes (20 tasks
each). Figure 5(a) show that the load indexes of the nodes are more grouped. This initial

Table 2: Comparison between the baseline and the load balancing algorithm.

[ Parameter measured [ Value in Baseline [ Value with load balancing algorithm ]
Load index of least loaded node 1.14 0.9
Load index of most loaded node 0’.14 0.41
Max. difference between load indexes 1 0.49
Load distribution time 105 seconds 153 seconds
Total execution time 8 mins. 14 seconds 4 mins. 13 seconds
Speedup — 1.95
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Figure 5: Cluster with multiple users.

distribution helps the load balancing algorithm so that the total time the system needs
to complete all the tasks decreases to 3 minutes and 57 seconds. The reason for this is
that the machine that receives the tasks for their distribution always runs more tasks than
the remaining ones. If the number of those machines is increased, the overload is more
distributed, and therefore the total execution time is reduced. It can be seen in Figure
5(b) that nodes 2, 3, 4 and 5 are more loaded that in the Figure 3(b). This is because the
algorithm does not change one node’s state to emitter until it is overloaded, forcing the
node to accept more tasks than the others.

5 Conclusions and Future Work

This paper presents a workload balancing algorithm that considers the heterogeneity of
the nodes available in the system. It is a dynamic, distributed, global, emitter-initiated
and non-preemptive algorithm. Also, it is able to turn itself down when all the nodes
are overloaded or underloaded, so there is not any improvement achievable by doing load
balancing operations. Therefore, it minimizes the overhead of the global system.

Heterogeneity comes mainly from the different computing capabilities of the available
nodes. Therefore, it is basic that the algorithm is able to evaluate dynamically those
capabilities as accuracy as possible, while the load index can be comparable among all the
nodes. This is the reason while the proposed load index considers two levels of heterogeneity:
the number of cores per node and the individual computing power of each core.

The experiments done show clearly how the influence of the load index is essential to
achieve a right distribution of tasks. This distribution should be in proportion to the com-
puting power of each node. Then it can be seen that the execution time of the experiments
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was reduced to a half. It can be also said that the change in the thresholds also affects the
execution time.

One future work will be to provide the algorithm with self-learning mechanisms, that
will consider the situation of the global load of the system. It would give the algorithm the
ability to change itself all the parameters based on the dynamism of the system, being then
quite adapted to the work environment.
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Abstract

Molecular dynamics simulations are used to study freezing in gold nanoclusters. We
find that 600 atom gold clusters freeze to four different solid structures, an icoshahedron
(Ih), a true decahedron (Dh), an off-center decahedron (Dhy) and a face-centered-cubic
cluster (Fcc), that can be distinguished on the basis of order parameters that measure
the degree of surface and core order in the cluster. The icosahedron remains the most
common structure formed, even though the Fcc is the most stable structure at this clus-
ter size, and connections between the probability of observing a given frozen structure
from an ensemble of molecular dynamics trajectories and the nucleation rate and free
energy barrier are discussed.

Key words: nanoclusters, freezing, molecular simulation

1 Introduction

It is well known that nanoscale clusters containing only hundred atoms exhibit a rich variety
of structural properties that are very different from their bulk materials [1]. Most of the
atoms in a large thermodynamically sized system are buried in the “core ” of the material
where they all share the similar local environments, while comparatively very few particles
are located on the surface. Surface effects can then be ignored and the lowest energy struc-
tures are usually crystalline solids, such as the face-centred-cubic (Fcc) or body-centred
cubic crystals (Bec), with long range periodic ordering. However, as the system size de-
creases a greater fraction of the atoms are at the surface and the nature of the most stable
structure results from a balance between volume and surface effects which leads to the
appearance of a variety of non-crystalline structures such as icosahedra and decahedra.
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While there has been a considerable amount of work focused on understanding and iden-
tifying which cluster types have the lowest energy as a function of the number of atoms [2],
much less is known about the kinetic processes, such as nucleation, that control which struc-
tures are formed. Molecular dynamics simulations of freezing show that clusters, under the
same conditions, will freeze to different solid structures [3]. For example, Bartell et al. [4]
found that gold clusters containing many thousands of atoms still froze predominantly to Ih
clusters, even though the thermodynamic Ih — Dh transition occurs at NV = 500. This sug-
gests freezing in nanoclusters occurs in a competitive process where a single liquid droplet
can freeze to any one of the many accessible solid structures. As a result, in a series of
freezing trajectories or events, we would expect to see a distribution of solid cluster types
appearing with a given probability that is determined by kinetic factors, such as the nu-
cleation barrier and growth dynamics, instead of their global stabilities. The goal of this
work is to explore the nature of the competitive freezing process in gold nanoclusters and
to determine the probability of observing a given solid cluster type from an ensemble of
freezing trajectories.

2 Method

We perform molecular dynamics (MD) simulations of the freezing of gold clusters with
N = 600 atoms, modelled using the embedded atom method potential with parameters
appropriate for gold. The simulations were carried out in the canonical (N, V,T') ensemble,
in a cubic cell with volume V =1 x 106 A3 and periodic boundaries, with 7' = 700 K. The
equations of motion were integrated using the velocity Verlet algorithm, with a time step,
At = 2.8 fs, coupled to a Noose-Hoover thermostat. To generate independent initial starting
configurations for each trajectory, a gold cluster was melted at 7' = 1500 K for 2.5 x 10°
time steps to ensure all memory of the starting configuration was lost. The cluster was then
equilibriated for a further 2.5 x 10° time steps at 7" = 1000 K before saving 500 starting
configurations, each separated by 140 ps. These 500 clusters were then instantaneously
cooled to 700 K by assigning the atoms a new random velocity chosen from a uniform
distribution appropriate for the new 7. The MD simulations were followed for 4.8 x 10°
time steps.

To study the structure of the clusters formed, the final configuration of the trajectory
was subjected to a conjugate gradient quench to its local energy minimum to remove ther-
mal noise from the structure. We then measured a variant of the Steinhardt bond order
parameters [5], based on Qg, that gives us information regarding the order at the surface
and the core of the nanoparticle. These are defined as,

Nb,s

6
47 1
= .| — E g )| 1
Qb78 13 m:_6|Nb7S qu(Z)| ’ ( )

=1
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where
m’i = Ym r;i). 2
Gom () Nnb; om (Tij) (2)

The subscripts s and b denote the surface and bulk atoms respectively, which are distin-
guished using the “cone” algorithm [6]. The summation in Eq. 2 is over the number of
neighbours, (N,;), for atom i. Two atoms are considered neighbours if the distance be-
tween them is less than or equal to 3.5 A, which corresponds to the distance to the first
minimum of the radial distribution function for gold. Yj,,(ri;) = Y (0ij, ¢ij) are spher-
ical harmonic functions, where 8 and ¢ are the polar and azimuthal angles of the vector
r;;, respectively. We also use common neighbour analysis [7] (CNA) to identify the local
structure of the individual atoms in the clusters.

3 Results and Discussion

Upon cooling, the energy of a typical trajectory settles down to a value consistent with the
metastable fluid state which lasts between 200-1400 ps. At some point along the trajectory,
the energy drops rapidly, taking 50-100 ps to establish a new lower level, signifying the
cluster has frozen to its solid state. Figure 1 shows representatives of the structures observed
in our simulations and highlights some of the important structural features of the different
solid types using the CNA. The Ih clusters have several five-fold symmetric caps and a
central Ih atom, formed from the packing of tetrahedral subunits of locally Fec atoms, but
none of the structures are perfect with small regions of the cluster remaining amorphous.
The Dh structures have at least one of their five-fold symmetric caps and a single line of
five-fold symmetric atoms running through the core of the cluster. However, while the Dhy
structure also has a single line five-fold symmetric atoms running through the cluster, this
is offset from the center of the cluster and there is no cap. Since the cap structure is usually
the first element to be formed in the freezing of the decahedral structures, it appears that
the Dh and Dhy clusters have distinctly different freezing pathways despite sharing similar
structural features. The Fcc structures have no five-fold symmetric atoms and are usually
formed from stacked layers of Fcc and, or Hep atoms.

Figure 2 shows that Q)s and ), can be used to clearly distinguish between the different
solid cluster types. We also see that the icosahedral clusters are still the most common
structure (92%), even though the Fcc structure (4%) is more stable at this cluster size.
The Dh and Dhgy structures appear 3% and 1% of the time, respectively. Nam et al. [8]
showed that liquid gold droplets exhibit a degree of ordering at the surface consistent with
(111) facet, which is the lowest energy surface construction, and this may be sufficient to
ensure the nucleation barrier to Ih remains low. The low surface tension also ensures the
fluid phase partially wets the crystal so that freezing begins near the surface [9]. While the
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Figure 1: Solid Cluster types formed in freezing trajectories. The dark atoms denote atoms
with a local five-fold symmetry identified using CNA. The grey atoms are Fcc atoms. The
remaining atoms have been reduced to points.

Dh cluster also freezes through the formation of a five-fold symmetric cap with (111) facets,
it must eventually create a number of (100) facets, which have a higher surface tension.
Sanders et al. [10] showed, in a competitive nucleation process, that the rate of forming
phase i is given by
Ji=PF,J, (3)

where J = ) J; is the rate the liquid phase nucleates to any structure and P; is the
probability of seeing the " structure in an ensemble of nucleation events. According to
classical nucleation theory, J; = Ajexp(—ApBG;), where ASG! is the height of the free
energy barrier for nucleating structure ¢ and A; is the kinetic prefactor. If we take the
ratio of rates between two competing nucleation processes and assume the prefactors for
the processes are the same, then the probabilities of observing the structures can be related
to the difference in free energy barriers as,

AG;,, = B(AG; — AG;,) =1n <&> . (4)
P,

Using the probabilities obtained from our ensemble of runs in Eq. 4 gives the difference
in free energy barrier heights between the Fcc and Ih structures as AGL,,. p, =~ 3.1kT.
However, while P; is fundamentally connected to J; through Eq. 3, the connection to the
free energy in Eq. 4 assumes that P; reflects the probability of finding the critical embryo
and that the thermodynamics and kinetic factors are totally decoupled. This may not be
the case here, where the free energy barrier is low and the presence of mesoscopic structural
motifs growing within the cluster may prevent the system from sampling phase space on the
time scale of the freezing event. It may be possible that the ensemble of trajectories provide
a mechanism that bypasses the kinetic traps since each trajectory can follow a different path
but, in general, it remains a considerable challenge to understand how growth kinetics may
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Figure 2: Q)5 as a function of @) for the different solid structures.

influence the probabilities of seeing the different structures in condensed phases, particularly
in the low barrier regime.
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Abstract

We introduce some model of a flow. The flow is represented as a sequence of synchro-
nized packets of particles, which move with the velocity depended on the flow density
and interact by given laws.

Some quality properties of corresponded system of ordinary differential equations
are developed.
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1 Introduction

One of the basic models of traffic flow, follow-the-leader model, [1] - [5], [12], can be reduced
to the study of differential equations of the following type

Tpt1 — T = f(dn), (1)
where z,,(t) is a coordinate of the n—th vehicle, f increases monotonically, f(0) > 0,
Tp(t) < zpy1(t),m=1,2,.... (2)

We call the flow satisfying the conditions (1)-(2) as total - connected flow.

Steady state, T,(t) = Cp,n = 1,..., is equivalent to &p1+1(t) = &, (t), i.e. Tpy1 —xn =C
are uniformly located elements of the flow.

Hence, the steady state of the chain 1 < x2 < ... < x, is equivalent to a uniformly
moving cluster with the velocity v = f~1(C) and the density p = C~1.
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2 Connected flow of stationary clusters

We assume the flow support consists of clusters. The cluster moves along a straight line at
velocity

v=[f"p"") = glp). (3)

The function g(p) is called a state function. The simplest type of a state function
is linear function 0 < p < ppaz, 9(0) = Vmaz, 9(Pmaz) = 0. For simplicity, we assume
Umaz = Pmaz = 1.

Strategy of a total-connected flow needs the velocity regime of the follower to be adjusted
to the velocity regime of the leader. That restricts the separation of flow to independent
parts in the sense discussed below.

Neighboring clusters, i.e. leader and follower, interact with each other by information
transfer inside the follower.

If only the leading edge of the follow cluster has the information on the approaching
contact with leader, then this part of follower begins to transform itself to adapt to speed
mode of the leader.

We refer to such a model as a cluster model of flow with local information.

3 Interation of clusters local information

We consider two available scenarios.

3.1 The slow cluster follows the fast leader

As the leading cluster has great velocity, the rising edge of the follower is transforming in
the tail of leader with preservation of total mass of particles.

We derive differential equations for interaction between these two clusters.

Suppose that at time ¢ the base of the left (following) cluster, i.e. cluster, which is
behind, is the segment (x1,x2), and its height, i.e. flow density on the segment (z1,z2),
equals to y1, Fig.1.

The base of the cluster, which is moving ahead, is interval (z2,z3), having a height of
Y2-

The left boundary cluster, which is in front, moving v; and, thus, at the moment time
t + At s on the horizontal axis corresponds to the point z1 + v At.

The right boundary of the cluster, which is front moves at a speed of vo and at time
t + At s on the x-axis corresponds to the point x3 + voAt.

The heights of the clusters remain constant. The right boundary of the cluster, which
coincides with the left edge of the right cluster moves with a speed that satisfies the condition
that sum of the areas of rectangles remains constant.
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Figure 1: The slow cluster follows the fast cluster

Let x2 + Azo be a coordinate of the point on the x-axis corresponding to the boundary
at time ¢ + At.
We have for the case of movement of the slow cluster behind the fast cluster (Fig. 1):

(:L'Q + ’UgAt — T9 — Al‘z) Y2 = ((ZL‘Q — :Bl) — (1'2 + ACC2 —T1 — 'UlAt))yh —

<~ ('UQAt — A$2)y2 = (—A.%'Q + let)yl, <~

—— (U2y2 — vlyl)At = sz(yg — yl), <

V2Y2 — V1Y1 _ q2 — Q1

< 19 = >
Y2 — U1 Y2 — Y1
qi = Pivi, 1= 172
Thus .
Z1 =v1 = f(y),
i v2y2—uiyl _ g2—q
T2 = Qyzfyi "= yifyll’ (4)

23 = v2 = f(y2).

3.2 The fast cluster follows the slow leader

We now assume that the slow cluster is moving ahead of the fast cluster (Fig. 2). Rising

edge of the faster follower cluster is transformed into the stern of a slow cluster. Then the

boundary of the clusters contact varies taking into account the conservation law of particles.
Hence (Fig.2)

(:L’Q + oAt — 29 — A:L’Q)yz = ((372 — xl) — (1’2 + Azg — 1 — let))yl, <~
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Figure 2: The fast cluster follows the slow cluster

< ('UQAt — A.%'g)yz = (—AQJQ + UlAt)yl, <

= (vay2 — v1y1) At = (y2 — y1)Axg, <=

U J— —
dy = 2Y2 — V1Y1 _ q2 Q1_
Y2 — Y1 Y2 — Y1

As in the case of (4) we obtain

I = V1,

s V2y2—v1yY1 __ g2—q1

P2 = Ty T e (5)
Tr3 = V2.

4  Cluster model on a ring
Assume a circle is divided into n segments

0§x?<a:g<...<x2<1<x2+1:x1+1
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At each segment [z, :C?H] there is defined a density v;, 1 < ¢ < n. Velocity of i—th
cluster is determined by the function v; = g(y;). In accordance with Section 3, we have the

following dynamical system

iy = qi+1 — q; _ Vi+1Yi+1 — Uz}%‘, 1<i<n. (6)
Yi+1 — Yi Yi+1 — Yi

Research of solutions of the system (6) allows to determine quantitative properties of the
model. For simplicity, we consider

gly) =1-9y,0<y <1 (7)

Then the system (6) takes the form 1 <i<n

L 1 — (1 — vy s
i = qdi+1 — 45 _ ( yz+1)yz+1 ( yz)yz —1— yis1 — ;. (8)
Yi+1 — Yi Yi+1 — Yi

Lemma 1. For each i, 1 <14 < n, and sufficiently small ¢

(i1 — xi)(t) = (2i41(0) — 24(0)) — t(Yi+1 — yi-1)- 9)

Proof. Indeed, from (8) we obtain
(Tit1 — &) = (Tip1 — @) = —(Yit1 — Yiz1)-

Lemma 2. Suppose that maz;(y;+1 — yi;) > 0, in particular, when number n is even,
y; # Const. Then for 1 <14 < n,

t > Tl* = min M
LYir1—Yi>0  Yirl — Yi—1
the model is described by the system (6) up to the numbering and the number of variables
k=k(n) <n.
Proof. It follows from (9).
We call a stationary k-th orbit any set {yi,...yn}, such that the system (6) has a
stationary solution at n = k.

Lemma 3. Let ¥ = (y1,...yn) be stationary n—th orbit

<~

a) nis even, yi—1 =Yi+1 = ... =Y, Yi = Yit2 = ... = 1 —y, y # 0.5;
b) n is arbitrary, ¥ = 0.5(1,...1).

Proof.

If y;014+y; =1,7=1,...n, then all y; with even indexes and all y; with odd indexes are
the same.
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We call a dynamic k—th orbit any set {y1,...yr}, such that (ziy1 — z;)(t) = Cj, @ =
1, ... k.
It is clear in this case that

{ Yi-1 = Yi+1 = - (10)
Yi = Yi+2 =

In particular, when k = 2 equalities (10) are trivial.

Theorem. If {y;} are different, then system (6) , in general position, is reduced to a
dynamic 2 - orbit at finite time.

5 Cluster model of total connected multilane movement

For simplicity we suppose the lane number is m = 2. If the fast cluster is catching up to
the slow cluster, then, under the condition of a free lane, fast cluster flows into the adjacent
lane at the contact level, keeping its velocity and density.

If the adjacent lane is busy, the change of the fast cluster into a slow performs by the
scenario described in the preceding paragraphs to the moment when the adjacent lane would
be free.

Figure 3: Two lanes cluster flow

The main problem is to describe the dynamics of two-lane cluster model and research
the existence problem for a stationary state. Obviously, the number of values of densities
{yi} can not increase. However, at the lane changing, the division of a cluster can occur, so
the total number of clusters can increase.
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6 Conclusions

The study approach combines the collective and individual characteristics of the behavior
of elementary flow components, as result of which the movement reduces to interaction of
clusters, that are conditionally - stationary in the sense of hydrodynamic models, [6]. On
the other, clusters can be considered as particals with behaviour described by probabilistic
approach, [7 - 9].

The resulting mathematical problems are independent interest, in spite of the fact that
computational algorithms are created and tested, which results also can be discussed.
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Abstract

We continue the exploration of the residuated operations in the framework of mul-
tilattices. New algebraic properties of residuated multilattices are obtained, together
with a study of the different possible approaches to the notion of filter of a residu-
ated multilattice, and propose an adequate definition which combines the requirements
associated to the underlying structures of pocrim and multilattice.

Key words: hyperstructures, pocrim, multilattices, filter, residuation.

1 Introduction and preliminary definitions

We continue our study of the algebraic structure of residuated multilattice initiated in [3].
In this paper, we will introduce new algebraic results that allow us to generalize the main
properties of residuated lattices, as those introduced in [4]. Moreover, due to the fact that
any residuated multilattice combines the structures of multilattice and pocrim, it is possible
to use the notion of filter on the multilattice, filter on the pocrim, or give a new definition
that combines both. These new properties play an important role so that we can obtain a
suitable generalization of the concept of filter.

In order to make this paper as self-contained as possible, we will recall a commonly
considered algebraic structure, that is, a partially ordered commutative residuated integral
monoid (pocrim) [2].
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Definition 1 A tuple A = (A, <,®,—, T) is said to be a partially ordered commutative
residuated integral monoid, briefly a pocrim, if, for every a,b,c € A, the following proper-
ties hold:

o (A,®,T) is a commutative monoid with neutral element T
e (A, <) is a partially ordered set with maximum T.

e the operations ©® and — satisfy the adjointness condition, that is a ® ¢ < b if and only
ifc<a—b.

A pocrim A is said to be a residuated lattice if (A, <) is a lattice. Moreover, a residuated
lattice in which © coincides with the meet operation is said to be a Heyting algebra.

Monotonicity of the ordering relation < wrt ® follows as a consequence of the definition.
Specifically, it holds that x <y implies t ©® 2 <y ® z.

It is well-known that residuated lattices are considered to be the algebraic structures of
substructural logics [6,8,12], which are logics without some of the structural rules of logic:
weakening, contraction, or associativity.

We focus here on some extensions of the previously defined notions, by considering a
partially-ordered set together with two non-deterministic operations which generalize the
supremum and the infimum by weakening the restrictions imposed on a (complete) lattice,
namely, the “existence of least upper bounds and greatest lower bounds” is relaxed to the
“existence of minimal upper bounds and mazimal lower bounds”. Specifically, a multisupre-
mum of a and b is defined as a minimal element of the set of upper bounds of a and b, we
write alLlb to refer to the set of all the multi-suprema of a and b; the notion of multiinfimum
aT1b is introduced similarly. Now, we can proceed with the formal definition of multilattice
and related structures.

Definition 2

e A poset (M, <) is said to be a multilattice if for all a,b,x € M witha < z and b < x,
there exists' z € a LUb, such that z < x; and, similarly, for all a,b,x € M with a > x
and b > x, there exists z € a b, such that z > x.

o A multilattice is said to be full if alUb # & and ab # & for all a,b € M.

The notion of multilattice was introduced originally by Benado [1], and further studied
by Hansen [7], who proposed an algebraic equivalent definition of multilattice. More re-
cently, another algebraic formalisation of the notion of multilattice was introduced in [9,10]

!Note that the definition is consistent with the existence of two incomparable elements without any
multisupremum. In other words, a U b, and also a M b, can be empty.
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as a theoretical tool to deal with some problems in the theory of mechanised deduction in
temporal logics. Multilattices arise as well in other research areas, such as fuzzy extensions
of logic programming [11]: for instance, one of the hypotheses of the main termination result
for sorted multi-adjoint logic programs [5] can be weakened only when the underlying set
of truth-values is a multilattice (the question of providing a counter-example on a lattice
remains open).

Definition 3 A residuated multilattice is a pocrim whose underlying poset is a multi-
lattice. If, in addition, there exists a bottom element, we say that the residuated multilattice
is bounded.

Notice that every residuated multilattice is full: for all a,b € M we have that a,b < T
and, therefore, a b # @. Furthermore, a ®b < a, and a ©® b < b, hence a b # &.

It is convenient to remark that any finite poset is actually a multilattice, hence the only
proper examples of pocrims which are not multilattices have to be infinite.

2 Algebraic properties of residuated multilattices

Let us recall that if (A, <) is a poset, we will denote by 1 and | the upper and lower closure
operators respectively. That is, for all B C A

Br=|Jb)=J{zeAlz=b} Bl={JOl=J{zcA|z<b}

beB beB beB beB

So, we can generalize in terms of residuated multilattice the properties of residuated
lattices presented in [4]:

Lemma 1 Let M be a residuated multilattice, then the following items hold:
1. (z@y)U(zr©®z2)=minimals{zx © (yU z)} forall z,y,z € M.
2. xzoy€(xNy)l forall z,y € M.
3. zO(x—y) €(xny)l foralz,yec M.
4. o y€lr— (zNy)] for all x,y € M.
The following result relates ® to the operators LI and .
Proposition 1 Let M a residuated multilattice, then the following holds for all x,y,z € M:

120Ny Clzos)N oyl
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2. [(roy)U(Eo2)]Czo(yUz) C(zoy)U(ro2)]T
The result below relates — to the operators LI and M.

Proposition 2 Let M a residuated multilattice, the following holds for all x,y,z € M:
1. [(z—=2)N(y—2)]C(zUy) = 2C[(x—2)N(y — 2)])
2. [=ao)N(z—=y)]Cz—=(zNy) Cl(z—=2)MN(z =yl
3. e =)y =) C(ely) = (@Ny) Sz —=y) Ny — )]
The last result in this section has no counterpart in the case of residuated lattices.

Proposition 3 Let M a residuated multilattice, then the following holds for all z,y,z € M:
1. (xNy)—=zC[(z—2)U(y— 2)]T

2. zo(xUy) Cllz—2)U(z—=y)lT

3 The structure of filter in a residuated multilattice

Concerning applications in logic and artificial intelligence, the notions of filter and deductive
system [13], closely related to modus ponens, deserve to be studied in depth.

Definition 4 Given A = (A, <,®,—,T) a pocrim, a non-empty subset F C A is said to
be a filter if the following conditions hold:

i) ifa,be F, thena®be F

it) ifa<banda € F, thenbec F.

Definition 5 Given A = (A, <,®,—,T) a pocrim, a non-empty subset F C A is said to
be a deductive system if

i) TeF and

it) a—>be F anda € F implyb e F.
Proposition 4 The definitions of filter and deductive system are equivalent.

Proof:
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1. Firstly, let us assume that F' is a filter. Let x € F'. As x < T, then T € F.
Moreover, if a € Fand a - b € F, then a® (a - b) € F. Asa® (a — b) < b, then
beF.

2. Now let us assume that F' is a deductive system. a <b <= a—>b=T. As T € F,
a—be F and a € F we have that b € F.

Moreover let a,b € F. Asa®b<a®b <= b<a— (a®b)and b € F then
a— (a®b) € F. Now, as a € F' we have that a ® b € F.

O

There exist several ways to give a definition for the notion of filter of a multilattice. In
this section, we introduce the one which is more suitable for extending the classical results
about congruences and homomorphisms.

Definition 6 Let (M,L, M) be a multilattice. A non-empty set F C M is said to be a filter
if the following conditions hold:

1. a,b € F implies @ #albC F.
2. a € F impliesallb C F for allbe M.

3. For alla,be M, if (aUb)NF # & thenalbC F.

Due to the fact that any residuated multilattice combines the structures of multilattice
and pocrim, it is possible to use the notion of filter on the multilattice, filter on the pocrim,
or give a new definition that combines both. These three notions are not equivalent. To
distinguish them, we will write p-filter to denote a filter of the pocrim and m-filter, a
filter of the multilattice. We introduce now the notion of filter in a residuated multilattice.

Definition 7 Let M be a residuated multilattice. A non-empty subset F C M is said to
be a filter if it is a deductive system and the following condition hold: a — b € F implies
alb—-bC Fanda—albCF.

Theorem 1 Let M be a residuated multilattice and F' a deductive system. Then, F is a
filter of and only if F' is an m-filter and the following conditions hold:

i) forallz,y € alb, ift -y € F theny —»x € F.

it) for allz,y € anb, if v -y € F theny —»x € F.
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Proof: Suppose that F' is a filter and let a,b € F. Asa < b — a, then b — a € F.
Therefore, b — aMb C F. So, given x € alb,asb —x € Fand b€ F, then x € F. On the
other hand, suppose that there exists z € (aUb) N F. If alUb is a singleton, then, trivially,
allb C F. Otherwise, let y € a Ub such that x # y. As a,b < z,y, there exist two different
elements a/, b’ € x My such that a < a’ and b < V. Observe that T =a’ w2z =d -y € F.
Asz € Fand x <y — z, then y - x € F. Thus, y — Uy C F which implies that
y —ad,y -V € F. Fromy > d, we obtain y - b < a — b and so, a — V' € F.
Therefore, o' Ub — b C F, which leads to z — 0 € F. Asalso T =0 — y € F, then
r—y € F. Finally,asx € F',soy € F.

Suppose now that F' is an m-filter in which both conditions i) and i) hold and let
a,b € M such that a — b € F. By 2, item [¢)], it holds

[(a—=b)N(b—0)]C(alUb) —b

thus, there exists 1 € a Wb such that a - b =21 — b. If a Ub is a singleton, the proof
is over. Otherwise, given xo € a Ll b, since T = b — 29 € F' and 1 — b € F, we have
that 1 — xo € F. Using hypothesis, it implies that also xo — x1 € F and again with
x1 — b € F, we obtain that xo — b € F.

O

4 Conclusions and future work

We have introduced new properties that allow us to obtain a suitable generalization of
the concept of filter. As future work, on the one hand, we will focus on the study of
homomorphism and congruence in order to guarantee that the classical relationship between
these three concepts still holds in the framework of residuated multilattices. On the other
hand, the specific form of the new properties introduced in Section 2 strongly suggests a
possible interpretation in terms of rough sets, which will be studied later.
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Abstract

In this paper, we deal with vertex amalgamation on graphs and combinatorial struc-
tures in order to obtain some criteria to determine when there exists a Lie algebra
associated with a combinatorial structure arising from this operation. Moreover, we

show an algorithmic method to implement it.

Key words: Digraph, Combinatorial structure, Lie algebra, Combinatorial opera-

tions, Algorithm.
MSC 2000: 17B60, 05C25, 05C20, 05C90, 68W30, 68R10, 05C85.

1 Introduction

Finding relations between different fields of Mathematics is an important goal in mathe-
matical research. Both Lie Theory and Graph Theory are running in a high level due to
their several applications in Engineering, Physics and Applied Mathematics, in addition to
their theoretical study. There exists a close relation between both theories. For example,
graphs have been used to study semisimple Lie algebras, since trees perform an important
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role to determine the Dynkin diagrams associated to such algebras [8]. Graph Theory is
also applied to study the representation of finite-dimensional algebras [7].

Our main goal is to make progress in the link between Lie algebras and combinatorial
structures. Hence, we are proceeding with previous works [1, 2, 3, 4, 6] in the literature
opening this research line. This time, we study the translation of vertex amalgamation on
graphs and combinatorial structures into the language of Lie algebras.

The structure of this paper is the following: after reviewing some well-known results
on Lie and Graph Theory in Section 2, Section 3 recalls the mapping introduced in [1] to
associate combinatorial structures with Lie algebras. Next, in Section 4 we study the vertex
amalgamation studying some criteria under which structures obtained from this operation
are associated with Lie algebras. Finally, Section 5 presents an algorithmic method related
to this operation checking if the graph obtained is associated with a Lie algebra.

2 Preliminaries

For a general overview on Lie algebras and graph theory, the reader can consult [9, 5].

Definition 1 A Lie algebra g is a vector space with a second bilinear inner composition
law ([-,-]) called the bracket product or Lie bracket, which satisfies [X,X] = 0, VX €
gand [ X, Y], Z] + [[Y, Z], X] + [[Z,X],Y]| =0, VX,Y,Z € g. The last expression is called
the Jacobi identity.

Given a basis {e;}]~, of g, its structure (or Maurer-Cartan) constants are defined by
lei,e;] = Zc?’jeh, for1<i<j<n.

Definition 2 Given a Lie algebra g, its center is Z(g) ={X € g | [X,Y] =0, VY € g}.

Definition 3 A graph is a ordered pair G = (V, E), where V is a non-empty set of vertices
and E is a set of unordered pairs (edges) of two vertices. If the edges are ordered pairs of
vertices, then the graph is named digraph.

Definition 4 Let G = (V, E) be a graph. For a vertex v € V', the (open) neighbourhood of
v in G is the vertex subset N(v) = {w € V| (v,w) € E}. Two vertices u,v € V are twins
if they have the same neighbourhoods; i.e. N(u) = N(v).

Definition 5 Given a digraph G = (V, E), a vertex v € V is a sink (resp. a source) if all
the edges incident with v are oriented towards v (resp. oriented from v). This definition is
tllustrated in Figure 1.
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Figure 1: Example of sinks and sources, respectively.

Definition 6 Given n € N, P, is a weighted digraph of n vertices alternating sources with

sinks.

3 Associating combinatorial structures with Lie algebras

Let g be an n-dimensional Lie algebra with basis B = {e;}!" ;. The structure constants are
given by [e;,e;] = > 0, cﬁ ;jer and, hence, the pair (g, B) is associated with a combinatorial
structure built according to the following steps in the method introduced in [1]

a) Draw vertex i for each e; € B.

b) Given three vertices i < j < k, draw the full triangle ijk if gnd only'if (cﬁj, c§-7k, cfk,) #
(0,0,0). Then, the edges ij, jk and ik have weights cﬁj, ¢} and cik,, respectively.

bl) Use a discontinuous line (named ghost edge) for edges with weight zero.

b2) If two triangles ijk and ijl with 1 <1i < j < k <1 < n satisfy cﬁj = céj, draw
only one edge between vertices i and j shared by both triangles (see Figure 2).

¢) Given two vertices ¢ and j with 1 < i < j < n and such that c;j # 0 (resp. cfj #0),
draw a directed edge from j to ¢ (resp. from i to j), as can be seen in Figure 3.

i i i * ‘ -
i . 1
k<o> > @ - .
k j ' i i
ol k ! j
Figure 2: Full triangle and two triangles Figure 3: Directed edges.

sharing an edge.

©CMMSE Page 242 of 1573 ISBN:978-84-615-5392-1



GRAPH OPERATIONS AND LIE ALGEBRAS

4 Vertex amalgamation

The amalgamation of two combinatorial structures consists in pasting both structures by
identifying a vertex in both configurations. We determine under which conditions the
structure obtained from this operation preserves the association with a Lie algebra.

4.1 Digraphs associated with Lie algebras and amalgamation

Proposition 1 Let G be a digraph not associated with Lie algebras. Then, every digraph
obtained from G by using vertex amalgamation is neither associated with Lie algebras.

Proposition 2 Let G and G’ be two digraphs associated with the Lie algebras L and L'
respectively. We consider the amalgamation of G and G’ by an isolated vertex of G'. Then,
there exists a unique Lie algebra associated with the amalgamation given by L @ L, L is the
Lie algebra associated with the subgraph G' — {v} of G'.

Proposition 3 Let G and G’ be two digraphs associated with Lie algebras. We consider
the amalgamation by a non-isolated vertex. Then, the following statements hold

1) If G is an oriented 2-cycle, then no Lie algebra is associated with the amalgamation.

2) If G contains 3-cycles (structures from Theorem [1, Theorem 3.6]), then the amalga-
mation is associated with a Lie algebra if and only if the amalgamation vertex is a
sink in G and G'. Moreover, either G and G’ are digraphs of the same type or G’ is
a digraph P,.

3) If G and G’ do not contain 3- or 2-cycles, the amalgamation is associated with a Lie
algebra if and only if the amalgamation vertex is of the same type in G and G'.

4.2 Full triangles associated with Lie algebras and amalgamation

Lemma 1 Let G and T be respectively a digraph and o triangular structure, both associated
with Lie algebras. Then, the amalgamation of G and T by an isolated vertex v of G is
associated with the Lie algebra L & L, where L and L are the Lie algebras associated with
T and G — {v}, respectively.

Proposition 4 The amalgamation of a full triangle and a digraph by a non-isolated vertex
k s associated with a Lie algebra if and only if k is a source and the opposite edge to k in
the full triangle is ghost.
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Figure 4: Amalgamation by a sink. Figure 5: Amalgamation by a source.

Proposition 5 The amalgamation of two full triangles by a vertex is associated with a Lie
algebra if and only if either the amalgamation vertex is only incident with ghost edges and
its opposite edges are full, or the edges not being incident with the amalgamation vertex are
ghost.

5 Algorithm for the amalgamation of two digraphs

In this section, we show an algorithmic procedure to compute the amalgamation of two
digraphs associated with Lie algebras. We also study if the digraph obtained is associated
with a Lie algebra. We consider the following two steps:

a) Compute the amalgamation of two digraphs associated with Lie algebras.
b) Check if the digraph obtained in the previous step is associated with a Lie algebra.

We have implemented this procedure in the symbolic computation package MAPLE 12,
loading the libraries DifferentialGeometry, LieAlgebras and GraphTheory.

The first step is executed by the routine amalgamation, which receives two digraphs G
and H. Both of them are defined with the order Digraph(V,E), where V is a list with the
vertices of G and E is a set whose elements are the edge (i.e. ordered pairs of vertices) with
their weight. To implement this routine, several local variables are defined and a loop is
programmed to compute the amalgamation.

amalgamation:=proc(G,H)
local U,V,A,B,W,C;U:=Vertices(G);V:=Vertices(H);A:=Edges(G,weights) ;B:=Edges(H,weights);

W:=U; C:=A union B; for i from 1 to nops(V) do if member(V[i],W)=true then W:=W;

>
>
>
> else W:=[op(W),V[i]l]; end if; end do; Ga:=Digraph(W,C); return Ga; end proc:

Now, the representation of this digraph can be obtained with the following sentence

> DrawGraph (amalgamation(G,H));
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Next, after computing the amalgamation, the routine program checks if the digraph
obtained with this graph operation is associated with a Lie algebra. This routine builds a
vector space associated with the digraph, which is the candidate to be its associated Lie
algebra adding the bracket product. This routine receives the list V with the vertices of the
digraph and the set E with its directed, weighted edges. As outputs, we obtain the vector
space with basis {e;}" ;, where e; corresponds to vertex ¢ in the list V, and the brackets
associated with the edges in the set E.

> program:=proc(V,E)

> local B, L; B:=[]; L:=[]; for x from 1 to nops(V) do B:=[op(B),elx]];
> end do; for i from 1 to nops(E) do if E[i][1][1] < E[i][1]1[2] then

> L:=[op(L), [[E[i] [1] [1],E[i] [1][2],E[i] [1]1[2]],E[i]l[2]]1];

> else L:=[op(L), [[E[i][1]1[2],E[1]1[1]1[1],E[i]1[1]1[2]],E[1]1[2]11];

> end if; end do; return _DG([["LieAlgebra",Algl, [nops(V)]],L]1);

> end proc:

Once we have implemented the routine program, we define the law by the sentence
> DGsetup (program(V,E)) ;

After defining this vector space, saved as Algl, we test if the Jacobi identities hold.
Algl > Query(Algl,"Jacobi");

The vector space Algl, defined by the output of program, is a Lie algebra if and only
if the answer true is obtained for this question.
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Abstract

In this paper we consider a population model of predator-prey type in which prey
gather together for defense purposes. A transmissible and unrecoverable disease is
assumed to affect the prey. We characterize the system behavior, establishing that
ultimately either only the susceptible prey survive, or the disease becomes endemic, but
the predators are wiped out. Another alternative is that the disease is eradicated, with
sound prey and predators thriving at an equilibrium or through persistent population
oscillations. Finally, the two populations can thrive together, with the persisting disease
still affecting the prey. The only alternative that in these circumstances is impossible,
is the fact that predators can thrive just with infected prey. But this is a consequence
of the model assumptions, in that infected prey are assumed to be too weak to sustain
themselves. A peculiarity of the model is the singularity-free reformulation, which leads
to three entirely new dependent variables to describe the system.
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1 Introduction

The model we consider here is a prey-predator system in which the disease develops in prey.
The latter gather together and live in a herd. Following recently introduced ideas, [2, 1],
the large predators will hunt alone the herd and in it, it will be the individuals on the edge

!This paper was completed and written during a visit of the second author at the Max Planck Institut
fiir Physik Komplexer Systeme in Dresden, Germany. The author expresses his thanks for the facilities
provided.
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of the bunch that will mostly bear the burden of the attack. In mathematical terms, the
“size” of the prey population occupying the edge of the herd is proportional to the square
root of the total population. Thus, instead of the standard mass action or Holling type II
terms usually employed to model the predation mechanism, the predator-prey interactions
are mathematically described via a term containing the square root of the prey population,
coupled as usual with the predators’ population. This is a different idea from the approach
as the one used in [6], in which the defense mechanism is modelled via a suitable response
function. In [12], these ideas are extended to another situation, in which a disease affects
the prey. For further developments, see [4]. Thus, in this way the first ecoepidemic model
of this sort is proposed. An idea of this kind had been presented for predators hunting in
packs in [5].

Ecoepidemic models in fact contain a basic interacting population system on top of
which a contagious disease is present. Models of this type are known since about a quarter
of a century, [7, 3, 9] and are currently of wide interest among scientists, see [11] or [8] for
an account of some of the developments of this branch of mathematical biology merging the
two fields of population theory and epidemiology.

Coupling ecoepidemic systems with group defense is a step taken by one of the authors
very recently, [12]. In the formulation of the model however, there is a kind of asymmetry
in the way in which healthy and infected prey are dealt with by predators. Although both
are hunted, the predation assumes in [12] two different mathematical forms, one containing
the square root as discussed above, the other one the standard Holling type I interaction
term. In fact, the additional basic assumption with respect to the standard predator-prey
model of [1], which we will remove here, that has been formulated in [12] consists in the
fact that the diseased prey are assumed to be left behind by the healthy herd. Therefore
they are subject to hunting by predators on a one-to-one basis, a fact which is modeled as
in the classical Lotka-Volterra system with the standard mass action term.

In this paper, we extend the model to encompass instead the situation in which the
infected prey still remain in the herd, and mix with the healthy ones. Therefore they
can occupy any position in the bunch, including the ones near the boundary. They are
therefore subject to hunt as all the other susceptible prey. Mathematically speaking, the
change amounts to the following: the square root term that formerly contained only healthy
individuals, is now replaced by a square root term containing the whole prey population.

The paper is organized as follows. In the next Section we present the model. In Section
3 we redefine the basic variables to obtain a singularity-free system and adimensionalize it.
The system’s equilibria are assessed in Section 4. Section 5 contains their stability analysis.
Hopf bifurcations are investigated in Section 6. The brief Section 7 summarizes the results
interpretation in terms of the original model variables. Simulations are presented in Section
8 and a final discussion concludes the paper.
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2 The model

Let S denote the healthy prey population, I be the infected prey and P the predators. We
assume that the infection process running among the prey does not hinder them, so that
infected individuals can still remain in the herd. The predators attack the prey, and the
individuals at the edge of the bunch are the most likely to be captured by the predators.
Since the infected do not remain behind the herd, they populate both the “inside” of the
bunch as well as its boundary. Therefore they can be captured as well as the healthy prey.

Following the arguments expounded in [2, 1, 12], if we assume that the total prey
population density S + I is uniformly distributed on the land occupied by the herd, the
number of the individuals staying on the border is proportional to the square root of this
density. With these assumptions the system can be written as

ds ( S+I> ST PS\/S—i-I

Bl 1—=—") = — 1
dt S K 9r1 YrPTerT (1)
S VEFT

7 N e Sy

dP S I

@& apygp—2_ fp L

dt PP e P

where all the parameters are assumed to be nonnegative. Here, r denotes the birth rate
of healthy prey, o is the disease incidence, ¢ the predation rate on healthy prey, w the
predation rate on infected prey, u the natural plus disease-related mortality rate of infected
prey, m the death rate of predators, e is the uptake due to predation for the predators, K
the environment’s carrying capacity.

The first equation shows that healthy prey follow a logistic growth, with intraspecific
competition due also to the infected. Then there is the disease contagion mechanism, which
is here assumed to be modelled by the standard incidence. Finally, healthy prey on the edge
of the herd are captured by the predators, at rate q. Note that the last term expresses how
many sound prey stay on the border. In fact, the population on the boundary is /S + I as
argued earlier. Of this, only the fraction S(S + I)~! is represented by healthy individuals.
Note that the corresponding dual fraction I(S + I)~! gives the infected individuals on the
boundary and is found in the second equation, in the predation term. Further, predation
on infected prey occurs at rate w. The disease is assumed to be unrecoverable, for which
the individuals that get it enter into the class I and can leave it only by being captured by
predators, or via natural plus disease-related mortality. In the last equation the predators’
dynamics transpires, which are dependent on the prey for their survival, otherwise they will
die at rate m. Predators hunt the healthy and the infected prey alike, but at different rates.

In view of the assumptions stated above, some intrinsic relationships among the pa-
rameters hold. First of all ¢ < w and g < f since predators hunt infected prey more easily
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than sound ones; further, g < ¢ and f < w, saying that not the whole captured prey are
turned into new predators.
In view of singularities present in (1), we need to reformulate the system.

3 Preliminary steps - Reformulation

We proceed to the singularity elimination, via several steps. At first, we set T =S+ [ in
order to remove the square root term. We thus obtain

ds S? PS T a2

dr S w PS w
o T‘ﬁSTJr( )T (5-3) 7 3P
dP S

Then, let V = ST~ in place of S. The system (2) becomes

- v (- (- I ®)
(e v vr e ()
21_2: QT_ﬁVTQ (2 §)V+(5_%)TV_%P

— = —mP+fPT+ (g~ f)PV.

The third step introduces another new variable, A = VT~ replacing V, to reformulate
(3) as

dA 9 T 9o PA? o9 PA
v = (c—r ,u)A+ AT + (¢ — w) T +(r+p—o)A KAT + (w q)T
dT \

@ = AT ‘5“(2 S)AT+ (5 -5)PA- 5P

dpP

This is still unsatisfactory, in view of the presence of the variable 7" in the denominator.
The next step introduces the variable U = PT~! in place of P, to get the new system with
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no singularities:

dA r

- o A2 _A2T2 _ A2

== (oW A AT (g w) AU (5)
—I—(T—FM—U)A—%ATQ—I—(IU—Q)AU,

dr r W ) w wq

— = ——AT3 - L7 —+ | AT — =UT —— = JAUT

dt 2K 2 +<2+2) 2U +(2 2) ut,

au  w_ 4 qg—w 9 !

— = U +< 5 >AU +(2 m)U+(g £)AUT

r+pu T 9
- A T+ —-AUT".
(552) v + jur+ Jav

Combining all the substitutions made, we find the new variables definitions in terms of
the original model variables, as follows

vV 5 8 P P

A T=vVS5+1,

= —- ——- = — U_
T 71?2 S+1TI T VS+I

which allow an interpretation of their meanings. It follows indeed that A represents the
fraction of healthy prey with respect to the total amount of prey, T is the total prey
population on the edge of the herd and U denotes the ratio of predators over the total prey
population occupying the edge of the area.

4 Equilibria

Note first of all that in eliminating singularities we had to divide by T, therefore this variable
must be different from zero, in fact strictly positive, so that we exclude possible equilibria
with T' = 0. Mathematically, there is a second reason of geometric nature, as T’ represents
the population of the herd on its boundary, and the latter is certainly never empty for a
nonvanishing herd. There are thus only four possible equilibria.

Equilibrium (A,T,U) = (0,+,0) is infeasible since the second equation of (5) cannot
be satisfied, as it does for (A,T,U) = (0,+,+), so that we cannot accept this equilibrium
either.

For (A, T,U) = (+,+,0), the first equation of (5) gives

%TQ(A—l):(T—FM—U)(A—l) (6)

so that two cases arise.
If A =1, from the second equation of (5) we have T = /K, giving the equilibrium

Ey=(A,Th,Uh) = (1, VK, 0) with unconditional feasibility.
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Alternatively, if A < 1, we find

We have thus found the equilibrium

(2

K
Ey = (A3, 15,Us) = <E7 7(7”4‘#—0)70)

under the conditions
r+pu—oc>0, p<o, (7)

with the second one arising from the very definition of A.
Remark. If in Fy we let © = o, we reobtain Fj.
To find the equilibria with all nonvanishing components (A,7,U) = (+, +,
can call coexistence equilibria, we sum the second and the third equations of (5
m /
T=——1—  A#—.
(9—fA+f f-g

From the first equation of (5) we have

+) that we
) to get

(®)

(A-D[@-r=m+ LT+ (- w)] =0
giving again two possibilities.

For A=1weget T =mg~!

and the last equation of (5) then yields

__r 27 2
U_g2qK(gK m),

K> (%) )

m r
E3 = (A37T3> U3) = (17 Ev (92K - m2)>

which is positive if

Thus we found the equilibrium

with feasibility condition (9).
If instead A # 1 we solve the system

(U—r—u)+%T2+(q—w)U:O, (10)

T o T+ u w w —q
——AT? - LT A—— — | AU =
oK 2—|—< 5 > 2U—|—< 5 ) U=0,
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with 7' given by the first equation in (8). Now in the first equation (10) write U as a

function of A: )
r m

(=0 U=(rtp—0) =~ (1)

Now if ¢ — w = 0 the first equation of (10) simplifies to give

T = g(r—i-u—a), (12)

provided r + i — o > 0, an assumption that we are making from now on. Substituting into

the second equation (10) we find
cA—u
U= ,
w

which is nonnegative if A > po~!. From the first equation in (8) we then obtain

= p s )

Recalling the assumption g < f, A will be nonnegative if and only if

2
K><@) _r
f) r+u—o

We finally have the explicit expression of U as follows,

o 1 T W
U=— m - fl -,
wg—f[ Ko +n—0) f] w
which is nonnegative when A > puo~!, i.e. for
r p
— < (g — . 13
e R R IR (13)

The right hand side is positive if (o — p) f+ g > 0 and from this the above restriction can
be rewritten as

mo } 2 r
(c—m)f+pg] r+p—o
In summary we found the equilibrium Ey = (A4, Ty, Uy) where, explicitly,

A4:<gif>[mm i) v (rn-
e ) [\/ r+u f}
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with feasibility conditions r + p — o >0, ¢ = w and

2
mo } r

2
(c—p)f+ug| r+p—o’ (0 —p) f+pg >0, K><T) r

K > _
[ f) r+p—o

These conditions can be simplified, observing that from g — f < 0 it follows

mao mo

- < - @
fo (g=flu+fo
m\ > r
K> (%) e
f) r+u—o
is implied by the condition

K><[(U—$;+ug]>2r+;—a'

Thus feasibility conditions for F4 become just the following ones

so that if (o — u) f + pg > 0,

2
K><[(a—$;+ug]> T+;_0> (c—w)f+pug>0, r+p—0>0, q=w. (14)

We now address the case ¢ — w < 0. In this situation from (11) we find

2

1 T m
vy [(”“_U)_fkg—mwf )
and substituting the values of T and U into the second equation of (10), we obtain
w(r+pu—o rw m?
. ((q_uw) )+(q_w)K[(g—f)A+f]2+aA:0’ (16)
From this, with some algebra, we are led to the following cubic equation for A:
3
P(A)=> hAF =0, (17)
k=0

where by = 1,
by=0(q—w) K (g f)*,
bi=2f(g— f)o(q—w) K (wo —rw—qu) K (g— f)*,

b= fP0 (¢ —w) K +2f (9~ f) (wo — rw —qu) K,
by = f? (wo — rw — qu) K +m*rw.
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It has always a real root, and we seek now sufficient conditions for a nonnegative real
root. Since ¢ < w, it follows that

lim P(A) = —o0,

A—00

so that if the constant term is positive, at least one positive real root must exist. This
occurs if

f2 (wo —rw — qu) K > —m*rw, (18)

which is trivial in case
wo —rw — qu > 0, (19)

otherwise it leads to
2
m W

- - <0, K<|—) ——. 20
wo — rw — qu <0, (f> e (20)

In summary the equilibrium FEs = (As,T5,Us) arises with first component given by the
positive root of (17) and the remaining ones by (12) and (15), which need to be nonnegative,
and further feasibility conditions given by (19) or (20).

5 Stability
The elements of the Jacobian matrix J = (J), i,k = 1,2,3 are

J11:2(U—T—M)A+2%AT2+2(q—w)AU—i—(r—i—u—a)——LTQ—i-(w—q)U

K
J12:2%AT(A—1) Jis=(¢—w)A(A-1) J21:_§T3+T—2FMT+U)2_(JUT
3r poortp, w.o w-—g Ypyp—d
=——AT? - A-7 A =g+ AT
Js i 2+ 5 2U—|— 5 U Jos 5 + 5
q— T+ "

_ W9 _ _ g2 — (g — r
= =U" + (g~ f)UT Ut 5 oUT® Jsn = (9= ) AU + fU + AUT

2

J33:wU—F(q—w)AU—l—g—m—F(g—f)AT—T—HL

2

r
A+ [T+ ——AT?
+ fT'+ oK
Observe that since A = S(S+1)~! <1 and ¢ < w two of the above terms have a fixed sign:
J12 <0, Ji32>0.

The Jacobian’s eigenvalues at i are \{ = 0 — p, Ao = —r, A3 = —m + gV’ K, from
which the stability conditions follow

SHRS

1, K< <%)2. (21)
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The Jacobian at Fo gives one eigenvalue as

M=o [f Dt -m

from which the stability condition follows

mo r r 22)

(c—pw)f+gu] r+p—o

having used the fact that (o — ) f + g > 0 and the first condition (7). The other two
eigenvalues are the roots of

K<

)\2—|—g(r—|—u—0))\—|—u<1—g)(r—i—u—a):o. (23)
In view of the feasibility conditions (7), the Routh-Hurwitz stability conditions for (23)
hold. Stability of Es is therefore regulated only by (22).
At FEs5 again one eigenvalue is immediate,

AN = (0—p)+ (m* - ¢°K).

rw
9*qK
It is negative if and only if ¢?K [q (0 — ) — rw] < —m?rw. But this cannot happen if

q (o —pu) —rw > 0. Conversely, we are lead to the stability conditions
m\? rw
K > <—> ——  rw+4qgo > qu. (24)
g) rw+qu—qo
The other eigenvalues come from the quadratic

mr
20°K

PUEE (3m? — *K) A + (¢*K —m?) (2mr + ¢°K) = 0. (25)

,
292K

From the (strict) feasibility conditions (9) for Es, the constant term is always positive.
Imposing that also the coefficient of the linear term is positive, we obtain the second stability

condition,
2
K<3<@>. (26)
g
In summary, Fj3 is feasible and stable for
2
0<max{1,*}<K(£) < 3. (27)
W+ g — qo m
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For the equilibrium E4 some of the Jacobian entries, in view of the feasibility conditions
(14) have fixed signs, as follows

= g o e ]

oo (e 1)1 <o

Ty =~ %(r+u—a)<0,

=g Mrereme ) i (e 1)+

e (e R e o

while the remaining two must agree, since the same factor appears in the two elements,
although the sign is not decided:

= (e ) o)
K o
[ 7(T+M—U)—m],

We now study the signs of Jy,, and Ju,,. Considering J4,, and using the feasibility condition
(14) we find that for its positivity we must have

e [

But this contradicts the feasibility condition (14), so that it must be negative. In summary
we then have

J431 < 0, J433 < 0.

Thus the resulting structure of the Jacobian matrix is

0 — 0 0 Z 0
=+ - —|=| B C D
- + - E F G
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The characteristic equation is now a cubic,
3
Y apA =N —(C+G)N—(ZB+FD - CG)\— Z(ED — BG) =0. (28)
k=0

Using the signs of Z, B, C, D, E, F' and G all the coefficients ax, £k = 0,...,3 are posi-
tive. We can thus use the Liénard-Chipart criterion, a particular case of the Routh-Hurwitz
criterion, thereby determining the sign of the eigenvalues imposing that the following de-
terminant be positive:

as Qg — (C + G) -7 (ED — BG)
D2 == = =
as a1 1 —(ZB—I—FD—CG)
— (C+G)(ZB+FD—CG)+ Z(ED — BG) > 0. (29)

We can conclude for this case that Ej is stable if (29) holds.
Stability of Es is investigated numerically.

6 Bifurcations

Note that transcritical bifurcations further arise between E;, Fo and FEj.

We then try to establish if there are special parameter combinations for which Hopf
bifurcations arise. For this purpose, we need purely imaginary eigenvalues. This is easy to
assess for a quadratic characteristic equation, A2 + b\ + ¢ = 0 since we need the linear term
to vanish, b = 0, and the constant term to be negative, ¢ < 0. For a generic cubic of the
form

az\® + ag)\? + a1\ + a9 =0 (30)

instead, we need the following condition
aras — ag = 0.
Clearly at E7 no bifurcation arises, since the eigenvalues are all real. At Fo we need
bz%(r—i—u—a):o, c:u<1—§)(r+u—a)>0 (31)

but these conditions contradict each other. We conclude that at Es no Hopf bifurcations
can carise.

At F3 the characteristic equation factors, and the quadratic (25) from feasibility (9)
has a positive constant term. Imposing that the linear term vanishes, we find the value

Ki=3 (T>2 (32)

)
for which a limit cycle appears. We will show this situation and investigate the remaining
ones for F4 and F5 with simulations.
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7 Equilibria interpretation

At equilibrium FE7, we have U; = 0 so that P, = 0 and the predators vanish. Further,
A1 = 1 implying that Iy = 0. Thus only healthy prey survive, at the environment’s carrying
capacity, due to the model assumption of logistic growth, 77 = v/K indeed implies in this
case 51 = K.

At E5 the request that A < 1 tells us that neither healthy nor infected prey disappear
from the system, while, as in the previous case, all the predators die since Uy = 0. There-
fore the disease remains endemic among the prey, while predators do not survive. Note
once again that the the point Fo becomes equilibrium FE; if we assume that the disease
transmission rate equals the disease mortality rate. In such case thus the disease can be
eradicated.

At E3 we have again that A3 = 1, so that I = 0 and in this case the disease gets
eradicated from the ecosystem, while the predators and healthy prey survive together. This
is the only equilibrium for which we have proved analytically the existence of bifurcations,
for the particular value of the prey carrying capacity Kt = 3m?2¢=2.

At E; and E5 we have coexistence, with the point E3 being a particular case of the
latter equilibria, when A = 1. Further F4 and FEj differ because in the first case ¢ = w,
i.e. the infected and healthy prey are hunted at the same rate by predators, and therefore
it can be regarded as a special case of F5. As for the latter, note that for the particular
situation in which f2K (rw + qu — wo) = m?rw we find As, as the cubic (17) goes through
the origin. This implies that the healthy prey are wiped out. Therefore in this situation
the ecosystem thrives, with predators and only infected prey.

8 Simulations

The equilibrium E; represents the situation where the only population which survives in
the habitat is represented by the healthy prey. The fact that infected individuals are
extinguished is consistent with the stability conditions of E;. In fact, the latter require
that the disease incidence be lower than the disease-related mortality rate. Thus infected
individuals die faster than they are recruited and ultimately there are not enough infectious
individuals to propagate the disease. Its stable behavior is shown in Figure 1 for the
parameter values 0 = 0.2, r = 0.5, K =5, 4y =04, ¢ = 0.2, w = 0.5, m = 0.8, g = 0.1,
f=03.

At the equilibrium Fsy predators get extinguished, but the disease remains endemic.
In this situation the opposite condition of equilibrium FE; must be verified, namely the
disease-related mortality rate is lower than the disease incidence. This suggests that it is
reasonable to expect that the population of infected prey survives. Figure 2 contains a
simulation leading to this equilibrium for the parameter values o = 0.5, r = 0.5, K = 5,
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First model: first equilibrium

1.2 T T T
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Figure 1: The stable equilibrium Fj is achieved for the parameter values o = 0.2, r = 0.5,
K=5 1u=04,¢=02 w=05 m=0.38, ¢g=0.1, f =0.3.

uw=04,¢q=02, w=05 m=08 ¢g=0.1, f=0.3..

The third equilibrium FE3 shows coexistence of predators and healthy prey, with the
disease eradicated. Figure 3 shows it for the parameter values o = 0.5, r = 0.5, K = 5,
uw=.4q¢=02,w=05 m=02 ¢g=0.1, f =0.3..

The equilibrium Fj represents the possibility that all the populations in the system
survive, i.e. Ey represents the coexistence equilibrium. The simulation of Figure 4 shows it
for the following parameter values: ¢ = 0.4, r = 0.5, p = 0.2, ¢ = 0.5, w = 0.5, m = 0.3,
f=02 g=0.1, K = 10.

In the study of the stability, focusing on the bifurcations, we discovered that, around
F3, limit cycles should arise when K crosses the threshold value KT = 3m2g=2. In Figure 5
we present a simulation of the two-dimensional limit cycle for the parameter values o = 0.5,
r=05u =04 g =02 w=0>5 m=02 g=01 f = 0.3. Oscillations appear
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First model: second equilibrium
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Figure 2: Equilibrium F» is obtained for the parameters: ¢ = 0.5, r = 0.5, K =5, u = 0.4,
g=02 w=05 m=08 ¢g=0.1, f =0.3..

only for the second and the third variables, while for first one remains at the fixed level
A =1, to mean that the system is disease-free. Predators survive together with the healthy
individuals but with persistent oscillations of the two populations. In Figure 6 a three-
dimensional phase-space portrait of the limit cycle is given.

For the equilibrium Fs our extensive simulations seem to indicate its instability.

9 Conclusions
In this paper we studied an ecoepidemic model in which two popolations interact: the prey

and the predators. We assumed that among the prey a disease develops, which spreads
by contact. Further, the disease is unrecoverable, i.e. infected prey cannot heal from it.
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First model: third equilibrium
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Figure 3: The equilibrium Fj3 is here shown for the parameter values ¢ = 0.5, r = 0.5,
K=5u=.44¢=02, w=05 m=02,9g=0.1, f =0.3..

Predation affects for healthy and infected prey. The prey group together in a herd and
exert some defensive strategy, for which mainly the individuals on the boundary of the herd
suffer from the attacks of the hunting population.

The original system formulation leads to possible singularities in the Jacobian, when
the prey population vanishes. Therefore we have performed several changes of dependent
variables to obtain a singularity-free reformulation. The newly obtained variables represent
respectively the ratio of healthy prey over the total amount of prey, the number of predators
per prey staying at the edge of the herd area and finally the number of prey occupying the
edge of the herd.

We have discovered that there are four possibly stable equilibria, at which only the
healthy prey thrive, or the disease remains endemic with only the prey population surviving,
or healthy prey coexist, possibly with persistent oscillations, with the predators. The final
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First model: fourth equilibrium
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Figure 4: Equilibrium F, is obtained here for the parameters ¢ = 0.4, r = 0.5, 4 = 0.2,
g=05 w=05 m=03, f=02 ¢g=0.1, K =10..

coexistence equilibrium is also possible, with both populations and endemic disease.

The only alternative that in these circumstances is impossible, is the fact that predators
can thrive just with infected prey. But this is a consequence of the model assumptions, in
that infected prey are assumed to be too weak to sustain themselves.
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First model: limit cycle (3D)
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Abstract

Quantum nuclear effects are important for weakly bound or light atoms and at low
temperatures. They are manifested by residual energy stored as zero-point vibrations,
tunneling, and possible exchange effects in bosonic systems. Unfortunately, the vibra-
tional Schrodinger equation is difficult to solve except for very small systems. Quantum
thermal baths (QTBs) have been proposed in the recent years as an alternative to the
convenient, but still computationally expensive schemes based on path integrals. The
QTB method relies on propagating a stochastic Langevin equation with a correlated
(colored) noise designed to produced a power spectrum which satisfies the quantum
fluctuation-dissipation theorem. As such, its numerical cost is close to that of a stan-
dard classical Langevin equation, making it a very promising technique for large-scale
atomic and molecular systems.

In the present contribution, we discuss the application of the QTB approach for
gas-phase systems and their equilibrium properties and vibrational spectroscopy. The
implementation of the method is described, with an emphasis on specific computational
aspects involved in the generation of the colored noise. The performance of the method
is assessed by comparison with dedicated path-integral molecular dynamics simulations
for simple ionic clusters, as well as polycyclic aromatic hydrocarbons.

Key words: Molecular dynamics, quantum nuclear effects, Langevin equation
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Abstract

The introduction of auto-tuning techniques in linear algebra shared-memory routines
is analysed. Our goal is to study how auto-tuning techniques can be included in routines
which call lower level routines, so using information from the installation of the low-level
routine to take at run time some decisions to reduce the total execution time. The study
is carried out with Cholesky factorization routines: the potrf LAPACK routine with
internal calls to multithreaded MKL routines and a modified LAPACK version with a
two-level implementation of its internal level-3 BLAS subroutines. For this modified
LAPACK version, the experiments show that the number of threads to use at each
parallelism level and the block size used internally by the potrf routine can be selected
to automatically obtain satisfactory execution times.

Key words: autotuning, multithreading, linear algebra, OpenMP, MKL

1 Introduction

The appearance of multicore and cc-NUMA systems has led to the development of optimized
software for these systems. Software optimization techniques are used in parallel routines to
decide how to execute them to obtain the lowest execution time. Decisions are taken at run
time as a result of the work performed at installation time, modelling the execution time of
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the routines or by applying some empirical study of the behaviour of the routines. More-
over, these decisions may vary depending on the type of computational system used. Some
of these decisions could be: select the appropriate number of threads to use at each level of
parallelism, how to assign processes to processors or select the correct block size in the case
of algorithms by blocks. In this work, the previous ideas of installing multithreaded basic
linear algebra routines in large cc-NUMA systems [1] are combined and extended. In [1],
auto-tuning is carried out by applying installation techniques to the BLAS-3 matrix multi-
plication routine (dgemm), which constitutes the basic subroutine for many computational
routines. In this paper the same ideas are applied to the higher-level routine potrf of the
LAPACK library: the Cholesky factorization of a symmetric positive definite matrix. The
same methodology has been applied to other high-level routines (dgesv, zsysv, dgetrf, etc)
with similar results. For that purpose, the matrix multiplication routine used in potrf is
replaced by a parallel version (called dgemm2L) specially adapted for large multicore systems.
The rest of the paper is organized in the following way. Section 2 summarizes the auto-
tuning methodology for linear algebra routines in large NUMA systems. Section 3 analyzes
the behaviour of the Cholesky factorization when the auto-tuning methodology is applied
to the dgemm routine, and the results are compared with those of the reference version of the
LAPACK potrf routine when the number of threads and the block size are automatically
selected. Finally, the conclusions and future research lines are shown in Section 4.

2 The auto-tuning methodology

The implementations of shared-memory linear algebra routines are normally not very sca-
lable. This produces a degradation of the performance in large cc-NUMA systems. To
improve the scalability of the routines, the auto-tuning methodology explained in [1] for the
dgemm routine can be extended to higher-level routines. The goal of this methodology is to
select the most appropriate number of threads to use at each level of parallelism.

This paper shows how this methodology can be applied to high-level linear algebra
routines, using the Cholesky factorization as proof of concept. The Cholesky factorization
is normally used to solve a linear system of the type AX = B, with A a symmetric positive
definite matrix. To compute it, we can use the multithreaded MKL version of the potrf
routine or the reference version included in the LAPACK library. Algorithm 1 shows the
scheme used in the LAPACK potrf routine to compute the Cholesky factorization.

The installation of the routine in the system is made by executing the routine for each
matrix size specified in the installation set ' by varying the number of OpenMP and MKL
threads at each level of parallelism, from one to the number of available cores in the system,
and using a combination of threads not exceeding the maximum number of cores. Once the
routine has been installed, the number of threads with which the lowest time is obtained

L An installation set consists of some problem sizes used to install the routine in the system.
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* Compute the Cholesky factorization A = Lx*Lx*xT.
E
DO 20 J =1, N, NB

ES
* Update and factorize the current diagonal block and test
* for non—positive—definiteness.
*
JB = MIN(NB, N—J+1)
CALL dsyrk (...)
CALL dpotf2(...)
IF( J+JB.LE.N ) THEN
Compute the current block column.
CALL dgemm (...)
CALL dtrsm(...)
END IF
20 CONTINUE
}

Algorithm 1: Scheme of the LAPACK Cholesky (potrf) routine.

for each problem size is stored, and, at execution time, for a particular problem size, the
number of threads to be used to solve the problem is selected by using the information
stored during the installation phase.

In the Cholesky factorization, the auto-tuning methodology can be applied to its in-
ternal dgemm routine, which is used to perform all the matrix multiplications involved in
the computation of the elements of the blocks (whose size is automatically determined by
the LAPACK ILAENV function) of the lower triangular part of matrix A. Therefore, it is
necessary to work directly with the reference potrf routine. The dgemm routine is then
replaced by a parallel implementation that uses two levels of parallelism (dgemm2L) and the
auto-tuning process is performed in order to select the most appropriate number of threads
at each level of parallelism. The other routines internally used in the Cholesky factorization
are called using their corresponding multithreaded MKL implementation.

Experiments have been carried out in a platform called Saturno, a shared-memory
system with four hexa-cores (24 cores) and the installation set used is: {256, 768, 1280, 1792,
2304, 2816, 3328, 3840, 4352}. Different problem sizes are used for validation (validation
set). At running time, the decisions for the problem sizes in the validation set are taken by
applying an interpolation process to the information stored during the installation phase.
Table 1 shows the execution times (in seconds) obtained with the auto-tuning methodology
and the lowest execution times obtained experimentally by a perfect oracle. The number
of OpenMP and MKL threads used at each level of parallelism is also shown. The number
of threads most frequently used is 24 (the total number of cores of the system), but with
different combinations (3-8, 4-6, 6-4). The times obtained with the auto-tuning methodology
are normally close to the optimum, and the total number of threads used is also similar.
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In larger systems (as those considered in [1]), differences in execution times would be higher.

Optimum Auto-Tuning

N OMP MKL Time OMP MKL Time

(threads) (threads) (sec) (threads) (threads) (sec)
512 1 16 0.001219 1 14 0.001447
1024 4 6 0.003989 3 8 0.004230
1536 4 6 0.007623 6 4 0.008004
2048 2 12 0.013438 4 6 0.014118
2560 7 3 0.032550 6 4 0.084170
3072 7 3 0.050523 6 4 0.083533
3584 3 8 0.078012 4 6 0.078633
4096 3 8 0.124691 4 6 0.127465

Table 1: Execution times (in seconds) obtained with the application of the auto-tuning
methodology (Auto-Tuning) to the dgemm routine of potrf and lowest experimental execu-
tion time (Optimum), and number of OpenMP and MKL threads used in these executions.

3 Application to Cholesky factorization routines

In order to analyse the improvement achieved with this methodology when applied to linear
algebra routines which call lower level routines, a comparative study of the execution time
obtained by different implementations of the Cholesky potrf routine has been carried out.
Table 2 shows the results obtained for the reference LAPACK routine, a potrf LAPACK
routine which internally calls multithreaded MKL routines (dsyrk, dpotf2 and dtrsm) and
the modified LAPACK routine where dgemm is replaced by the auto-tuned dgemm2L rou-
tine. The last column shows the speed-up achieved by the modified LAPACK routine with
auto-tuning respect to the lowest execution time obtained with the LAPACK routine with
multithreaded MKL. The results of applying the auto-tuning methodology are satisfactory,
but for some problem sizes a loss of performance occurs due to the interpolation applied to
select the number of threads.

3.1 Selecting the block size

The Cholesky factorization of LAPACK (Algorithm 1) is computed by blocks. The size
and form of these blocks vary depending on the value internally selected by the LAPACK
ILAENV function. In this function, that value is selected using information of the problem
size but not based in the number of threads used. Therefore, we can reduce the execution
time even more by selecting the optimum block size for each value of the installation set. To
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N | LAPACK LAPACK+MKL LAPACK+AutoTuning Speed-Up
512 | 0.043130 0.003948 (9) 0.003793 (1,14) 1.04
1024 | 0.332920 0.012877 (12) 0.011624 (3,8) 1.10
1536 | 1.104757 0.024598 (24) 0.024420 (6,4) 1.00
2048 | 2.614030 0.075525 (24) 0.076562 (4,6) 0.99
2560 | 5.075289 0.109087 (24) 0.165639 (6,4) 0.66
3072 | 8.787374 0.202955 (21) 0.237618 (6,4) 0.85
3584 | 13.934977 0.279215 (21) 0.323004 (4,6) 0.86
4096 | 20.894776 0.390708 (21) 0.383885 (4,6) 1.02

Table 2: Execution times (in seconds) obtained with different versions of the potrf routine:
the reference LAPACK routine (LAPACK), the LAPACK routine with multithreaded MKL
kernels (LAPACK+MKL) and the LAPACK routine with the auto-tuning methodology
(LAPACK+Auto-Tuning). The number of threads with which the lowest times are obtained
is shown. The last column shows the speed-up achieved by the auto-tuning version with
respect to the LAPACK+MKL. In brackets, the number of threads with which the execution
times are obtained.

apply this idea to multithreaded routines, two parameters must be selected: the number of
threads and the block size. The number of threads has been selected for the dgemm routine
by applying the auto-tuning methodology. Now, for the selection of the block size it is
necessary to work directly with the LAPACK potrf routine, so that the block size selected
by the ILAENV function can be modified in order to select the best block size.

Table 3 compares, for different matrix sizes, the execution time obtained for the potrf
routine when the block size is internally selected by ILAENV and the execution time when the
block size is selected with the auto-tuning technique. All the experiments have been done
in Saturno using the same installation set: {256, 768, 1280, 1792, 2304, 2816, 3328, 3840,
4352}, with block sizes power of 2 from 32 to 512 and a number of cores from 1 to 24. When
the routine potrf uses the ILAENV function to select the block size, the same value is used
for several matrix sizes regardless of the number of threads. When the number of threads
and the block size are selected with the auto-tuning methodology, lower execution times are
obtained and the speed-up achieved is higher than that obtained in table 2 by selecting only
the number of OpenMP and MKL threads. For small matrix sizes the use of larger blocks
is preferable, but for larger sizes a lower value than that selected by the ILAENV function
(which does not consider the number of threads, only the matrix size) is more appropriate.
The improvement achieved by selecting the appropriate block size is between 6% and 30%
for most matrix sizes. Therefore, if we consider the block size parameter in the auto-tuning
methodology, better results are obtained for the potrf routine. Similar results are obtained
for other routines, and the advantage of the auto-tuning is more apparent in larger systems.
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LAPACK-MKL with ILAENV Auto-Tuning
N | Block-Size Time Block-Size Time Speed-Up
512 32 0.003948 (9) 128 0,003440 (1,14) 1.15
1024 96 0.012877 (12) 128 0.011482 (3,8) 1.12
1536 192 0.024598 (24) 64 0.026508 (6,4) 0.93
2048 384 0.075525 (24) 128 0.062069 (4,6) 1.22
2560 384 0.109087 (24) 64 0.087751 (6,4) 1.24
3072 512 0.202955 (21) 64 0.145695 (6,4) 1.39
3584 512 0.279215 (21) 256 0.252449 (4,6) 1.11
4096 512 0.390708 (21) 256 0.364508 (4,6) 1.07

Table 3: Execution times (in seconds) obtained for the potrf LAPACK routine with a block
size selected by the ILAENV function (LAPACK-MKL with ILAENV) and the LAPACK
routine with auto-selection of the block size (Auto-Tuning). The last column shows the
speed-up achieved with the auto-tuning methodology with respect to the use of the ILAENV
function. In brackets, the number of OpenMP and MKL threads with which the lowest
times are obtained.

4 Conclusions and future work

The experimental study carried out in this work has shown that the use of multithreaded
routines in high-level routines together with an auto-tuning methodology capable of selecting
the optimum block size and the appropriate number of OpenMP and MKL threads for each
level of parallelism is a good technique to reduce the execution time. Therefore, if we apply
this methodology to larger multicore systems, better results would be obtained. The main
conclusions are:

e An appropriate selection of the number of threads to use at each level of parallelism
substantially reduces the execution time, mainly when large matrices are used and the
number of threads increases. For the system considered in this work, the best results
are obtained when the maximum number of cores are used, but in larger systems this
number may vary, as is shown in [1].

e The block size is an important parameter to take into account in routines by blocks
in order to reduce the execution time. Therefore, an appropriate selection of its value
together with an appropriate number of threads will allow us to reduce the total
execution time even more. It is shown in the experiments, where a reduction of the
execution time of up to 30% is achieved.

In this paper, the auto-tuning methodology has been applied to the Cholesky facto-
rization, but it is been applied to other high-level routines (dsysv, dgesv and dgetrf) with
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similar results. Preliminary results shows that the application of the auto-tuning metho-
dology in larger systems produces more important reductions in the execution time, due
to the higher scalability of two level routines and to the combined selection of the block
size and the number of threads. We are investigating the application of the methodology
to routines of the Parallel Linear Algebra for Scalable Multi-core Architectures (PLASMA,
[3]), where the set of parameters to be tuned is different to those in LAPACK routines.
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Abstract

In Chemistry, the dynamics of the composition of chemical species in reacting sys-
tems can be characterized by a set of autonomous differential equations derived from
mass conservation principles and some elementary hypothesis related to chemical reac-
tivity. These sets of ordinary differential equations (ODEs) are basically non-linear, its
complexity grows as much increases the number of substances present in the reacting
media and can be characterized by a set of phenomenological constants (kinetic rate
constants) which contains all the relevant information about the physical system. The
determination of these kinetic constants is critical for the design or control of chemi-
cal systems from a technological point of view but the non-linear nature of the ODEs
implies that there are hidden correlations between the parameters which maybe can be
revealed with a structural identifiability analysis. The chemical irreversible reactions
can be expressed as a particular class of the more general chemical reversible reactions.
Although the former are more common in chemical systems, the reversible ones have
the advantage that can be approached, under some experimental circumstances, to lin-
ear systems. Then in this work we propose to analyze a reversible chemical reacting
network, assuming that initially it remains stationary in an equilibrium state. Then,
we will imagine an experiment where this system is perturbed and that it will return
to its same initial state. Let us consider the chemical reversible reacting system given
in figure 1.

In this figure the direct and the reverse kinetic rate constants, k; and p; respectively,
are indicated on each reaction. This example of reacting system has been set because
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k;
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Figure 1: Chemical reversible reacting system.

includes several situations that can be encountered in typical chemical reaction mecha-
nisms such as consecutive, competitive, first and second order chemical reactions. We
expect that the identifiability analysis of such system will give some relevant informa-
tion in more complex chemical systems about how the kinetic rate constants are related
or the mathematical procedures that we will expect to need.

The problem of the structural identifiability of the model consists of the determina-
tion of all parameter sets which give the same input-output structure. A characterization
of structural identifiability is given in [1].

The dynamic model describing the internal structure of the reactions given in fig-
ure 1 is formulated theoretically using nonlinear state-space mathematical equations,
depending on unknown parameters. That is,

Za = —kiza+pizr —kezazk +p2zL

ik = kiza —pizx — k2zazk +p2zL

2, = kozazik — (p2 + ks + ka)zr + p3zp + pazg
ip = kszp —p3zp

ZQ = k‘4ZL — P4zQ

where 24, 2k, 21, zp and zg are the concentrations of the reactive A, K, L, P and
Q@ at time t, respectively.

This system can be linearized around the equilibrium point of the system 2z, =
(A. K. L. P. Q.)T, obtaining the following continuous linear system ¥ = A% where
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the matrix A is

—(k1 +koKe)  p1— k2Ae D2 0 0

ki —koKe  —(p1 +kaAe) D2 0 0

A= ko K kg Ae —(p2+ ks +ks) p3 pa
0 0 k‘g —P3 0

0 0 k‘4 0 Pa

In particular, the above equations can model a reversible chemical reacting network
in a batch reactor, see [2]. The equilibrium point can be perturbed by the injection, in
impulse, of a given concentration of either component A, K, L, P and ). This injection
is commonly employed as additional input variables. In this case, when we consider the
impulse on one reactive the system is described by

Z= A7+ Bu

where B = e; being e; the canonical vector and it is important to know the identifiability
of this system. Several authors have studied this topic using different techniques. For
instance, if we consider the Markov parameters of this system V; = A7B, j > 0, we
can prove that the system is identifiable, that is all the parameters of the model can be
known using experimental data (see [3]).

Therefore, usually the parameters of the model are unknown and cannot be pre-
specified, and need to be estimated from data collected experimentally by measuring
the observable variables. In this step, first we must know the number of variables that
we can hope to measure. The number of directly observable variables may influence in
the identifiability of the system and even sometimes can miss the identifiability. Then
it is important to obtain the minimum number of variables that must be measured to
identify the chemical process. Now, this process can be described by this continuous
linear control system

# = AZ+ Bu
y = CZ.

In the above system the information on the observable or measured variables are ob-
tained from the algebraic equations, that is, it is given by the structure of the matrix
C.

In this work we study the identification problem associated to variables that can be
measured. The main aim is to obtain the minimum number of rows of the matrix C' to
assure the identifiability of all parameters of the system.

Key words: identifiability, observability, chemical reaction
MSC 2000: 34,93
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Abstract

In this paper we present a new high-order well-balanced central scheme to solve
the shallow water equations in two spatial dimensions. A Runge-Kutta scheme with a
natural continuous extension has been applied for time discretization, using a Gaussian
quadrature rule to evaluate time integrals. The reconstruction operator is of high order
and non-oscillatory type. The central finite volume formulation requires to evaluate the
flux integrals in one spatial dimension and to approach the 2D source term integrals.
A new procedure for these integrals has been defined in order to verify the exact C-
property, using the water surface elevation instead of the water depth as a variable.
Numerical experiments have confirmed the high-resolution properties of our numerical
scheme in 2D test problems.

Key words: Central scheme, well-balanced, non-oscillatory, shallow water equations.
MSC 2000: 120600

1 Introduction

The shallow water equations have initially been approached in the framework of upwind
schemes. In this context, Bermidez and Vazquez [3] proposed the idea of the exact C-
property which means that the scheme is exact when applied to the stationary case. More
recently, high-order central schemes have appeared which do not require to use the projection
of the equations along characteristic directions (see [5]). In this paper we present a new
central finite volume scheme which maintains the exact C-property and it is high-order
accurate for the solutions of the shallow-water equations. For space discretization we will use
the one-dimensional reconstruction procedure defined by Balaguer and Conde in [1] which
uses centered three-degree polynomials with a modification on the slope at the midpoint of
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the stencil, which has been designed so that the resulting polynomial has the same type of
monotony that the data that are interpolated.

Central schemes described in [1] may be used to solve multidimensional hyperbolic
systems of conservation laws in the framework of the two-dimensional central schemes de-
scribed in Levy et al. [8]. In [6], we have applied the reconstruction polynomials of [1] to
solve the shallow water equations in one spatial dimension, using the temporal integration
scheme described by Caleffi et al. in [5]. In this paper we define a extension of the central
schemes described in [6] and [8] for the two-dimensional shallow water equations. The new
scheme has been designed in order to verify the exact C-property.

2 Two dimensional shallow water systems

The shallow water system in two space dimensions takes the form:

ht+(Ql)z+(Q2)y:O7
2
g 1o Qg _
(QI)t+<h +59h >m+<—h )y— gh(Zp)z (1)
2
q1 Q2 » 1o,
4142 2, - — —ah(Z
| (5),+ (5 90°) = —onn

which are the equations governing the flow of a shallow layer of homogeneous fluid in a
two dimensional domain D C R% In the equations, h(x,y,t) is the water depth; g;(x,y, )
is the component of the discharge in the direction j, related to the velocity of the fluid
(vi(z,y,t),v2(x,y,t)) by the expression ¢;(z,y,t) = h(z,y,t) - vj(z,y,t); Zp(x,y) is the
function that specifies the bottom topography and ¢ is the gravitational constant.

We manipulate the system in Equation (1) in order to use the water surface elevation
n(z,y,t) = h(z,y,t) + Zp(z,y) instead of the water depth; then the shallow water system
may be given by:

n ) q1 qo 0

q1q2
|+ ity e =2 |+ a7 = =gt - 2)(2).
@/ =4 o\ e -2 )\ 9= 2)(Z),

(2)

System (2) can be expressed as:
ut+f(u)x+g(u)y :S(ac,y,u), (3)
where u = (h,q1,q2)7 is the vector of conservative variables, f(u) and g(u) are the flux
vector valued functions and s(x,y,u) is the source term relative to the bottom slope. In [6]
we presented a high-order well-balanced numerical scheme for solving the one dimensional
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shallow water system and we added some comments about the two dimensional extension of
the numerical scheme. In this paper, the numerical scheme of [6] is extended to two spatial
dimensions using a uniform rectangular grid and following the methodology developed in [2]
and [8]. In the next sections we develop the numerical model adapting it to the resolution
of the two dimensional shallow water system (2). This involves designing a new source term
treatment to verify the exact C-property.

3 Numerical scheme

We consider that the time interval is discretized into NT values, being At the time step,
where t" = n-At forn = 0,1,2, ..., NT. The spatial discretization of the domain is based on
the mesh sizes Az and Ay in x and y directions respectively, so we use in the calculations
the grid defined by the points x; = z;_1 + Ax and y; = yj—1 + Ay, and the staggered grid
defined by x; 1 —xl—kAI and y; 1 =y;+ 57, fori =1,2,..., NXand j =1,2,... NY.

The centra21 finite volume method integrates the system (2) with respect to the space
and time variables over the control volume I; TERTEES [t™, t" 1], being I, TERTEE [, xir1] ¥
[Yj, Yj+1], resulting with

tn+1
ol gn, o1
z‘+%,j+% t+5,0+5 AzAy i

1 tn+l Tit1 tn+l_
s [ g abars [T e @

where for simplicity of notation we have denoted f;(y,t) = f(u(z;,y,t)) and g;(x,t) =
g(u(z,y;,t)). The first integral on the right-hand side (rhs) of (4) is the cell average of the
function u(z,y,t") on the staggered cell I, WY given by

/ " i) — fi )] dy} dr

Yj

Ti41 y]+1
Uiyl vl AxAy/ / u(z,y,t") dy dx ()
Yi
and the cell average in the last time integral on the rhs of (4) is
_ 1 Titl  [Yj41

In order to obtain the fourth order accuracy in time, a Gaussian quadrature with two
integration nodes is selected to evaluate the time flux integrals in Equation (4), for example:

J " e iz = S (v + saz™) v

n
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where ﬂ?jﬂk = u(x;,y;,t" + PpAt), k= 0,1, being

ﬂo=<¢), ,61=<L2N§>.

According to [8], the following centered quadrature rule in space is used for the integrals in
space:

Yj+1 Ay
/ fily, t)dy = S0 [—fi(Yyj+2,t) + 13fi(yj+1, ) + 13fi(y;.t) — filyj—1,8)] . (8)
Yj
In this way, the quadrature rule for approximating the integrals of the fluxes involves nodes
on the segments (z;,y;) x [t",¢"T!] where the solution remains smooth.

In the next sections we present a summary of the procedure involved in a computational
time step to obtain the cell-averages "' 1 at the next time step t"*!, starting from

i+3.0+3
Equation (4).

3.1 Reconstruction at time t" of point values and averaged values

At time t" we start the reconstruction with a given fourth order approximation of the
following cell averages:

T, 1 Y.o.o1

izn] = ﬁ/x.zf /y.]tQ u(z,y,t") dy dx . (9)
- R

We will denote by I; ; the cell centered around the grid point (z;,y;): I j = [a:i_%,a:H%] X

[y, 1Yyl ]. A two-dimensional piecewise-polynomial reconstruction is computed from the

data {u;;} resulting with

Ri,j(x,y;ﬁn) =R, j(z,y,t") = u(z,y,t") + O(h4) , Ve,yelj, (10)

where h = Az = Ay and R; j(z,y,t") is a vector valued bicubic polynomial, obtained
simply through the tensor product of two one-dimensional interpolating polynomials, which
were defined and analyzed in [1]. Also, we used these 1D reconstruction polynomials in
the numerical model and applications presented in a previous work [6]. The cell averages,
ﬁ;; 1+ in Equation (5) can be approximated using the polynomials R; 1 jy1(z,y,t"),
R; ji1(x,y,t"), Riy1,j(x,y,t") and R; j(z,y,t") on the corresponding quarter cells, using a
gaussian quadrature rule. Let I{Z-, m = 1,...,4 denote the four quarters of the cell I; ;, with
IZ{ j being the upper-right quarter, while the other three quarters are numbered clockwise.
A fourth-order computation of the cell averages in (5) is obtained through the averages of
R; j(z,y,t") over the four quarter cells:

=(m) 4 n
R, ; ~ Az Ay /Im. R; j(z,y,t")dx dy , m=1,..,4. (11)
¥
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Then the cell average of the solution in (5) is the sum of the four quarter-cell averages

defined in (11): 0 o o e
iiﬁ%,ﬁ% R + R, ji1+ Rip1 01+ Rigrj-

Using the reconstruction polynomials R; j(z,y,t"), we also approximate the point-values
;' ; at time ¢" on the non-staggered grid.

3.2 Source term integration

The second component of the cell average of the source term in (6) is given by

p 1w (-1 / 92
1= — —Zy)— dx | dy. 12
Sz+%u+% Ay /y]. Az J,, 901 b) ar 7)Y (12)

Following the procedure described in [6], an integration by parts with respect to the variable
x is performed, in order to involve the spatial derivative of the free surface elevation instead
of the bed elevation. This was suggested by Caleffi et al. in [5] for the one dimensional
case. Thus, initially we compute:

< —1 o 0Zy(z,
W = [ st -z o) 2 4
9 Ts ; . . .
= Az [Zzg,iﬂ(y) — ZI?,i(y) — 20i41(y) Zbi+1(y) + 277i(y)Zb7i(y)] (13)
1 Tit1

where ¥(x,y) = g- Zp(x,y) - 877(96"1/) This formulation depends on the spatial derivative of
the free surface elevation Wthh 1s preferable to obtain accurate point-values of the variables
at cell-centers and to prevent numerical errors in the solutions. The spatial integral in
Equation (12) in the y variable is evaluated using a centered quadrature rule:

=[2] 1

St = [ S (i) T 1357 (yie) + 13574 (07) = 573 (- 1>] SR

In a similar way we evaluate the third component of the averaged source term in (6),
obtaining;:

) —1 [ 0Zy(x,y)
= ~Z R AL 2
9 [5 5 X . .
= 9y [Zf,j+1(w) — 22 (x) = 20541(2) 2y j11 () + 205 (2) Zp ()| (15)
1 /‘Z/j+1 (b( ) p
+ — x, ,
Ay J,, v

©CMMSE Page 283 of 1573 ISBN:978-84-615-5392-1



A NEW HIGH-ORDER WELL-BALANCED CENTRAL SCHEME FOR 2D SHALLOW WATER EQUATIONS

where ¢(z,y) = g Zy(z,y) - 577(%1/) and
v yi+ 5 N Yi+1 A
/ Ae.y) dy :/ Pialy; @) dy +/ o Piria(y:9) dy,
Yi Yi yi+5

~

where the interpolating three-degree polynomial P; ,(y; ¢) approximates point values start-
ing from point values (see [6]).
Again, we apply a centered quadrature rule for the integral with respect to the z

variable:

=[3] e S8 B |

Sirliel = o [ sj+%(332+2) +13 sj+%(332+1) +13 S (x;) sJ,Jr%(xz_l)] : (16)
The source term time integrals in (4) are also evaluated using a Gaussian quadrature rule
with two nodes:

tn+1

/tn §i+%7j+% (r)dr = % (§ZT';2+% t EZT_%%%—%) ’ (17)
where
=n+Lk 1 AR AChn n
Sislil = Arny / / s(u(z,y, t" + BrAt)) dy dx, k=0,1. (18)

Z; Yj
3.3 Reconstruction of Runge-Kutta fluxes

In order to evaluate the time integrals of the source term (17) and the time flux integrals in
(7) we have to predict the point-values of the solution at two intermediate states: ﬂZ*’B k=
w(x;, yj,t"+ Bk At), k = 0,1. The prediction of these intermediate values at times t”*éo and
t"*81 is obtained by means of a Runge-Kutta scheme coupled with the natural continuous

extension (NCE) [4]:

4
W = g,y 0+ By A8 = il + ALY () kY, (19)
=1

where the constants b;(8x) are given in [6] and k:z(lj), 1 <1 <4, are the Runge-Kutta fluxes,
which coincide with a numerical evaluation of (—f, — g, + s) in the shallow water system

(3). We use the point values of the solution {ﬂglj)} to calculate the functions Fz-j and G;,
defined by

0
Fl(xr; ) = — [f(in) — f@i)] + | 390 — Zox;)? = (hig — Zoi(y;))? ;
0
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0
Gi(yr; @) = — [g(ti k) — 9(t45)] + ) 0 X . (20)
L9 (i = Zos(@)? = (g — Zo (@)’

where for simplicity we have omitted the index (I) from agl]) Equation (20) is a two-
dimensional extension of the definition presented in [5, 6]. This definition, (20), guarantees
that the numerical scheme maintains the exact C-property. The evaluation of the Runge-
Kutta fluxes is approximated using the interpolating polynomials that approximate the
functions FY and G;-, by means of:

0

1,J

_ dPy(a; FY) N dP;(y; GY)

ki j )
) dx dy

dP(l) e " yl(l_)l — 2@1@ "'@521 N 2
‘ Az 2 Az

+ _@z(l—)l + @1(21 — 2dpi(l) [T ’ (22)
2 Az ’

For more details about these polynomials we refer the reader to [1].

(21)

where:

Pj(z;y(l)) _ ?)Z(Z)Jrei(l)

4 (C-property verification

In this Section we will prove that our numerical scheme satisfies the exact C-property. It can
be verified through straightforward calculations that in case of quiescent flow, starting from

ﬁ;}j = n* = constant and ﬁ% = 0, where q;, = vih, for k = 1,2, gives ﬁ:fl = ﬁi”;rl = n* and
q:kzljl = (jk_?';l = 0, Vn. This means that, starting from the mentioned initial conditions,

the scheme maintains the steadiness of the point values and the cell averages of the solution.

4.1 C-property for cell averages

. . . = 1 = . .
The steadiness of the cell averages of the solution, i.e., uln j+ = u;fj, in the case of quiescent

flow, must be verified. To achieve this result, it is sufficient to show that in the following

equation:
et Yj+1
=n+1 _=n o 1 7 ) _r
Yirdg+d T Yttt T AzAy /tn [/y (fir1(y, 1) — fily, 7)) dy
it _
[ ) — @) de—ArdyS,, oy (o) dr (23)
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the vector valued term in square brackets is zero, for water at rest.

It can be seen from Equation (2), that the first component of the term in square brackets
in (23) is identically zero. We have to prove that the second and third components of this
term are zero. Remembering Equation (13) and assuming 7;(y) = 7;+1(y) = n* = constant,
the second component of the term in square brackets in (23) may be written as:

Yj+1 Yj+1
[ e - Pwn) - s [75 gun dy (24
Yj Yj
Yi+1 . A . 5
:/ 59 [(77 ~ Zyin1(y)® — (" — Zb,z‘(y))Q] dy
Yj 2
A 72 52 * (5 5 A
- [ 3902800 = B - 97 Grsia) = st + Ty
;
’ Yj+1 _
e [ ) dy,
Yj

where EH% (y) is the cell average of the function ¥(x,y) = g Zp(z,y) % on the cell [x;, 2;11].
In a similar way, it can be proved that the third component of the term in square brack-
ets in (23) is equal to —Ay ff:“ Eﬁ%(w) dx, where ¢(x,y) = g Zp(z,y) g_Z’ so if EH% (y) and
Pt 1 (x) are zero then the terms in square brackets are also zero. In the case of quiescent
flow, if 7; ; are constants V1,7, then the free surface derivatives 772’-7]- = 0. Consequently,
the point-values 1&19 and gZA)” are zero. Finally, the cell averages of the functions ¢ and ¢
are approximated using the point-values 1; ; and ¢; ;, and therefore if v; ; = ¢; ; = 0 also
the averaged values v, 1(y) and P 1 (x) are zero, and the C-property verification for cell
averages is proved. In an analogous form we can prove the C-property for point-values.

5 Applications

In this Section we examine the behavior and accuracy of the numerical scheme, in sev-
eral numerical tests. We show a numerical verification of the exact C-property and we
present results for several standard tests proposed in the literature. In all cases, we con-
sider Az = Ay for the spatial steps. In the case of the shallow water system with fixed
bottom topography, the numerical stability of the scheme is assured by selecting a time step
satisfying the CFL condition which is related to the numerical stability of the Runge-Kutta
scheme used in the time integration (see [8]). We focus our attention on the behavior of
the reconstruction method described in the previous Section. To assure that our numerical
scheme obtains accurate results with different CFL numbers, we have taken a fixed time
step in all simulations: At = 0.0025 Az = 0.0025 Ay.
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5.1 Test for the exact C-property

This test, presented in [10], is used to verify numerically that our scheme maintains the exact
C-property over a non flat bottom. The bottom topography is given by a two-dimensional
hump:

Zy(z,y) = 0.8 20(@=05)+u=057?) = 5 c0,1].

As initial condition for the water depth we set h(x,y,0) = 1—Z(z, y) and the initial velocity
is set to be zero: ¢1(x,y,0) = g2(x,y,0) = 0. This surface should remain flat. We consider
a rectangular mesh with Az = Ay = 0.01 which corresponds to a NX=NY=100 uniform
mesh. Table 1 contains the L' and L errors for the water height h and the discharges ¢
and g9, at time ¢t = 0.05 s.

Unknowns h q1 q2
Precision | L1 L~ | L' L[| Ll [
0 0 0 0 0 0

Table 1: L' and L™ errors for the C-property analysis

From these results, we can conclude that the exact C-property is verified.

5.2 Circular dam-break problem

We consider a test problem described in [7] and [9]. The domain is the square [0, 2] x [0, 2]
and the bottom topography is given by the function:

$(cos(2m(xz — 0.5)) + 1)(cos(2my) + 1), if (z — 1.5)* + (y — 1)? < (0.5)2,
Zb(aj¢y) =

0, otherwise..

The water depth is initially given by:

" ) 11— Zy(z,y), if (x—1.25)% + (y — 1)? < (0.1)2,
J:‘?y? =
0.6 — Zp(z,y), otherwise,

and ¢q1(x,y,0) = ¢2(z,y,0) = 0. We compute the numerical results using (200 x 200) grid
points (Az = Ay = 0.01). Figure 1 (left) shows the numerical solution for the free surface
level at time ¢t = 0.15 s. The analytical solution is not known for this problem, and therefore
we have used our numerical scheme to obtain a reference solution in a mesh composed by
(800 x 800) cells. In Figure 1 (right) we compare the numerical and the reference solutions
for the free surface level at time ¢t = 0.15 s, along the line y = 1.

These results can be compared with those in [7] and [9].
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Figure 1: The circular dam-break problem: solution at t = 0.15 s. Left: free surface and
topography. Right: a longitudinal section at y = 1.

5.3 Perturbation of a lake at rest in 2D

We show numerical results for a classical example of a small perturbation of a two-dimensional
steady-state flow [10, 11, 9]. The perturbation occupies a small portion of the computa-
tional domain. The domain is the rectangle [0,2] x [0,1] and the topography is an isolated
elliptical shaped hump:

Zp(z,y) = 0.8 o 5((2—0.9)>=50(y—0.5)%)
The initial conditions are ¢1(z,y,0) = g2(x,y,0) = 0 and

1.01 — Zy(z,y), if 0.05 <z < 0.15,
1—Zy(x,y), otherwise .

he0) = {

So the surface is almost flat except for 0.05 < x < 0.15, where h is perturbed upward by
0.01. Figure 2 displays the results obtained with our numerical scheme on a uniform mesh
with (200 x 100) nodes. The Figure shows the contours of the surface level h 4+ Z;, and
a longitudinal section at y = 0.5, at two different ending times: ¢ = 0.24 s and ¢t = 0.36
s. These results can be directly compared with those in [10, 11, 9]. We observe that our
scheme can resolve consistently this problem and no oscillations are observed.

6 Conclusions

In this paper we have extended the well-balanced central scheme described in [6] to solve
the shallow water system in two space dimensions. The resulting scheme satisfies the exact

©CMMSE Page 288 of 1573 ISBN:978-84-615-5392-1



M. T. CAPILLA, A. BALAGUER-BESER

Surface level at time t=0.24 s
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Figure 2: Perturbation of a lake at rest: Left: contours of the surface level h + Z, with 30
uniformly spaced contour lines. Right: solution along the line y = 0.5 (Z, = Z;/80 + 0.98).

C-property and it has been designed to have high-resolution and a non-oscillatory behavior.
A circular dam-break problem and a test with small perturbation of a lake at rest are
solved to demonstrate these theoretical properties. The capability of the numerical scheme
in reproducing the space-time evolution of the variables has been proved, and the agreement
between our results and what are reported in literature has been confirmed.
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Abstract

Motion platforms have been used for several decades in real-time simulations for
motion cueing generation. Although many motion cueing algorithms (MCA) have been
proposed to generate appropriate signals for motion platforms, this software always
needs to be set-up for the specific application and motion platform used. This process
is both expensive and time consuming, as the tests are performed on expensive motion
platforms and the parameters are often adjusted by successive approximations, which
may take plenty of time. Moreover, these tests can perform harmful sequences than can
damage the hardware and even hurt human testers in case of failure. In order to solve
these problems, we present a generic real-time virtual simulator of motion platforms.
A motion platform simulator emulates the behavior of a real counterpart without the
need to actually build it, and unlike a real one, it can run faster than real time, allowing
fast tests and parameterizations of MCA. This simulator is assessed with a comparative
study with a 3-DoF (Degrees of Freedom) and a 6-DoF real motion platforms.

Key words: Motion platform, virtual prototyping, real-time simulation, MCA.

1 Introduction

A motion platform [11] is a powered, mechanical and self-contained motion generator sys-
tem. Motion platforms have been used for motion cueing in different kind of applications,
like real-time flight [21] and driving simulators [18], industrial equipment training [8] or
medical rehabilitation [4]. Despite their widespread use, it is not easy to generate the ap-
propriate signals for these manipulators in order to obtain the desired behavior [17]. A
large set of tests for each motion-platform and for each specific use is necessary, requiring a
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successive approximation adjustment of the parameters [14]. This process is both expensive
and time consuming, because the motion platform has to be built and then, tested for a
long time. Moreover, some tests perform severe and potentially harmful movements that
can damage the motion platform, and more importantly, hurt human testers in case of
software or hardware failure.

In order to solve these problems, a motion platform simulator can be used. This sim-
ulator performs a computer-based emulation of a real motion platform, receiving the same
inputs than the real motion platform does, and generating the same (simulated) outputs.
This way, multiple tests do not wear or hurt the platform hardware, ensuring the safety of
human testers. In addition, depending on the hardware used to run the simulator, tasks
performed by the virtual platform can be executed faster than the real ones in the real
motion platform, saving time. For all these reasons, we think that the use of a motion
platform simulator is justified.

Hence, in this paper, we present a faster than real-time generic physically-based motion
platform simulator, which allows us to simulate different kinds of motion platforms. The rest
of the paper is organized as follows: section 2 reviews previous works on motion platform
simulation. In section 3 the simulator itself is discussed. Section 4 shows the simulation
validation tests. Finally, section 5 shows the conclusions and outlines the future work.

2 Related Work

Motion platforms are widely used in order to add inertial cues to virtual reality applications,
but the simulation of motion platforms is less frequent. Nevertheless, we can find some works
that compare a virtual motion platform behavior to analytical results, like in Selvakumar et
al. work [19] where a 3-DoF parallel manipulator simulated using ADAMS [13] is compared
using MATLAB [10]. In Hajimirzaalian et al. work [6], a Stewart platform [20] is simulated
using also ADAMS, and a comparison between the direct dynamics, provided by ADAMS,
and the inverse solution, based on a Lagrangian formulation, is presented. In Gosselin et
al. work [5], a simulator that allows interactive kinematic analysis of spherical parallel
mechanisms is presented. In Lee et al. work [9], ADAMS is used to perform a kinematic
and a dynamic simulation of a 3-DoF manipulator, in order to compare it to an inverse
dynamic formulation based on a Newton-Euler approach.

However, all these works use analytical solutions in order to study the behavior of a
specific motion platform. Our goal is to test MCA, and thus, we want to build a virtual mo-
tion platform that is able to simulate a generic motion platform physically and numerically,
not kinematically nor analytically. A solution similar to our needs is presented in Hulme
and Pancotti work[7], where a 6-DoF Moog 2000E platform [12] simulator is presented.
However, the simulation is restricted to this model, not allowing a generic specification.
This simulator uses a detailed CAD model to provide visual information, and allows “in the

©CMMSE Page 292 of 1573 ISBN:978-84-615-5392-1



S. Casas, R. OLANDA, M. FERNANDEZ, JOSE V. RIERA

loop” intervention. However, unlike ours, the simulation is kinematic. Kinematic solutions
do not simulate the process of moving the motion platform form one pose to another, they
just calculate final poses. Unluckily, this is not sufficient to test MCA.

3 Simulator Description

In this paper, we present a generic motion platform simulator. For simplicity, we will
assume that the simulated motion platform uses rotational motors that move connecting
rods, pistons and joints in order to fulfill a desired set of DoF. The extension to translational
motors should be straightforward.

The main idea behind the simulator is to fully substitute the real counterpart. This
means that the virtual motion platform should receive exactly the same inputs and provide,
at least, the same outputs as the real motion platform would do. It also means that an
external software (an MCA plus an inverse kinematics module) should be responsible for the
generation of these inputs, as we are focusing exclusively on simulating the motion platform.
Thus, the inputs of the virtual motion platform motors will be the desired target angles (as
we focus on rotational motors) for the motors. Regarding the outputs, the virtual motion
platform should provide, at least, the current angles (this information will be received by
the MCA) and optionally the current state (DoF) of the motion platform. Moreover, a real
time visualization of the virtual motion platform movements is also encouraged to make the
simulator user friendly. Thus, the simulation works in a loop: the virtual motion platform
receives the desired target angles, this makes the virtual manipulator move (DoF change as
motors move), and this current state of the motion platform is the output of the system.

The most difficult part to define here is the required parameter list, because each real
motion platform has their own. We will categorize them in: motor parameters (control
parameters, maximum force, etc), geometrical design of the motion platform (piston lengths,
rod dimensions, etc), physics magnitudes (masses, inertias, etc), physics constraints (joints
types and limits), and visual representation. In order to provide values for these parameters
to the simulator, a CAD model of the motion platform and a XML file are used.

For the CAD model, we chose Autodesk 3D Studio Max [3], because it is one of the
most popular CAD packages, and because by using this software, we can control both the
visual representation of the motion platform and its physics structure, allowing to integrate
them directly in our simulator using Open Scene Graph (OSG)[16] visual representation
(.ive format) and Nvidia PhysX[15] physics representation (.nxb format). This fact allows
us to be able to design virtual motion platforms easier and faster.

3.1 Simulator Operation

The virtual motion platform simulator is a physically-based graphic simulation. The physics
simulation is implemented with C++ using PhysX and the visual representation, with OSG.

©CMMSE Page 293 of 1573 ISBN:978-84-615-5392-1



A FASTER THAN REAL-TIME SIMULATOR OF MOTION PLATFORMS

The simulator is structured in a three thread system:

e Communication thread: it receives the motor target angles (from outside) and passes
them to the physics thread. It also receives the necessary outputs from the physics
thread, and sends them out of the simulator.

e Visual thread: it is an OSG visual representation of the CAD model in motion.

e Physics thread: it reads the inputs collected by the communication thread (target
angles) and feeds the virtual motors (controlled by virtual controllers) that move the
virtual motion platform. It is responsible for calculating the outputs of the simulator.

The use of a threaded structure allows running each thread at a different frequency.
This is important because the physics thread should simulate the motion platform faster
than it is drawn, and faster than the inputs are fed into the simulator.

In order to speed-up the input gathering, we decided to implement the communication
thread with shared memory. This means that the software responsible for generating these
inputs (usually the MCA) should write this information into this shared memory. The
communication thread reads the inputs at a fixed rate set at the XML parameter file.

The visual system is quite simple. It loads the CAD visual description (.ive file), and
draws their different parts in the positions decided by the physics thread. The visual system
frequency is set to 25 Hz. Figure 1 shows a real and a virtual motion platforms.

The physics thread is the main thread of the simulator. To perform the physics simu-
lation, the physics thread loads the CAD physics description (.nxb file) and identifies in it
the objects that it needs to simulate. It identifies 6 categories at loading time: motors (ob-
jects named MotorXX), joints (named JointXX), connecting rods (named RodXX), moving
pistons (named PistonXX), the moving platform base that we are actually moving (named
Base) and the load that lies on the platform base (named Load).

As we intend to make it platform-independent, there are some rules that the CAD file
should follow in order to be readable for our simulator. First, the names of the objects
should follow the aforementioned convention. Second, connecting rods, pistons, the moving
platform base, and the load should be dynamic rigid bodies (NxActor). Any rigid body can
be linked to any rigid body by a link (represented by a NxJoint). Which bodies are linked,
and how, is something that depends on the particular motion platform, and it is defined in
the CAD model by the PhysX joint specification [15]. Third, motors are kinematic bodies
that do not move (NxActor with the flag NX_BF_KINEMATIC), linked by a revolute joint
to a connecting rod (MotorX should always connect to RodX). These joints will be controlled
by a virtual motor controller, which is in turn commanded by the simulators inputs, and
are used to calculate the motor current angles. Finally, there can be only one load and
one moving platform base. The moving platform base will be the rigid body we will use to
calculate the motion platform DoF.
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The geometrical design of the motion platform, the joints specific constraints and all the
masses and inertias from all the objects, are read directly from the .nxb file. The only things
not present in the CAD model are the motor controllers’ features, which are parameterized
in the XML parameter file. In addition, the masses and inertias of all the objects can also
be changed in the XML file.

Figure 1: Real 6-DoF (left) vs virtual 6-DoF (right) motion platform

The motor controller needs some further explanation. In order to differentiate ourselves
from kinematic approaches, we decided to simulate the motion of the motors. To control the
motors, we decided to build a virtual PID control system. This type of controller provides
good results when a good model of the controlled system is not available [1], which is the
case. The tuning of the controller requires some motor operation knowledge but it can
also be automated [2]. The motor parameters are: Kp (proportional constant), Ki (integral
constant) and Kd (derivative constant) [1]. The input of the controller is the target angle
and the output is the resulting torque on the rod joint. Once the motor controllers have
calculated the resulting torque, this torque is applied to the motor-rod joint, and PhysX
performs all the necessary calculations over the entire physics scene in order to simulate
the positions of all the remaining objects. Once the platform base is repositioned, we
can ask PhysX its position and orientation in the form of a 6-component pose. No direct
kinematics is needed to achieve this information, as PhysX has performed all the dynamics
(not kinematics) calculations for us.

The physics thread performs all these calculations at a parameterizable frequency (via
XML). The higher the frequency, the more accurate the simulation, but the more time
it consumes. If the frequency is too high, the simulation process could take longer than
the time it is trying to simulate, resulting in a non real-time simulation. However, if the
frequency is too low, simulation precision decreases due to an unstable physics integration.
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4 Evaluation

In order to use the present simulator as a substitute for a real motion platform, it is necessary
to assess its applicability. The best way to do so is to compare the response of the simulated
motion platform with respect to a real one. As we had at our disposal both a 3-DoF and
a 6-DoF real motion platforms, we decided to perform the assessment of the simulator by
testing its performance against these two examples.

4.1 Simulator set-up

In order to perform this assessment, we need first to set-up the simulator for these two
cases of study (3-DoF and 6-DoF'). In order to do that, the particular designs of the motion
platforms must be studied first. For the sake of brevity, we cannot make a full description of
these two motion platforms, nor is it the purpose of this paper. Thus, we will just show their
main features. The first motion platform is a heave-pitch-roll 3-DoF T1R2 (1 translational,
2 rotational) parallel manipulator. The second one is a 6-DoF T3R3 Stewart-like parallel
manipulator. The T1R2 manipulator uses 3 motors, 3 connecting rods attached to the
motors axes (this represents a revolute joint with respect to the motor body), 3 pistons
connected to the rods by means of 3 ball-and-socket joints, and 1 moving base connected to
the pistons by means of 3 more ball-and-socket joints. The moving base is also connected
to a splined shaft through a prismatic-universal joint. The T3R3 design is different, but
its constraint structure is very similar. This manipulator uses 6 motors, 6 connecting rods
attached to the motors axes, 6 pistons connected to the rods through 6 ball-and-socket
joints, and 1 moving base connected to the pistons through 6 more ball-and-socket joints.
The motion ranges and CAD models of these two parallel manipulators are shown in table
1 and figure 2.

" Moving Base

™ Piston

Figure 2: CAD design

As aforementioned, the first step for the simulator to work is to build a CAD model for
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Table 1: DoF ranges of both real motion platforms

3-DoF 3-DoF 6-DoF 6-DoF

Min. Value | Max. Value | Min. Value | Max. Value
Surge range - - -10.58 cm | +10.58 cm
Sway range - - -9.77 cm +13.78 cm
Heave range | -10.0 cm +10.0 cm -7.84 cm 4+9.06 cm
Yaw range - - -20.73 deg | 4+20.73 deg
Pitch range | -30.52 deg | +30.52 deg | -17.45 deg | +16.33 deg
Roll range | -26.21 deg | +26.21 deg | -17.58 deg | +17.58 deg

both of the manipulators. The restrictions of the CAD model for the simulator to work were
explained on section 3.1. In this case, both of the designs are complaint with the required
structure. The construction of the CAD model cannot be automated and few guidelines can
be explained. The most important rule is to place every motor, every rigid object and every
joint as in the real design. This is done using 3dsMax with the PhysX plugin [3]. Then,
the last step is to choose the appropriate type of joint for each linkage. A full description
of the joint types supported by NVidia PhysX is shown at [15]. Once the CAD model is
correctly built, the next step is to set-up the parameters of the simulator. We can split this
process in two parts. The first one is related with the physics magnitudes of the elements
of the manipulator (dimensions, masses, etc). The second one is the tuning of the motors.

The physics magnitudes include positions, dimensions, masses and inertias of the motion
platform elements. Positions and dimensions are defined within the CAD model. Masses
can be set directly from the simulator via XML files. Inertias are computed internally by
measuring the objects volumes (assuming a constant density situation). All these magni-
tudes were set to their corresponding real values, which can be seen in table 2. As positions
and dimensions are implicitly defined within the CAD model, we only show the masses.
The load is a variable parameter that can be set to arbitrarily. In these tests, we assume a
load of 100.0 Kg with a boxed shape of 1m?.

The second part of the set-up includes the tuning of the virtual motors. This involves
4 parameters: motor maximum torque and the PID parameters: Kp, Ki, and Kd. The
maximum torque is a feature of the motor, whose value is taken from the real one. This
value includes the motor-reduction unit, and establishes a limit for the torque the motors can
supply to the connecting rods. The tuning of the PID controller implies finding appropriate
values for Kp, Ki and Kd. There are many methods to do this, but we opted for an empirical
tuning [1] . For the sake of shortness we show only the final values (see Table 2).
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Parameter 3-DoF 6-DoF
Motor mass 100.0 Kg | 100.0 Kg
Connecting rod mass 5.0 Kg 5.0 Kg
Piston mass 1.0 Kg 1.5 Kg
Moving base mass 20.0 Kg 30.0 Kg
Splined outer shaft mass | 20.0 Kg -
Splined inner shaft mass | 10.0 Kg -
Load mass 100.0 Kg | 100.0 Kg
Kp 11.2 10.1
Ki 1.35 1.53
Kd 0.19 0.27
Maximum torque 150.0 Nm | 200.0 Nm

Table 2: Physics and motor parameters for both virtual motion platforms

4.2 Simulator assessment

Once the simulator is set-up, we can start the assessment process. This process is a com-
parison between the motion platform simulator and its real counterpart. The most common
way to do so is to compare them DoF by DoF separately with some test input signals [18].
Many different test signals can be used, but the most common ones are the sine and the step
signals. A sine signal provides information on smooth motion, while the step signal pro-
vides information on sudden motion. The problem with these signals is that they provide a
test in time domain, while no information of the frequency domain can be analyzed (unless
we perform many different tests with different frequencies). To solve this, we decided to
use the sine-chirp signal (a sine with increasing frequency) and the square-chirp (a square
wave with increasing frequency). This way, we can compare the motion platforms both in
time and frequency domain, at the same time. The last decision is the amplitude of the
signals. Although the response of the motion platform is different from large displacements
to small ones (because large displacements require greater speeds) it is interesting to test
the performance of the compared motion platforms with respect to different amplitudes.
However, by using chirp functions we are already demanding different speeds to the motion
platforms and we can see the effect of a speed change on the platform behavior. Thus, we
will use chirp functions of approximately maximum amplitudes for each DoF.

The chirp functions are defined as follows:

sine-chirp(t) = A -sin(2 - 7 - fo(r' —1)/log(r))
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square-chirp(t) = A - sign(sin(2 - 7 - fo(r' — 1)/1og(r))) (2)

Where t is time, A is the amplitude of the signal, fy is its initial frequency, and r is the
rate of change of the signal frequency.

For these tests, the rate of change was set to 1.2 and the initial frequency to 0.01 Hz.
All the tests were performed using an external test software that feeds the inputs to the
motion platform and then, reads its outputs. This test software needs to calculate the
inverse kinematics of the motion platform, because the inputs of the tests are DoF signals,
and the inputs of the motion platform are motor angles. However, for the sake of brevity,
we cannot describe the inverse kinematics of the manipulator.

Figure 3 shows the results of plotting the response of both real motion platforms versus

the simulated ones, given the same inputs. For the sake of shortness we only show heave
(Z translation) for the T1R2, and pitch angle for the T3R3.
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Figure 3: T1R2 heave (above) and T3R3 pitch (below) response (blue: input, green: real,
red: simulated)
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As we can see, in both cases the simulated and real outputs are quite similar. Moreover,
their frequency response is similar. Both tend to have a progressive gain attenuation as the
frequency is raised. This shows the typical low-pass frequency behavior present on many
mechanical systems. The effect is somehow different for each DoF, but in all cases a sharp
attenuation is found above 2 Hz. In both cases of study, and in all DoF, the simulated
output is not more than 3% greater or lower, on average, than the real output, which means
that both virtual motion platforms are very similar to the real ones.

As the motion platform simulator is intended to run in real-time, it is also necessary to
demonstrate that this can be accomplished. However, this assertion depends highly on the
computer in which the simulator runs. For this reason, the only thing than we can show is
that real-time constraints are met with a particular hardware. Thus, we tested the motion
platform simulator (with the parameter set-up explained before) with the T1R2 motion
platform simulator on an Intel Core 2 Quad at 2.66 Ghz with 4 Gb of RAM, and with
a Windows 7 operating system. The frequency of the draw thread was set to 25 Hz, the
frequency of the communication thread to 50 Hz, and the frequency of the physics thread
to 500 Hz, which is a common frequency for physics-based simulations. The simulator was
run for 600 seconds and average times were measured. The time measurements showed that
1/500 seconds (2 ms) could be simulated in about 0.1 ms, which implies that the real-time
constraints are easily met, and, if we want this simulation to run faster than real-time, the
acceleration factor could reach up to approximately 20x. This result means that, with this
hardware, we can test the motion platform 20 times faster than with a real motion platform.
The same test was performed for the T3R3, and the acceleration factor was around 14x,
mainly because the more joints, the more time it takes to simulate them.

5 Conclusions and future work

In this paper, we present a generic motion platform simulator. This simulator allows us to
perform multiple tests without the need to use a real motion platform, avoiding damages
on real motion platforms and humans. In order to assess our simulator, we have tested
it with two different manipulators. A numerical evaluation was performed by comparing
the outputs of our virtual motion platforms with respect to the real ones. In both cases,
the results show that our simulator is able to substitute their real counterparts as the
difference between real and virtual outputs (given the same inputs) is small. To prove the
real-time features, computation times were measured, and although they depend highly on
the hardware used to perform the tests, acceleration factors around 20x were reached using
a fairly standard PC.

Although we consider that the simulator fulfills the goals by which it was designed,
there are several research lines that can be followed in order to extend its functionality.
The first one is the automation of the design process of the virtual motion platform. At the
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present moment, this is a manual task guided by experts. If this mapping could be done
automatically, a lot of time could be saved. Another research line is to visually improve the
simulator. At the present moment, the simulator visual outputs are sufficient to evaluate
the motion platform behavior. However, a more realistic visualization could enhance the
understanding of the motion platform. Moreover, additional information can be added to
the visual representation. For instance, we could add text to show the motor angles, the
DoF, the acceleration factor, etc. Another possible improvement is to implement different
virtual controllers, and not only a PID. Finally, we could perform processing optimizations
by, for instance, executing simulator tasks on Graphics Processing Units (GPU), in order
to increment the simulator performance and achieve greater acceleration factors.
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Abstract

In this contribution, we study some analytic properties of families of polynomials orthogo-
nal with respect to the Sobolev inner product

fogs = fT FORRAUE) + AP (@g0@),

where u is a nontrivial probability measure supported on the unit circle, @ € C, 2 € R*\{0},
and j € IN. We focus our attention on the relative asymptotic behavior of such polynomials
with respect to the polynomials orthogonal associated with the measure u, as well as on the
distribution of their zeros in terms of the parameters n, A and a. In this second problem our
approach is based on the characterization of the zeros as eigenvalues of rank-one perturbations
of the Hessenberg matrix (GGT matrix) associated with the measure u. Finally, some numerical
computations for specific examples are shown.

Key words: Sobolev orthogonal polynomials, Hessenberg matrices, zeros
MSC 2000: 42C05

1 Introduction

Let u be a nontrivial probability measure supported on T = {z € C : |z] = 1} and {¢,},5o the
sequence of polynomials with deg ¢, = n such that

fT I DAUE) =

©CMMSE Page 303 of 1573 ISBN:978-84-615-5392-1



SOBOLEV ORTHOGONAL POLYNOMIALS ON THE UNIT CIRCLE

i.e., {¢n},>0 1s the sequence of orthonormal polynomials with respect to the measure u (see [3],
among others). The corresponding sequence of monic orthogonal polynomials will be denoted by
{®y},50- The polynomial

n

Kau(z,y) = Z L))

2
AR

is called the reproducing kernel associated to {¢,},-o. We will denote by K,(lk’j)(z, y) the k — th and
J — th partial derivatives of K,,(z, y) with respect to the variables z and y, respectively.

In this short paper we will consider the following discrete Sobolev inner product associated
with a nontrivial probability measure u supported on the unit circle

(f.8)s = fT [@8@du) + Af N @)g (@), @ € €, 1€ R"\{0}, je N, (M
where f, g belong to the Sobolev space
Wi [Tsu] = {f € C(T) N L2 [Tiu] : £ € L [T ).

Here C;(T) denotes the function space containing all functions f : T — C such that f € ci?
and U~V is absolutely continuous on T. Notice that, since A is a positive real number, there exists
a family of polynomials orthonormal with respect to (I)), which will be denoted by {¢/},5o. The
monic version will be denoted by {¥,},,>0-

The structure of the manuscript is as follows. In Section 2, we show the connection between
the Hessenberg matrices associated with the multiplication operator in terms of the bases {¥,},>0
and {®,},>0, respectively. In Section 3, we study the location of the zeros of '¥,,.

2 Hessenberg matrix

The matrix representation of the multiplication by the z operator with respect to the basis {®,},
is given by z® = He®, where ® = {®, ®y,...} and Hy is a semi-infinite Hessenberg matrix
with ones on the upper diagonal and whose remaining entries are given in terms of the Verblunsky
coeficients {®,(0)},>1 (see [3]). The study of the Hessenberg matrices is important because of
their applications. As an example, it is well known (see [3]]) that the zeros of the n-th orthogonal
polynomial ®,(z) are the eigenvalues of the leading principal submatrix n X n of the Hessenberg
matrix He, which we will denote by (Hg),.
The relation between {¢,},,5o and {{,,},,5¢ is (see [1])

Lemma 1 [1] Let ¢,(z) = a,2" + ... and Y, (2) = By2" + ... with a,,B, > 0. Then, {,},5 is the
sequence of polynomials orthonormal with respect to (1)) if and only if

1D =00 - WP @K Ga), =01, @)
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with _
o _ |1+ AK [ (@a) )
@ \1+aK (@)
and @
. Yo
D) = b o)
\/(1 + AK (@, @) (1 + K (@, @)
When A tends to infinity, we get [2]] the limit polynomial
)
® .
542) = 00— — KO ), 5)

n—1 ’

It is easily seen that S ,(f )(a/) =0, as well as §, is orthogonal to the linear space span{l,z—a,...,(z—
)y~ (z-a)*!,...,(z—a)" !} in P,. We have proved the following extremal characterization for
the limit polynomial.

Theorem 2 [2|] Let
G, = min {f 10,)Pdu(z) :  Qn ="+ lower terms, Qﬁzj)(a) = O}.
T

Then, G, = ||S ,|I>, where S, is the limit polynomial defined by (3).

In following theorem we show the relation between Hy, the Hessenberg matrix associated with
the monic orthogonal polynomials {¥,},~, and He.

Theorem 3 [2]] Let (Ho),, and (Hy),, be the n X n truncated Hessenberg matrices associated with
(D)0 and {¥,,) 50, respectively. Then,

(H‘I’)n = Ln[(HCD)n - An]IJ,;1

As a consequence, the zeros of ¥, are the eigenvalues of the matrix (Hg),, — A, a rank one pertur-
bation of the matrix (Hop),,, where

0 ... ... 0

An_ : :

0 ... ... 0

o oo e Dupn
and _ _
A0 (@) (@)

lm,k =

N
3
S
=
N
=
N
3

|

—

(1 + AK) (@, )l
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3 Zeros

In this section, we analyze the behavior of the zeros of the polynomials orthogonal with respect to
(I). Denote by {¢,(z; ditj+1)}ns0 the corresponding sequence of monic orthogonal polynomial with
respect to

du; = |z — oDy, jeNN.

We have the following results.

Theorem 4 [2]] There is a positive integer ngy such that, for n > ng, the n-th Sobolev monic orthog-
onal polynomial y,(z) defined by @), with |a| > 1, has exactly 1 zero in |z| > 1 accumulating in «,
while the remaining zeros belong to |z] < 1.

Theorem 5 [2] Let {1}, be the sequence of orthonormal polynomials with respect to (1), with
j € IN. Then y,(2) can be expressed as a linear combination of ¢,(z), (z — @)Pn-1(z,duy), ...,
(z - a)j“qﬁn_j_l(z, dujy1). As a consequence, the zeros of Y,(z) tend to the zeros of such a linear
combination when 1 — oo.
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Abstract

It is very important in drug discovery to determine the safety and effectiveness of
current drugs and to accelerate findings in basic research (discovery of new leads and
active compounds) into meaningful health outcomes. Both objectives imply the capacity
to process the vast amount of protein structural data that are available in biological
databases such as the PDB [1] or derived from genomic data using techniques such as
homology modeling [9]. Screenings in lab and compound optimization are expensive and
slow methods, but bioinformatics can significantly help clinical research by providing
prediction of the toxicity of drugs and activity in non-tested targets, and by evolving
discovered active compounds into drugs for the clinical trials. This can be achieved
thanks to the availability of bioinformatics tools and Virtual Screening (VS) methods
that allow to test all required hypotheses before clinical trials. Often however, VS
methods fail to make good toxicity and activity predictions since they are constrained
by the access to computational resources; even the nowadays fastest VS methods cannot
process large biological databases in a reasonable time-frame. Thus, this imposes a
serious limitation in many areas of translational research.

The Graphics Processing Unit (GPU) is a topic of significant interest in high perfor-
mance computing. For applications that can benefit from parallelization, GPUs deliver
higher peak computational throughput than latency-oriented CPUs, thus offering a
tremendous potential performance uplift on massively parallel problems [4]. Of par-
ticular relevance to us are attempts to parallelize different kernels within VS methods
on GPUs to allow for the introduction of improvements in the biophysical models that
were not amenable in the past [5, 8].
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Among the most relevant computationally intensive kernels present in current VS
methods, we highlight the calculation of solvent accessible surface area (SASA) of a
biomolecule. We can efficiently model molecular solvation in an implicit way by the
calculation of SASA and posterior consideration of the hydrophobic and hydrophilic
character of individual atoms [3]; this approach is widely applied nowadays in many
areas like protein structure prediction and protein-ligand binding.

In order to improve the predictive capability of VS methods, it is necessary to use
an exact method for the SASA calculation. Analytical methods describe the molecule
as a union of pieces of balls, each defined by their center, radius, and arcs forming their
boundary, and subsequently apply analytical geometry to compute the surface area and
volume. The alpha shape theory solves this problem using Delaunay triangulations
and their filtrations, as described by Edelsbrunner [2], and has been implemented for
such purpose in the program UNIONBALL [6]. In order to speedup the necessary
calculations and to reduce total running time, we present here our parallelization efforts
of UNIONBALL, taking advantage of the last generation of massively parallel Graphics
Processing Units (GPUs) and using the CUDA programming language [7].

Key words: Parallel Computing, GPUs, CUDA, Computational Geometry, Molecu-
lar Modeling
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Abstract

In this paper a family of new fourth-order optimal iterative methods for solving
nonlinear equations is proposed. The classical King’s family of fourth-order schemes is
obtained as an special case. We also present results for describing the conjugacy classes
and dynamics of some of the presented methods for complex polynomials of different
degrees.

Key words: Iterative methods, order of convergence, rational map, basin of attrac-
tion, conjugacy classes.

1 Introduction

In this paper, we consider iterative methods and their dynamics for finding a simple root «
of a nonlinear equation f(z) = 0. Newton’s method [1] is the best known scheme for solving
nonlinear equations, which is given by

Tn41 = Tn — f/($ )
n

This method converges quadratically under some conditions.

To improve the local order of convergence, many modified methods have been proposed
in the literature. For example, it is well-known (see [1]) that the following method, obtained
from the doubled Newton scheme with “frozen” derivative

f(yn)

Tn+1 = Yn — f/(l'n)’ (1)
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where ¥, is the Newton’s iteration, has order of convergence three. This method requires
three functional evaluations per step, so it is not an optimal method. By optimal method
we mean a multipoint one without memory which requires n 4 1 functional evaluations per
iteration, but achieves the order of convergence 2" (see [2]).

In this manuscript we show a family of optimal fourth-order iterative methods derived
by using in (1) the technique of weight functions. Some applications of this technique can
be found for example in [3] and [4], where some kind of weight functions were used.

The dynamical study of the rational function associated to an iterative method gives
important information about the convergence and stability of the scheme. The best known
iterative method, under the dynamical point of view, is again Newton’s scheme (see, for
example, [5]). The dynamics of the Konig iteration methods [6], the Cauchy and Halley’s
methods [7] and an important number of root-finding methods including Jarratt and King
families [8] were also studied in detail.

We present results which describe the conjugacy classes and dynamics of some new
optimal fourth order methods for complex polynomials of degree two, three and four. The
fact that one of our methods is not generally convergent for polynomials is investigated by
constructing a particular polynomial such that the rational map arising from our method
applied to this polynomial has an attracting periodic orbit of period 2. The basins of
attraction of some elements of our family are presented. In order to do this, we recall some
concepts.

Given a rational map R : C— @, where C is the Riemann sphere, the orbit of a point
z20 € C is defined as:

{Zo, R(Zo) s R2 (Z(_)) g eeey Rn (Z(_)) 5 }

We are interested in the study of the asymptotic behavior of the orbits depending on the
initial condition zp, that is, we are going to analyze the phase plane of the map R defined
by the different iterative methods.

To obtain these phase spaces, the first of all is to classify the starting points from the
asymptotic behavior of their orbits. A zg € Cis called a fized point if it satisfies: R (z0) = 20.
A periodic point zg of period p > 1 is a point such that RP (z9) = 2o and R* (29) # 20, k < p.
A pre-periodic point is a point zg that is not periodic but there exists a k > 0 such that
RF (z0) is periodic. A critical point zp is a point where the derivative of rational function
vanishes, R’ (z9) = 0.

On the other hand, a fixed point zy is called attractor if |R'(z0)| < 1, superattractor
if |R'(20)] = 0, repulsor if |R'(z0)| > 1 and parabolic if |R'(29)| = 1. The stability of a
periodic orbit is defined by the magnitude (lower than 1 or not) of |R/(z1) ... R/(zp)|, where
{#1,..., %} are the points of the orbit of period p.

The basin of attraction of an attractor Z is defined as the set of pre-images of any order:

A(Z)={20€C : R"(z)—Z, n—oo}.
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The set of points z € C such that their families {R" (2)},,eny are normal in some neigh-
borhood U (z), is the Fatou set, F (R), that is, the Fatou set is composed by the set of
points whose orbits tend to an attractor (fixed point, periodic orbit or infinity). Its comple-
ment in C is the Julia set, J (R); therefore, the Julia set includes all repelling fixed points,
periodic orbits and their pre-images. That means that the basin of attraction of any fixed
point belongs to the Fatou set. On the contrary, the boundaries of the basins of attraction
belong to the Julia set.

2 The methods and analysis of convergence

Based on (1), we consider the following two-step iteration scheme by using the weight
functions technique:

(2)
Tast = Yo — H(u(wn) F,
where (3 is a real parameter, H (t) represent a real-valued function and p(z) = 1) ,
bif(z) +baf(y)

being b; and by real parameters.

We show that without adding new functional evaluations, we increase the order of
convergence to four. In the following theorem we prove that the method defined by (2) is
of order 4 under some conditions on H.

Theorem 1 Let o € I be a simple zero of a sufficiently differentiable function f : I C
R — R in an open interval I. Let H be any function with H(0) = 1, H'(0) = 2b; and
|[H"(0)| < oo and 8 = 1. Then the methods defined by (2), with by # 0 and by arbitrary real
parameters, have fourth-order convergence, and its error equation is

+0(ed).

n

(1067 + 4b1by — H"(0)) 3 — 2bicacs \
Ent+1 = 2b2 =
1

where ¢ = (1/k!)f(k)(a) k=1,2,....

f(e))
Some well-known methods are included in the family (2). For example, taking H(t) =
1+ 2¢, and by = —2 we obtain the Ostrowski’s method, whose iterative expression is
Yn = Tn — f/((?;))a
_ _ f(zn) f(yn)
Tl = Yn ™ @) —2f(yn) (@)
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On the other hand, if we take H(t) = 1 + 2¢ and parameter by remains arbitrary, we have
the King’s family (see [9])

e

T o)
. Tn 2 Yn Yn

In+1 = Yn — f@n)+b2f(yn) f'(zn)"

In what follows, we give some concrete forms of iterative schemes (2).

Example 1 Taking function H(t) = 1+ ¢, by = 1/2 and by = 0 we obtain the iterative
root-finding scheme

_ _ flza)

oo Fombs e um) 425 2 (3)
_ _ Tn Tn Yn Yn

Tntl = In F@n) ' (@n)

Example 2 The function H(t) = m, by = 1/4 and by = 1/4 satisfy the conditions of
Theorem 1. A new fourth-order method is then obtained

y = 1. — f(zn)

! L e f) )
o In Yn Yn

Tndl = Yn = F,)2=5f(yn)? F(an)"

Example 3 In the case that H(t) = 1+t/2+t?/2, bj = 1/4 and by = 0 we obtain another
optimal fourth-order method

Tn)

Yn = Tn — fx)’

_ yn) 8f(yn)?\ flyn) (5)
Tn+l = ( T f( f(x)? )f’(xn)'

3 Dynamical behavior

It has been proven in the last section that different choices of parameters b; and by define
distinct iterative methods. In this section we will present the effect that this selection has
in the dynamical behavior of the resulting schemes, at least on polynomials of low degree.
In all presented cases, an Scaling Theorem can be proved.

Theorem 2 Let f be an analytic function on the Riemann sphere, and A(z) = az+b, with
a # 0, an affine map. If g(z) = AN(fo A)(2), where A € C—{0}, then the fized point operator
M is analytically conjugated to My by A, that is, (Ao Myo A™1)(2) = My(z).

By means of the scaling theorem the analysis of the dynamics of a rational function
becomes simpler, as it can be reduced to the study on simpler polynomials, as p(z) = 22 — ¢
and q(z) = 23 + (¢ — 1)z — ¢, in case of quadratic and cubic polynomials, respectively.
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Proposition 1  (a) Let p(z) = az? + bz + ¢ be a complex polynomial, with a # 0, and
q(z) = 2% — d. Then there is an analytic conjugacy between R, and Ry.

(b) Let p(z) = (2 — z1)(z — 22) (2 — 23) be an arbitrary complex polynomial of degree three
and let q(z) = 22 + (A — 1)z — X\, A € C. Then there is an analytic conjugacy between
R, and R,.

Now, we study the dynamics of the rational map Ry arising from the scheme (3)

2)? 2 2
Ry(z) == — 1% ﬂ}((;)]}gi’if 2/ ()” "

where y = z — f(2)/f'(2), applied to a generic polynomial with simple roots.

As for most iterative root-finding methods, the roots of f are superattracting fixed
points of R¢. The critical points that do not correspond to roots of f are called free critical
points. The reason why free critical points are important is due to the following classical
result.

Theorem 3 (Fatou-Julia) Let R be a rational function. Then the immediate basin of at-
traction of each attracting periodic point contains at least one critical point.

As a consequence of this theorem, it is important to detect the existence of attracting
periodic cycles because, in such a case there exists at least one critical point near the cycle,
end the iterates of R, starting with the critical point converge to that cycle and not to a
root. To detect the existence of attracting periodic cycles, the orbits of the free critical
points of R, should be observed and the set of limit points determined.

The only attracting fixed points of R,(z) are the roots of the polynomial and these are
3

) (—c + xz)
6

are also critical points (in fact, they are the only critical points), so they are superattractive

fixed points. There are also four strange fixed points, £/ ;—? — %z\/ﬁc and +4/ % + %ix/ﬁc,

which are repulsive, so they lie in Julia set.

also the critical points, so that R; (2) = . As in Newton’s method, these roots

Therefore, similarly to the Newton’s method, the Fatou set consists of the basins of
attraction of the two roots of the polynomial. That means that these methods never fail
on quadratic polynomials when they are applied on an open set of the complex plane. The
dynamical plane of this operator is similar as the one of Newton’s method, but a bit more
complex, as can be seen in Figure la for ¢ = 1. In Figures 1b and 1c it can be observed
that many preimages of the infinity appear with flower appearance. If more iterations are
used (the images have been made by using 80 iterations as a limit), the black region in the
center of each flower shrinks and petals are narrower in the center.
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)

2
2 <15 -1 -05 0 05 1 15 2
IRe({z}

(a) p(z) = 2" -1 (b) p(z) = 2* — 1 (€) p(z) = 2" =1

Figure 1: Dynamical plane for (3) on some polynomials

Respect to the behavior of (3) on cubic or higher polynomials, the fixed points are the
roots of a polynomial of degree at least 15 depending on the parameter ¢. Although no gen-
eral result is concluded because of this high degree, some partial conclusions can be made, as
the existence of specific polynomials whose dynamics includes periodic orbits. For the case
presented in Figure 1b, that is, p(z) = 23 — 1, there exist 12 strange fixed points that are

. " . 3/-185—3v/337 3/—185—31/337 1
repulsive and critical points are { \/ , T — {’/—m(—185 — 34/337),

1114

Tid T 1114 0 T4 + 1114 1114 7 1114
traction of the roots of the unity.

If a periodic behavior is pursued, a technique presented by Chun et al. in [10] allows us
to establish the following result. For method (3) by constructing a specific polynomial p(z)
such that the rational map R, applied to the polynomial has an attracting periodic orbit
of period 2 at z = 1.

o — A28 4 3V 8/ (85 4 3v33Ty S/ 185 3v337}, which lie in the basin of at-

Proposition 2 The scheme (3) is not globally convergent for cubic polynomials, as it
presents a periodic orbit of period 2 for p(z) = 23 — 3.1363822% + 1.73725x + 1.49038.

To find these values of the coefficients of p(z) a system of equations formed by the
conditions R,(1) = 2, Rp(2) = 1 and R)(1) = 0, has been solved. This is the only real
polynomial that can be obtained as a solution of the system, but there exist a lot of complex
polynomials verifying it. In Figure 2 this periodic orbit (with yellow lines in figure) is
visualized, with black "holes” in the basin of attraction of the orbit.

When a similar study is made on (4), whose associated rational function is

(f(2) + fW)? f(y)
f2)? =5f()? f(2)

Si(z) =y -
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2=2+i-2.7046e-105

lim{z}

-1 -0.5 0 0.5 15 2 25 3

1
IRe{z}

(a) p(z) = 2° — 3.1363822 + 1.73725x + 1.49038

Figure 2: Dynamical plane for (3) with a periodic orbit

it is observed that, for quadratic polynomials, six fixed points different from the roots can be
found, SRVIGIRE: Gt RIS 14/ % + 4v2¢ whose character is repulsive. The free critical

3’ V23 23
points are =44 / 13—1\/5, :l:—vw\?l?/gc and + 11—5; + 8‘1/95‘3. Moreover, the behavior of the critical

points is stable, in the sense of their orbits remain in their original basin of attraction (or
in Julia). Dynamical planes for low-degree polynomials can be seen in Figure 3 for roots
of the unit. In Figures 3b and 3c we can see the dynamical behavior of method (4) for
polynomials of degree three and four. Let us note that it seems more stable than (3) as the
preimages of the infinity (black regions in the center of the flowers) are narrower. So, the

2 -15 -1 -05 0 05 1 15 2
IRez)

(a) plz) = 2* — 1 (b) plz) = #* — 1 (c) p(z) = =* — 1

Figure 3: Dynamical plane for (4) on some polynomials

©CMMSE Page 316 of 1573 ISBN:978-84-615-5392-1



A FAMILY OF OPTIMAL FOURTH-ORDER ITERATIVE METHODS AND ITS DYNAMICS

dynamical analysis of the methods becomes an interesting tool in order to determine which
members of a family behave better.
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Abstract

In this work we consider the numerical approximation of 1D parabolic singularly
perturbed problems of reaction-diffusion type. The full discrete scheme combines the
Crank-Nicolson method, defined on a uniform mesh, to discretize in time, and the
standard central finite difference scheme, defined on special meshes condensing in the
boundary layer regions, to discretize in space. The analysis proves that the numerical
scheme is a second order in time and almost second order in space uniformly convergent
method. The proof of the convergence is based on splitting the contribution to the error
of the time and the spatial discretizations. Using an appropriate inductive argument,
we also obtain the asymptotic behavior of the semidiscrete problems resulting after
the time discretization, which is an interesting result by itself. We show the results
obtained for a test problem, corroborating in practice the order of uniform convergence
theoretically proved.

Key words: parabolic reaction-diffusion problems, uniform convergence, Crank-Nicolson
method, special meshes
MSC 2000: 65N12, 65N30, 65N06

1 Introduction

We consider the 1D parabolic reaction-diffusion singularly perturbed problem

up + Lyu= f(z,t), (z,t) €Q=0x(0,T]=(0,1) x (0,71,

u(z,0) =0, x €, (1)
u(0,t) = u(1,t) =0, te (0,T],
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where the spatial differential operator is given by L, .u = —euy, + Bu. The diffusion
parameter 0 < € < 1 can be arbitrary small, § is a positive constant and we assume that
sufficient regularity and compatibility conditions hold; then, the exact solution u € C(63) Q)
(see [7]). It is well-known (see [6, 8]) that the solution of (1) has a boundary layer at both
x = 0,1 of width O(y/g|Ine¢|), and it satisfies

b (@, 0] < € (14+e2B.(x)), 0<k+2m <6, (2)

where

B.(z) = e VBT | o~V/BJE (1),

These bounds show the asymptotic behavior, with respect to the diffusion parameter ¢, of
the exact solution. Moreover, u can be decomposed in the form u = v+w, where the regular
component v is the solution of the problem

v+ Lyev=f, in Q, v(z,0) =0, in Q, (3)
and the boundary conditions at © = 0 and = = 1 are given by solving the IVP

2z + Pz = f(x,t), 2(0)=0, te(0,T]. (4)
On the other hand, the singular component w is the solution of the problem

wy + Lz cw =0, in Q,
w(z,0) =0, in Q, (5)
w(0,t) = u(0,t) —v(0,%), w(l,t) =wu(l,t) —ov(1,t), te(0,T].

In practice, it is interesting to dispose of high order convergent methods because accurate
approximations can be obtained with a low computational cost. In previous papers (see
[1, 2]), a two stage process was introduced to analyze the uniform convergence for parabolic
problem (1). In the first step, the problem is discretized only in time and defining appro-
priate auxiliary problems (see (7) below), adequate estimates for its local error are proved.
In the second step, the stationary problems resulting from the time discretization are dis-
cretized in space. Then, the convergence of the numerical scheme is deduced by using the
well-known results on fitted mesh methods for singularly perturbed steady problems.

To simplify the analysis given in [1, 2|, the discretization of the singularly perturbed
problems resulting from the time discretization, without any use of auxiliary problems, was
considered in [3]. The new proof of the uniform convergence of the numerical scheme, which
is based on an inductive argument, requires to know the asymptotic behavior of the exact
solution of the semidiscrete problems. The implicit Euler method and the central finite
difference scheme was used in [3], proving the uniform convergence of first order in time and
almost second order in space. In this paper we analyze the uniform convergence of a higher
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order uniformly convergent method, which uses the Crank-Nicolson method to discretize in
time and the central difference approximation in space.

Henceforth, C' denotes a generic positive constant independent of the diffusion param-
eter ¢ and also of the discretization parameters N and M.

2 Time semidiscretization: uniform convergence and asymp-
totic behavior

The Crank-Nicolson method defined on the uniform mesh
M ={ty=kr, 0< k< M,r=T/M},
to discretize in time is given by

u(z) =0, z € Q,
{ (I + (7/2) Lo g)u™(x) = (7/2)(f (@, ) + f(2,ta-1)) + (I = (7/2)Lae)u" (),
u"(0) =u"(1) =0, 1<n<M.
(6)

In [4], the auxiliary problems

(I + (7/2)Lae)u™(x) = (7/2)(f(@,tn) + f(@, tn-1)) + (I — (7/2) Lae)u(@, tn-1), M)
u"(0)=u"(1)=0, 1<n<M,

were introduced to prove that |[u(z,tn) — @"(2)[ec,0 < CT3, 1 < n < M, where || - [|os,0
denotes the Ly, norm on §2. Using this result and the uniform stability satisfied by the
Crank-Nicolson method, we can deduce its second order uniform convergence.

Theorem 1 The global error associated to the method (6) satisfies
Ju(z, tn) — u"(@)oca < CT2, 1<n < M. (8)

For the analysis of the error associated to the spatial discretization, we need to know
appropriate bounds on the derivatives of the exact solution of the semidiscrete problems
(6). Similarly to the continuous case, we consider the decomposition u" = v" + w", for
1 < n < M, where the regular component v™ is the solution of the problem

{ 0(z) =0, z €9, )
{ U+ (1/2)Lac)v™(@) = (7/2)(f(@,ta) + f(@, tn1)) + (I = (7/2) Lo )0 (@),

and the values at the boundaries x = 0 and x = 1 are given by

{ (I +(7/2)B)2"(x) = (7/2)(f (2, tn) + f(@,ta-1)) + (I = (7/2)8)2" (z), 1 <n < M,

20 =0,

©CMMSE Page 320 of 1573 ISBN:978-84-615-5392-1



UNIFORM CONVERGENCE FOR PARABOLIC REACTION-DIFFUSION PROBLEMS

and the singular component w™ is the solution of the problem
w'(z) =0, z € Q,
(I+ (7/2)Le)w™(x) =T — (7/2)Lo)w™ 1 (z), 1<n< M, (10)
w™(0) = u"(0) —o™(0), w"(1)=u"(1)—v"(1).
Using similar ideas to these ones given in [3, 4], the following result can be proved.

Lemma 1 The reqular and the singular components satisfy

dkom dkwm

< O(1 47k, < Ce™*?B.(x), 0 <k <A4. (11)

3 Uniform convergence of the fully discrete scheme

Let O = {0 =29 < ... <y =1} a nonuniform mesh condensing the grid points in the
boundary layers. On this mesh we discretize (6) by using the standard central difference
scheme. Then, the fully discrete method is given by
Ul=0, 0<i<N\,

(I + (T/2) LU = (1/2)(f (wistn) + f(@ista—1)) + (I = (1/2) LU (12)
1<i<N-1, 1<n<M,

Uy =Ux =0,
where Li\fEZi = —e0%Z; + $Z;, and

2 <Zi+1 —Zi  Zi—Zia
hi + hit1 hit1 h;

is the standard approximation of second derivative on a nonuniform mesh. The convergence
of this scheme is analyzed at each time level by using an inductive argument. In the proof

some properties related with the discrete transition operator Ry, = (I + (7/2)LY, )1 (I —
(T/Q)Li\/:s) are used.

§%Z; =

)) h”i:Ii_xi—l) ZzlvaN_]-

Lemma 2 Let Ay, = [—a; ¢; —b;] the tridiagonal matriz associated to the the operator ng.
Then, a;,c;,b; > 0 and it holds

S ;7
o  1+p7/2

where || - ||oo is the matriz mazimum norm. Moreover, the eigenvalues A\; of matriz Ry ,
are real and also they satisfy

H(I 4+ (1/2)Ap) !

1—p01/2
L<dis 1+ B7/2

Therefore, the spectral radius satisfies p (Rn ) < 1.
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Remark 1 Note that the bound on the spectral radius does not guarantee that it holds
| (Ry)¥ oo < C, ¥ k, which is the result that we need in the analysis of the uniform
convergence of the method.

Now let us define the special nonuniform meshes on which we construct the finite differ-
ence scheme. We consider two different meshes, both adapted to the asymptotic behavior
of the solution of (1). These meshes are uniform when the diffusion parameter ¢ is large
and they condense in the boundary layers otherwise.

The Shishkin mesh [8]. 1t is a piecewise uniform mesh with two transition points defined
by means of the transition parameter

o =min {1/4,00/cIn N}, (13)

where o is constant. A uniform mesh is placed in [0, o], [0,1 — o], and [1 — ¢, 1], such that
o =0, zn/4 =0, 3n/4 = 1 — 0, and zy = 1 and therefore the mesh points are given by

dio /N, i=0,1,...,N/4,
2 =4 o+2(i—N/4)(1-20)/N, i=N/4+1,...,3N/4, (14)
1—o+4(i—3N/4)o/N, i=3N/A+1,...,N.

The Vulanovié mesh [9, 10]. This mesh is a generalized Shishkin mesh constructed by using
a suitable generating function N, which also depends on two transition points. To simplify,
we use the same parameter o given in (13). The grid points are defined by z; = X(i/N), i =
0,1,...,N/2, with X € C?[0,1/2] and

4oz, € 0,174,
R=) = { p(z—1/4)° +40(z —1/4) + 0, z€[1/4,1/2]. )

The coefficient p is such that X(1/2) = 1/2 and the mesh is symmetric with respect to the
point = 1/2. Note that in [0, 0] and [1 — o, 1] the mesh points are the same than in the
Shishkin mesh. However, in [0, 1 — o] it is nonuniform but the step sizes satisfy

\hit1 —hil <CN72 i=N/4,...,3N/4. (16)

To obtain appropriate estimates of the error of the spatial discretization, the solution U of
the discrete problem (12) is decomposed into a regular and singular part, U =V + W in a
similar way than the solution of the continuous and semidiscrete problems. These two grid
functions are the solution of the discrete problems

VP=0, 0<i<N,
(I+ (7/2) LYV = (7/2)(f (@istn) + f(@istn1)) + (I = (7/2) LYV,

1<i<N-1, 1<n<M, (17)

Vgt =0"(0), Vg =wv"(1),
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and
W2=0, 0<i<N,
{ (I+ (r/2)LY WP = (I - (r/2)LY )W, 1 <i <N -1, 1<n < M, (18)
Wg =w"(0), Wy =w"(1),
respectively.

Theorem 2 Let U™ be the numerical solution of (12) and u™ be the solution of (6), both
at time level t,,. Let assume that o9 > 2/\/3. Then, the error associated to the spatial
discretization, on the Shishkin mesh satisfies

U7 — ™ (@i)ll g < C(N"le + (N~HnN)?), (19)
and on the Vulanovi¢ mesh it satisfies
U7 = u"(@i)ll g < C(NT'InN)?, (20)
where || - [| _ g~ denotes the discrete mazimum norm on .

Proof. For the regular component v”, the local error satisfies
(I + (/LY )V = v"™(2:)) = (7/2) [(Lae — LiYe) (V" (i) + 0"} (20)) ]
(I = (/2 LYV = 0 (),
and then, taking Taylor expansions and using estimates (11) it follows
(1/2) ‘(Lm,a‘ — L]x\;) (v”(xz) + v”fl(mi))‘ < C’TN*l(N*1 +e),
on the Shishkin mesh, and
(7/2) [ (Lae — Ly.) (0™ (i) + 0" (23))| < CTN 72,

on the Vulanovic mesh.

Now, using a recursive argument, taking into account that ||(I + (7/2)LY,) | < C
and assuming that the maximum norm of all the powers of the transition parameter Ry,
is uniformly bounded, we can deduce that

V" =" (@)l g gy S CNTHNT +e), IV = o (@)l gy < ONT2, (21)

on the Shishkin and Vulanovic meshes respectively.
For the singular component w” the local error satisfies

(I + (r/2) LY ) (W] = w™ (@) = (1/2) [(Lae — L) (W (i) + w1 (24))]
(I = (r/2LY) (WP — " (@),
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and from Taylor expansions and bounds (11) it follows

CN~2, x; € 0,1 — 0],

(Lo = L) (w" (i) + 0 @) | < Or { C(NT'IN)?, 2 € (0,0)U(1—0,1),

and therefore
W = w" ()|, gv < C(NT'InN)?, (22)
for both the Shishkin and the Vulanovic meshes.
Finally, from the triangular inequality and (21), (22) the result trivially follows. O
From Theorems 1 and 2, and using that [|U]" — w(zi, tn)[| g~ < [|U] — " (z:)]| avt

[u™(z;) — u(@i, tn)|| v, we can easily obtain the main result of this work, giving the
uniform convergence Of the fully discrete scheme.

Theorem 3 Let U be the numerical solution of (12) and u be the solution of (1). Let
assume that oo > 2/v/B. Then, the error associated to the full discrete method, on the
Shishkin mesh satisfies

U = u(ai ta)]| gy <C(N"le+ (N"'InN)? 4+ 72), (23)
and on the Vulanovi¢ mesh it satisfies

||Uf—u(:ni,tn)\|ooﬁzv < C((N7'InN)2 +72). (24)

4 Numerical experiments

We consider the test problem
Up — EUgy + (2 + 2 — cos(x))u = 4(e™" — 1) + 6twe”, (z,t) € (0,1) x (0,1], (25)

with homogeneous initial and boundary conditions, for which the exact solution is unknown.
Figure 1 shows the numerical solution for ¢ = 10~%; from it we see the boundary layers at
both sides z = 0, 1.

Note that in this problem the reaction term is non constant, but the numerical results
show the same order of uniform convergence proved for the constant case.

To approximate the numerical errors we use a variant of the double mesh principle
(see [5]) and therefore at each time ¢, = nr, n = 0,1,..., M and for each mesh point
zj, 7=20,1,..., N, the error is estimated by

)

peNM _ }Ua NM e 2N oM

where UE’N’M is the numerical solution given by the fully discrete method with a constant

time step 7 =1/M and (N + 1) points in the spatial mesh, and U‘E 2N2M g the numerical
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Figure 1: Solution for ¢ = 10™* with N = M = 32

solution computed by using the time step 7/2 and (2N + 1) points in the spatial mesh, but
with the same transition parameter than in the original mesh.
For each fixed value of ¢, the maximum global errors are estimated by

DE,N,M — maXDa,N,M
j’n J,n

and therefore, in standard way, the numerical orders of convergence are given by
q= log (DE,N,M/D5,2N,2M)/lOg 2.

From these values we obtain the e-uniform errors and the e-uniform orders of convergence
by
DNM — max DSNM g0 = log (DNM ) D2N2M)Y /1og 2.
&€

Table 1 displays the maximum and uniform errors and the numerical orders of con-
vergence of scheme (12) defined on the Shishkin mesh (14), for the set of the values
e € {27%,...,273%). From these results we clearly deduce almost second order conver-
gence in agreement with Theorem 3. For this and other test problems, similar results,
about the maximum errors and the orders of convergence, have been obtained when the
Vulanovié¢ mesh is used instead of the Shishkin mesh.

Table 2 displays the maximum matrix norm of the transition operator Ry, for ¢ =
1074,1075,107® and some values of N and M. From it we can conclude that its maximum
norm is less than 1. Nevertheless, taking a different range of values for the discretization
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Table 1: Maximum errors and uniform orders of convergence

€ N=32 N=64 N=128 N=256 N=512 N=1024

M=5 M =10 M =20 M =40 M =80 M =160

2—1 0.979E-02 | 0.255E-02 | 0.639E-03 | 0.159E-03 | 0.394E-04 | 0.978E-05
1.941 1.995 2.011 2.011 2.009

2-6 0.121E-01 | 0.322E-02 | 0.753E-03 | 0.189E-03 | 0.476E-04 | 0.118E-04
1.914 2.094 1.997 1.987 2.006

2-8 0.389E-01 | 0.114E-01 | 0.265E-02 | 0.669E-03 | 0.169E-03 | 0.421E-04
1.768 2.105 1.988 1.981 2.008

2—10 0.862E-01 | 0.411E-01 | 0.100E-01 | 0.255E-02 | 0.648E-03 | 0.161E-03
1.067 2.041 1.973 1.974 2.005

2—12 0.860E-01 | 0.441E-01 | 0.143E-01 | 0.483E-02 | 0.155E-02 | 0.478E-03
0.965 1.621 1.571 1.636 1.698

-1 0.860E-01 | 0.440E-01 | 0.143E-01 | 0.482E-02 | 0.155E-02 | 0.477E-03
0.966 1.621 1.571 1.637 1.698

230 0.859E-01 | 0.439E-01 | 0.143E-01 | 0.481E-02 | 0.155E-02 | 0.476E-03
0.968 1.621 1.571 1.637 1.698

DN-M 1170.862E-01 | 0.441E-01 | 0.143E-01 | 0.483E-02 | 0.155E-02 | 0.478E-03
Guni 0.967 1.621 1.571 1.636 1.698

parameters (see Table 3), we observe that sometimes the maximum norm is greater than
1. Nevertheless, to obtain the bounds (23) and (24) for the error we only need that the
norm of RY; _ be bounded. Table 4 displays the value obtained for some values of ¢ in the
most unfavorable case when N is large and M is small; from it we see that in all cases
the maximum norm of the discrete transition operator is bounded and it decreases as p
increases. So, we can conclude that from numerical point of view the condition of Remark

1 for the powers of Ry » holds.

Table 2: Maximum norm of the transition operator Ry -

N=16 N=32 N=64 N=128 N=256
M=5 M =10 M =20 M =40 M =80
e=10"% 0.8110442 | 0.9020340 | 0.9501518 | 0.9749084 | 0.9874263
e=10"F 0.8173460 | 0.9044277 | 0.9510904 | 0.9752613 | 0.9875600
e=10""% 0.8180901 | 0.9047215 | 0.9512043 | 0.9753031 | 0.9875756
Acknowledgements

This research was partially supported by the project MEC/FEDER MTM 2010-16917 and

by the Diputacién General de Aragén

©CMMSE

Page 326 of 1573

ISBN:978-84-615-5392-1



UNIFORM CONVERGENCE FOR PARABOLIC REACTION-DIFFUSION PROBLEMS

Table 3: Maximum norm of the transition operator Ry . for € = 106

M =1000 | M =200 | M =100 | M =20 | M =10 M =5
N =32 0.99900 0.99500 0.99002 0.95105 0.90443 | 0.81745
N =64 0.99900 0.99500 0.99003 0.95109 | 0.904447 | 0.81755
N =128 0.99900 0.99501 0.99003 0.95111 0.90449 1.39948
N = 256 0.99900 0.99501 0.99004 1.26496 1.76229 | 2.08648
N =512 0.99900 0.99501 0.99004 2.07472 2.34420 | 2.45748

Table 4: Maximum norm for R?VT, with N =512, M =5

e=10"2 [ e=10% [ e=10"F [ e=10"8
Ry.» 2.6651201 | 2.2341760 | 2.4574815 | 2.5331270
2.2756270 | 1.6986553 | 1.8661541 | 1.9127569
IR I || 2.0543530 | 1.3372694 | 1.1191191 | 1.4958078
IR% I || 1.9503709 | 1.094808 | 1.1568691 | 1.1941271
[RY Il || 1.8795689 | 0.9277669 | 0.9454566 | 0.9768708

1.8276318 | 0.7909523 | 0.8054321 | 0.8261720

R 7 7 4 7

[RR I || 1.7876380 | 0.6741852 | 0.6854494 | 0.6989921
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Abstract

We introduce a key agreement protocol for secure communications. The protocol
shows to be efficient for large audiences, making it applicable for the nowadays widely
extended secure multicast communications and allows users to join or leave the com-
munication group preserving forward and backward secrecy in an efficient way.
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MSC 2000: 68P25 94A60

1 Introduction

Key exchange protocols are a typical problem in Cryptography. Since Diffie and Hellman in
[5] introduced their elegant solution based on the Discrete Logarithm Problem (DLP), many
authors have dealt with this main issue in Cryptography (cf. [6, 8] and their references).
Nowadays the increasing interest in group-oriented applications and protocols have lead
the researchers to find efficient protocols for group communications and specially secure
protocols that provide privacy and integrity.

Multicast is an efficient way to send contents from a source to multiple receivers [4]. The
efficiency of IP-multicast is due mainly to the fact that the information is transmitted only
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once and this reaches all those receivers that have shown their interest in receiving the infor-
mation from a determined IP-address, going through each connection between two of these
nodes corresponding to the receivers [3]. Although this scheme for distributing information
is able to extend its operations capability as the group of users grows without decreasing
its quality and/or efficiency, does not provide security for accessing the distributed infor-
mation only to the group of authorized users. Multicast schemes that take into account
this property are known as secure multicast schemes [12]. Concerning the authority that is
in charge of rekeying, multicast protocols are divided into three categories [7]: centralized,
those with a central authority that changes and multicast the session key; decentralized,
where there exists a group of “detached users” that act as local authorities for key distri-
bution and distributed key management protocols, where the member themselves carry out
the key generation and our aim in this paper is to focus in the latter case.

Dynamic Peer Group are common in many applications such as data bases, video con-
ferencing, etc and distributed protocols for multicasting are quite appropriate in this setting
where group could be continuously changing. Steiner et al. [10] introduce a protocol for
group key agreement based on the two-party Diffie-Hellman key exchange. This shows to
behave much more efficiently than other protocols previously introduced and it is used later
in a key agreement protocol, CLIQUES, in Dynamic Peer Groups [11].

However increasing of computing capabilities of actual computers and works as [1]
and [9] have provoked that protocols and cryptosystems based on the Discrete Logarithm
Problem (DLP) are no longer recommended.

Our aim in this paper is to introduce a solution for distributed key agreement over a
non-commutative ring inspired by the two-party key exchange protocol given in [2], based
on one of the currently considered problems for cryptography on non-commutative groups,
more precisely, on the so-called Decomposition Problem (DP), i.e., given a pair of elements
z and y in a noncommutative group G and S C G, the problem is to find z; and zo in S
such that y = z1x29.

2 A Distributed Secure Multicast Scheme

The target scenario is the following: private communications must be established within a
restricted group. There is not a central server that manages the key management issues.
Components of this restricted group will manage all rekeying operations by themselves.
From now on, we will refer to the clients as members or users. We are assuming a typical
pattern of many-to-many communications as noted above although we can also consider a
setting where one-to-many communications take place. However, as usually in this type of
protocols, the number of users cannot be as larger as in a typical one-to-many communica-
tion as an IP-TV service due to the nature of distributed secure multicast protocols.
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So let us assume that the set of users is given by {Ui,Us,...,U,}. Users agree to
use a noncommutative ring R and two elements r € R and s € R\ Z(R), where Z(R)
denotes the center of the ring R. Therefore r and s are public. Furthermore, if we consider
f(z),9(x) € Z(R)[x] and u and v are positve integers, although R is not commutative, we
have that

f(r)g(r)” = g(r)"f(r)". (1)

This property allows us to establish the following protocol.

Protocol 1: Every user U;, for i = 1,2,...,h chooses a polynomial f;(z) € Z(R)[z]| and a
pair of positive integers m; and n;. Then the private key for the user U; is (fi(x), m;i, n;).
Assume also that Ky = s.

(a) User U; computes the element K; of R given by
Ky = fi(r)™ Kofi(r)™. (2)
User U; sends the element K7 to user Us.
(b) User Uy computes the element K5 of R given by
Ky = fo(r)™ Ky fo(r)™. 3)
User Us sends to user Us the vector of elements in R given by (K7, K»).

(¢) In general, for i = 3,4,...,h —2,h — 1, user U; computes the element
K = fi(r)™ K;_q fi(r)™. (4)
Then, user U; sends to user U;;1 the vector (K1, Ko, ..., K;_1, K;) of elements in R.

(d) When user Uy, receives the vector (Ki,Ko,..., K9, Kp_1), he/she computes the
elements of R given by

= fa(r)™ K fu(r)™, for 1=0,1,2,...,h—2,h—1. (5)

Then user Uy, sends back to user Uj,_1 the vector (Léh), Lgh), cee L;Zh_)3, L,(f_)Q) of ele-
ments in R.

(e) When user U, receives from user Uy, the vector (L(()h), Lgh), . ;Lh)?), L(h ) he/she
computes the elements of R given by
LY = f (o L ()t for 1=0,1,2,..h—3,h—2. (6)

Then user Up_1 sends to user Up_o the vector (L(()hfl), Lghil), e Lglh_;l), Lglh_;l)).
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(f) In general, for i =2,3,...,h—2,h— 1, when user Uj,_; receives from user Uy _; 11 the
vector
h—i+1) o (h—i+t1 h—it1) 1 (h—i+1
(g L D D)

he/she computes the elements of R given by
L = p () LD ey for 1=10,1,2, . h—i—2,h—i—1. (7)

Then user Uj,_; sends to user Up_;_1 the vector (L(()h_i), Lgh_i), ey Lg’:%, L,g:%)

(g) Each user Up,_;, fori =0,1,2,...,h—2,h—1, has computed the element Lg:l_)l Such

element is the only one that has not been sent to user Uy_;_1. This is the element
which is shared by all the users as we can see in the following theorem. O

Theorem 1: Fori=0,1,2,...,h—2,h —1 it follows that
- h h
LEZ_T_)l = (H fk(r)mk> Ko (H fk(r)nk> :
k=1 k=1

PROOF: Assume that i =0,1,2,...,h—2,h— 1. From expressions (7), (6), (5), and (1) we
have that

A S R (S L A R (S LI

= a0 (fumsa ()™ LD g ()i ) ()

h h
= ( H fk("”)mk> Kn i1 ( H fk(T)nk> (8)
k=h—i k

i =h—i
Now, from expressions (2), (3), (4), and (1) we have that

Knoic1= foica(r)"" = Ky o fpi1(r) =1
= [r—i—1 ()™= (fhmima (1) 2 Kpmig fo—imo (1) 7172) frp—ima (r)"r =7

h—i—1 h—i—1
= < 11 fk(r)m’“> K0< 11 fk(r)"k> (9)
k=1 k=1
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Finally, from expressions (8), (9), and (1) we have that
) h h—i—1 h—i—1 h
LY = ( I1 fmmk) ( I1 fk<r>mk> Ko( I1 fkm"k) ( I1 fk<r>"k>
k=h—i k=1 k=1 k

- he
h h

= (H fk(T)m’“) Ky (H fk(r)nk> : U
k1 k=1

Following [7] we get that the parameters that are used to measure scalability of the
precedent protocol are number of messages and rounds for every rekeying operation. In this
case we get that the number of messages and rounds is exactly 2(h — 1).

3 Joining and leaving the group

When a new user Uy, 1 joins the system a rekeying is needed in order to preserve backward
secrecy. Then user Uy changes his/her secret information, i.e., chooses a new polynomial
fn € Z(R)[x] and two new positive integers my, and 7. Then he/she computes the element

Ky = fu(r)™ Ky fu(r)™
A X h—1 . R h—1
= (fhmmh 11 fw«)mk) Ky (fh<r>”h 11 fk(m"k) :
k=1 k=1

User Uy, sends to user Up41 the vector (K1, Ko, ..., Kp_1, Kh) of elements in R.
Then, user Up11 chooses his/her private key (fr11(x), mpi1,np11), computes the ele-
ments of R given by
Lz(h_'_l) = fh+1(r)mh+lKifh+l<T)nh+l7 for i= 07 17 27 oo 7h - 27 h —1.
h A~
ng D = f () K fg (7)1
and sends back to user U}, the vector (L(()h+1), Lghﬂ), . ,L;th;), L;thll)). This fact corre-
sponds to step (d) of Protolol 1 for user Uy instead of user Uy,
Next, all users follow the process described by steps (e) and (f) of Protocol 1, but
starting from user U, instead of user Uj_1.

Now if user U; decides to leave the system, a rekeying is also needed in order to preserve
forward secrecy. In this case, the process is also easy since it is enough that user U;_;
keeps recorded the message that he/she received from user U;_9, changes his/her private
information as before and starts the rekeying process from this message as in Protocol 1.

In case user U, decides to leave the group, then user Uy_; changes his/her parameters
and sends back the other users the message acting as the new last user.
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Let us remark finally that in the corresponding protocol given in [10] and [11], a simple

division on a finite field would yield every power computed for every user and thus, to com-
promise every user’s private key we have just to solve a DLP. In the case we are considering,
this attack is not always possible since existence of inverses is not ensured.
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Many relationships in nature are inherently nonlinear, which according to these effects
are not in direct proportion to their cause.
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Abstract

A set of multistep iterative methods with increasing order of convergence is pre-
sented, for solving systems of nonlinear equations. One of the main advantages of
these schemes is to achieve high order of convergence with few Jacobian and functional
evaluations, joint with the use of the same matrix of coefficients in the most of the lin-
ear systems involved in the process. Indeed, the application of the pseudocomposition
technique on these proposed schemes allow us to increase their order of convergence,
obtaining new high-order, efficient methods.

Key words: Nonlinear systems, Iterative methods, Jacobian matriz, Convergence
order, Efficiency index.

Introduction

different branches of science and engineering.
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Recently, for n = 1, many robust and efficient methods have been proposed with high
convergence order, but in most of cases the method cannot be extended for several variables.
Nevertheless, Babajee et al. in [1] design Chebyshev-like schemes for solving nonlinear

In fact, a large number of such real-world
applications are reduce to solve nonlinear systems numerically. Approximating a solution
¢ of a nonlinear system F(z) = 0, F : R® — R", is a classical problem that appears in
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systems. In general, few papers for the multidimensional case introduce methods with
high order of convergence. The authors design in [2] a modified Newton-Jarrat scheme of
sixth-order; in [4] a third-order method is presented for computing real and complex roots
of nonlinear systems; Darvishi et al. in [3] improve the order of convergence of known
methods from quadrature formulae; Shin et. al. compare in [5] Newton-Krylov methods
and Newton-like schemes for solving big-sized nonlinear systems; in [6] a general procedure
to design high-order methods for problems in several variables is presented; moreover, the
Adomian Decomposition has shown to be a useful tool to design new high order methods
(see [7] and [8])

On the other hand, the pseudocomposition technique (see [9]) consists of the following:
we consider a method of order of convergence p as a predictor, whose penultimate step is of
order ¢, and then we use a corrector step based on the Gaussian quadrature. So, we obtain
a family of iterative schemes whose order of convergence is min{q+ p, 3q}. This is a general
procedure to improve the order of convergence of known methods.

We denote e, = z¥) — ¢ the error in the kth iteration. The equation es1) = Lex? +
OlexP*1], where L is a p-linear function L € L(R" x---x R", R"), is called the error equation
and p is the order of convergence.

To analyze and compare the efficiency of the proposed methods we use the classic effi-
ciency index I = p*/? due to Ostrowski [10], where d is the number of functional evaluations
at each iteration.

In this paper, we present three new Newton-like schemes, of order of convergence four,
six and eight, respectively. After the analysis of convergence of the new methods, we apply
the pseudocomposition technique in order to get higher order procedures.

We have organized the rest of the paper as follows: in the next section, we present
the new methods of order four, six and eight, respectively. Then, the pseudocomposition
technique is applied on them and some new higher-order schemes are obtained, which have
also more interesting properties. Finally, some concluding remarks are stated.

2 New high-order methods and their pseudocomposed part-
ners

In the following, we will present a new multistep Newton-type scheme which reaches eighth-
order of convergence with five steps, and we will denote it as M8. In the analysis of
convergence, we proof that its first three steps are a fourth-order scheme, denoted by M4,
and its four first steps become a sixth-order method that will be denoted by M6. The
coefficients involved have been obtained optimizing the order the convergence and the whole
scheme requires three functional evaluations of F' and two of F’ to attain eighth-order of
convergence. Let us also note that no linear system must be solved at the second step and
the linear systems to be solved in the last three steps have the same matrix. So, the number
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of operations involved is not as high as it can seem.

Theorem 1 Let F : QQ C R™ — R"™ be a sufficiently differentiable in a neighborhood of
& € Q which is a solution of the nonlinear system F(x) = 0. We suppose that F'(x) is
continuous and nonsingular at §. Then, the sequence {xy}r>0 obtained by

O x(k)_l[p/ (m(k))}_lp(x(k)>,

RO ;(4y(k2>_x(k>)’
u® = y® [P (a®) <3 (20)] 7P (a®), (1)

o®) = k) 49 {F/ (:c(k)) —3F’ (z(k)ﬂ F (u(k)) )

2B = @ [P (a®) — 3 (20)] R (u),

converges to £ with order of convergence eight. The error equation is:

1
ert1 =5 (C = C3) (Cy — 9C5C5 +9C3) € + Olel)].

It is known (see [9]) that, by applying pseudocomposition, it is possible to design
methods with higher order of convergence. We will see in the following how this technique
modify the properties of the proposed schemes.

Theorem 2 [9] Let F : Q C R"™ — R"™ be sufficiently differentiable in a neighborhood
of £ € Q and £ a solution of the nonlinear system F(x) = 0. We suppose that F'(x)
is continuous and nonsingular at &. Let y*® and z*¥) be the penultimate and final steps of
orders q and p, respectively, of a certain iterative method. Taking this scheme as a predictor
we get a new approzimation x*tY) of & given by

-1

2t = y® 9 lz wil' ()| Fy™),
i=1

(k)

1
where ;= 3 [(1 + 7)) 4+ (1 - Ti)y(k)] and 75, w; t = 1,...,m are the nodes and weights

of the orthogonal polynomial corresponding to the Gaussian quadrature used. Then,
1. the obtained set of families will have an order of convergence at least q;

2. if o = 2 is satisfied, then the order of convergence will be at least 2q;
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3. if, also, 01 = 0 the order of convergence will be min{p + ¢, 3q}.

n n W'Tj
T
where E w; = o and g L
o
i=1 i=1

Each of the families obtained will consist of subfamilies that are determined by the
orthogonal polynomial corresponding to the Gaussian quadrature used. Furthermore, in
these subfamilies there can be obtained various methods using different number of nodes
corresponding to the orthogonal polynomial used (see Table 1). According to the proof
of Theorem 2 the order of convergence of the obtained methods does not depend on the
number of nodes used; so, the method will be more efficient as lower is the number of nodes
employed.

=o; with j=1,2.

Quadratures
Number of nodes | Chebyshev | Legendre | Lobatto | Radau
g ‘ 01 o ‘ 01 g 01 g 01
1 T 0 2 0 210 0 |21
2 7r 0 2 0 21 0 |20
3 7T 0 2 0 21 0 |20

Table 1: Quadratures used

Let us note that these methods, obtained by means of Gaussian quadratures, seem to be
known interpolation quadrature schemes such as midpoint, trapezoidal or Simpson’s method
(see [11]). It is only a similitude, as they are not applied on the last iteration z(*), and the
last step of the predictor, but on the two last steps of the predictor. In the following, we will
use a midpoint-like as a corrector step, which corresponds to a Gauss-Legendre quadrature
with one node; for this scheme the order of convergence will be at least min{q + p, 3¢}, by
applying Theorem 2. As this corrector on any of the new methods does only need a new
functional evaluation of the Jacobian matrix, the efficiency of the resulting procedure will be
maximum. So, by pseudocomposing on M6 and M8 there can be obtained two procedures
of order of convergence 10 and 14 (denoted by PsM10 and PsM14), respectively. It is also
possible to pseudocompose on M4, but the resulting scheme would be of third order of
convergence, which is worst than the original M4, so it will not be considered.

Following the notation used in (1), the last step of PsM10 is

(k) (k)
;[ vV +u
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Efficiency index
T

Size of the system, n

Figure 1: Efficiency index of the different methods for different sizes of the system

and the last three steps of psM14 can be expressed as
o = )y :F' (a:(k)> — 3F' (y(k)>]71 [F (ZL‘(k)) +2F (u(k))} :

W= ] o (40 - )] [ ()] ().

- —1
k k
S k) | (w();””) Fo®).

If we analyze the efficiency indices (see Figure 1), we deduce the following conclusions:
the new methods M4, M6 and M8 (and also the pseudocomposed PsM10 and PsM14)
improve Newton and Jarratt’s schemes (in fact, the indices of M4 and Jarratt’s are equal).
Indeed, for n > 3 the best index is that of M8. Nevertheless, none of the pseudocomposed
methods improve the efficiency index of their original partners.

The advantage of pseudocomposition can be observed in Figures 2a, 2b (methods M6
and PsM10) and Figures 3a, 3b (methods M8 and PsM14) where the dynamical plane
on R? is shown: let us consider a system of two equations and two unknowns (the case
F(x1,22) = (22 — 21 — 23 — 1, —sin (x1) + a2 is represented, being the solutions & =~
(—0.845257, —0.748141)" and & ~ (1.952913,0.927877)7, marked with a white star in Fig-
ures 2 and 3). For any initial estimation in R? represented by its position in the plane, a
different color (blue or orange, as there exist only two solutions) is used for the different
solutions found (marked by a white point in the figure). Black color represents an initial
point in which the method converges to infinity, and the green one means that no conver-
gence is found (usually because any linear system cannot be solved). It is clear that when
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-5 0 5 -5 0 5
x X

(a) M6 (b) PsM10

Figure 2: Real dynamical planes for system F and methods M6 and PsM10

many initial estimations tend to infinity (see Figure 3a), the pseudocomposition ”cleans”
the dynamical plane, making the method more stable as it can find one of the solutions by
using starting points that do not allow convergence with the original scheme (see Figure
2b).

We conclude that the presented schemes M4, M6 and M8 show to be excellent, in
terms of order of convergence and efficiency, but also that the pseudocomposition technique
achieves to transform them in competent and more robust new schemes.
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Abstract

In this paper, 2-cycles of the Chebyshev-Halley family are studied on quadratic
polynomials. This analysis has been made on the basis of the parameter space, described
as “cat set”. Some regions of this set are the loci of values of the parameter « that give
rise to iterative methods of the family with problems of convergence.

Key words: Nonlinear equations, iterative methods, complex dynamics.

1 Introduction

The application of iterative methods for solving nonlinear equations f(z) =0, f : C — C,
gives rise to rational functions whose dynamical behavior provide us important information
about the stability and reliability of the corresponding iterative scheme. The best known
iterative method, under the dynamical point of view, is Newton’s scheme (see, for example,
4)).

It is known that parameter space of Newton’s process applied on p(z) = 22+ ¢ gives the
Mandelbrot set (see [7]). This set has been widely studied (see, for example [6]), analyzing
the dynamical behavior of the method for values of the parameter ¢ in the different regions
of the parameter space. For example, the bulbs rounding the main body of Mandelbrot set
contain values of ¢ for which Newton’s procedure has periodic orbits, of several periods.

This study has been extended by different authors to other point-to-point iterative
methods for solving nonlinear equations (see, for example [1], [2] and, more recently, [8] and
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[10]). Some of the classical iterative schemes for solving nonlinear equations are included in
the parametric family of Chebyshev-Halley, whose dynamical analysis has been started in
[5].

The family of Chebyshev-Halley type methods can be written as the iterative scheme

B 1 Ly (zn) I (zn)
Zn+l = Zn — <]- + 5 1— aLf (Zn)> f, (Zn)7 (1)
where £(2) £ (2)
Ly(z) = J\2) T \F)

2
(/" (2))
and « is a complex parameter.
The corresponding fixed point operator is

G(z):z—<1+1 Ly (2) >}f((z))

21 —alyf(z)
In [5] the dynamics of this operator when it is applied on quadratic polynomial p (z) =
22 + ¢ has been initially studied. For this polynomial, the operator (2) correspond to the
rational function:

(2)

24 (=34 2a) + 6c2% + % (1 - 20a)
4z (22 (-2 4 ) + ac)

Gp(2) =

)

depending on parameters a and c.
The parameter ¢ can be obviated by considering the conjugacy map

h(z)zj;jﬁ,

with the properties h (00) = 1, h (iy/c) = 0 and h (—i/c) = occ.
Then, the operator becomes a one-parametric function described by

32— 2(a-1)
Op(z) = zgm. (3)

Now, let us recall some basic concepts on complex dynamics (see [3]). Given a rational
function R : C — C, where C is the Riemann sphere, the orbit of a point zy € C is defined
as:

20, R(Zo) 5 R2 (20) geeey R" (20) g eee

We are interested in the study of the asymptotic behavior of the orbits depending on the
initial condition zg, that is, we are going to analyze the phase plane of the map R defined
by the different iterative methods.

To obtain these phase spaces, the first of all is to classify the starting points from the
asymptotic behavior of their orbits.
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A z € C is called a fized point if it satisfies: R (z9) = z0. A periodic point zy of period
p > 1 is a point such that RP (z9) = 2o and R¥ (29) # 20, k < p. A pre-periodic point is a
point zy that is not periodic but there exists a k > 0 such that RF (z) is periodic. A critical
point zg is a point where the derivative of rational function vanishes, R’ (z9) = 0.

On the other hand, a fixed point zq is called attractor if |R'(29)| < 1, superattractor
if |R'(z0)] = 0, repulsor if |R'(z0)| > 1 and parabolic if |R'(z9)| = 1. The stability of a
periodic orbit is defined by the magnitude (lower than 1 or not) of |R/(z1) ... R(zp)|, where
{#1,...,2p} are the points of the orbit of period p.

The basin of attraction of an attractor z is defined as the set of pre-images of any order:

A(z)={zeC : R"(z)—z n—oo}.

The set of points z € C such that their families {R" (2)},,eny are normal in some neigh-
borhood U (z), is the Fatou set, F (R), that is, the Fatou set is composed by the set of
points whose orbits tend to an attractor (fixed point, periodic orbit or infinity). Its comple-
ment in C is the Julia set, J (R) ; therefore, the Julia set includes all repelling fixed points,
periodic orbits and their pre-images. That means that the basin of attraction of any fixed
point belongs to the Fatou set. On the contrary, the boundaries of the basins of attraction
belong to the Julia set.

The invariant Julia set for Newton’s method is the unit circle S' and the Fatou set is
defined by the two basins of atraction of the superattractor fixed points: 0 and co. On the
other hand, the Julia set for Chebyshev’s method applied to quadratic polynomials is more
complicated than for Newton’s method and it has been studied in [9]. These methods are
two elements of the family (1).

2 Previous results on Chebyshev-Halley family

Fixed points of the operator Op(z) are z = 0, z = oo, which correspond to the roots of the
polynomial, and z = 1 and z = =3+2aty 27120&40‘2, denoted by s1 and s, respectively.

Moreover, z = 0 and z = oo are superattractors and the stability of the other fixed
points is established in the following results, which appear in [5].

Proposition 1 The fized point z = 1 satisfies the following statements :

i) If ‘a — %3‘ < %, then z = 1 is an attractor and, in particular, it is a superattractor
for a = 2.

ir) If ‘a — %3‘ = %, then z =1 is a parabolic point.

i) If ‘oz — %3‘ > %, then z =1 is a repulsive fized point.
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Proposition 2 The fized points z = s;, 1 = 1,2, satisfy the following statements:

i) If |a — 3| < %, then s1 and sy are two different attractive fized points. In particular,
for a =3, s1 and so are superattractors.

it) If | — 3| = %, then s1 and so are parabolic points. In particular, for a = %, 51 =
So = 1.

iii) If |« — 3| > 3, then s1 and sy are repulsive fived points.

On the other hand, the critical points of Op(2) are z =0, z = 0o and

_ 3—da+2a%+V—6a+19a% — 1603 + 4at
B 3(a—1) ’

z

which are denoted by ¢ and ¢, respectively.

It is known that there is at least one critical point associated with each invariant Fatou
component. It is shown in [5] that the critical points ¢;, i = 1,2, are inside the basin of
attraction of z = 1 when it is attractive (% <a< %) and coincide with z = 1 for o = 2.
Then, they move to the basins of attraction of s; and so when these fixed points become
attractive (% <a< %), critical and fixed points coincide for & = 3 and s; and s become
superattractors.

A powerful tool to analyze the dynamics of the rational function associated to an
iterative method is the parameter space (see Figure 1): each point of the parameter plane
is associated to a complex value of a, i.e., to an element of family (1). Every value of «
belonging to the same connected component of the parameter space give rise to subsets of
schemes of family (1) with similar dynamical behavior.

In this parameter space we observe a black figure (let us call it the cat set), with a
certain similarity with the Mandelbrot set: for values of a outside this cat set the Julia set
is disconnected. The two disks in the main body of the cat set correspond to the a values
for those the fixed points z = 1 (the head) and s; and sy became attractive (the body).
We also observe a curve similar to a circle that passes through the cat’s neck, we call it the
necklace. As we have proved in [5], the parameter space inside this curve is topologically
equivalent to a disk.

The head of the cat corresponds to the values of the parameter for which the fixed point
z = 1 became attractive, that is, for the interval defined by |oz — %’ < % In this case, the
fixed point z = 1 is an attractor and the other two fixed points s; and sg are repulsors.

The body of the cat set corresponds to values of the parameter |a — 3| < % In this
case, the fixed point z = 1 is a repulsor and s1,s2 are attractors and have their own basin
of attraction, one critical point is in each basin.

Let us remark that the intersection point of the head and the body of the cat is in their
5

common boundary and corresponds to o = 3.
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Figure 1: Parameter plane

In fact, similarly to what happen in the Mandelbrot set, the boundary of the cat set
is exactly the bifurcation locus of the family of Chebyshev-Halley type family acting on
quadratic polynomial; that is, the set of parameters for which the dynamics changes abruptly
under small changes of a. Let us observe that the head and the body are surrounded by
bulbs, of different sizes, that yield to the appearance of attractive cycles of different periods.
In this paper, we are interested in the study of the bulbs involving cycles of period 2.

3 The bulb of period 2 of the head

It is easy to check that z = 1 is an hyperbolic point for all these values of « belonging to
the circle |a — %3’ = %, since they can be expressed a = %5 + %ew and

241
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Therefore, for different 6 values we find some bulbs with attractive cycles surrounding “the
head of the cat”. In this section we study the bulb of period 2, whose intersection with the
head of the cat corresponds to o = %.

As we have seen in Proposition 1, if v > 4 then O,(1) <1 ifa= 4 then 0, (1) =1,
and when o < ¢ then O}, (1) > 1.

We are going to show that there is a doubling period bifurcation for o = %1. For a < %1
the periodic point z = 1 became repulsive and one attractive cycle of period 2 appears.

This cycle has to satisfy the equation:
0127 (2) = z.
The relation 012) (z) — 2z = 0 can be factorized as
z(-1+2)(1 +3272az+z2) fla,z)g(a,z) =0,
where

fla,z) = (1—|—(3—2a)z—|—(3—2@)224—(3—2@)23—1—24),
gla,z) = 1+ (3—4da)z+ (2—6a+4a?) 2> + (3 — 6a + 4a?) 2° +
+ (9 — 220 4 200” — 80®) 2* + (3 — 6a + 40%) 2° +
+ (2 — 60 +4a?) 20 + (3 — da) 27 + 25

As we have seen, the product z (—1 + z) (1 + 3z — 2az + z2) yields to the fixed points.
So, 2-periodic points come from f («,z) = 0 or g («, z) = 0. We observe that f (%, z) =
% (3z2 +4z + 3) (z — 1)2 so that the periodic points that collapse with the fixed point z = 1
for a = % come from the zeros of this function. In fact, we will focus our attention on

function f (o, z), as it yields periodic orbits in the bulb of the head, while roots of ¢ («, 2)

give rise to 2-orbits in the bulb of the body whose intersection is o = %

5
We obtain a new factorization

f(Oé,Z) =h (Oé,z)fg (Oz,Z),

where
1
fila,z) = 1+§(372a7\/574a+4a2>z+z2,
1
fo(a,2) = 1—1——(3—2a+\/5—4a+4a2>z+22,

2

and we observe that fi (%, z) =(1- z)2 and f9 (%, z) = % (3 — 4z + 322). So, the cycle of
period 2 that becomes attractive comes from f; (o, 2) = 0.
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The two solutions are:

3 1 1 1

2 = —Z+§a+1 574a+4a2+1\/72716a+8a2+(76+4a)\/574a+4a2,
3 1 1 1

2 o= —ptgo+g 5—404—1—4a2—Z\/—2—16a+8a2+(—6+4a)\/5—4a+4a2.

Moreover, these two solutions are the cycle of period two because they satisfy:

Op 1) = T2(a-Dau Op (22) T2 2(a -0 "
The stability of this 2-cycle is a function of «:
S(a) = 0,(21) 0, () = (4)

—54 4 132 — 16602 + 11203 — 400 + 6(a — 1)(3 — a + 2a?)V/5 — 4a + 4a?
—94 26 — 34a? + 2303 — 8at + 2(a — 1)(2 — 3 + 202)V5 — da + 4a?

To know the size of the bulb where this cycle is attractive, we study the boundary
where it is parabolic, that is, the values of a such that

1S(a)] = |0y, (1) - Oy, (22)| = 1.
If we consider « real, the above expression gives
(1 —2a) (6o — 11) (=19 + 22a — 20a” + 8a?) = 0.

So, a = % gives one real point of the bulb and the other real value is given by the only
real solution of —19 + 22a — 20a? + 8a2 = 0, that is,

1 4
o = 6\?’/(134 +18V57) — +
3¢/ (134 +18v/57)

)
-~ 1.7041.
6

Moreover, we prove that this cycle is attractive in the interval o < a < % by drawing
the function S(«) in this interval (see Figure 2).

It is known that there is one value where this cycle is superattractive, that coincides
with the minimum of the function S(«),

S(a) =0= 16(—1+ 20)%(—=9 + 120 — 11a% + 40%)? = 0.

The only real root in the interval Ja*, 4 is

1 2
a= (11 _ 3 +1/899 + 36\/633) . o~ 1.77383.

v/899 + 361/633
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Figure 2: S(a) for « real

Let
1(8 2v/4 V67 + 9v/57
=22 — Vi, VOT+ ~ 176871,
2\3  3V/67+9V57 34
be the middle point of o* and %. It is known that the boundary of the bulb satisfy
|S(a)] = 1. It is not a circle but there exists a 2-ball centered in of, with radius r =

0.064 where the 2-cycles are attractive. We can see it by evaluating |S(«)| in the points
a = aj + 0.064e™™, where 0 < t < 2 and the step size is h = 0.1. The values are:
0.977843,0.979721, 0.984619, 0.99065, 0.995595, 0.997797, 0.996763, 0.993236, 0.988793,
0.985214, 0.983854, 0.985214, 0.988793, 0.993236, 0.996763, 0.997797, 0.995595, 0.99065,
0.984619,0.979721,0.977843.

A similar study can be made on g(«, z), in order to obtain cycles in the bulb of period
2 surrounding the body of the cat set.

4 Conclusions

The cat set as parameter space of the Chebyshev-Halley family on quadratic polynomials
is dynamically very wealthy, as it happens with Mandelbrot set. The head and the body
of the cat set are surrounded by bulbs of different sizes. Some of them have been analyzed
in this work, obtaining cycles of period two for several values of the parameter, that is, for
different members of the family of iterative methods.
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Abstract

Academic underachievement is a concern of paramount importance in Europe, where
around 15% of the students in the last courses in high school do not achieve the minimum
knowledge academic requirement. In this paper, we propose a model based on a system
of differential equations to study the dynamics of the students academic performance in
the German region of North Rhine-Westphalia. This approach is supported by the idea
that both, good and bad study habits, are a mixture of personal decisions and influence
of classmates. This model may permit to forecast trends in the next few years.

Key words: Academic Performance, Modelling, System of Differential Equations,
Forecasting in Social Sciences.

1 Introduction

In many countries of the European Union, in the last courses of high school, the rates of
academic underachievement are at very worrying levels [1, 2, 3, 4, 5]. The concern about
the high level of academic underachievement is completely justified, not only by the high
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rates but also by the negative effects on the country’s economic development, especially in
the unemployment and its serious consequences. Nowadays, the job opportunities of people
depend on their qualification, their ability to acquire, use and interprete the information,
including their skills to adapt the new knowledge to a very demanding and competitive
society in constant change. In order to acquire them, students go to basic schools first and
high schools later, learning the contents determined in the corresponding legislations.

The main goal of the last high school courses is to provide the students a proper
educational training to consolidate the intellectual maturity of the pupils, increasing their
specific knowledge as well as boosting the development of abilities that help them to join
up either the labor market or higher studies. For all these reasons, this educational level
is considered a milestone to students because it represents a period to make important
decisions about academic and professional future.

According to the Vygotsky learning theories [6, 7] and the recent studies published by
Christakis and Fowler [8], habits and behavior may be socially transmitted, in particular,
academic and study habits.

Taking into account this approach, in this paper, we are going to focus in the German
region of North Rhine-Westphalia and propose a model to study the evolution of the students
academic performance in the last three courses of the high school (levels 11, 12 and 13)
before accessing to the university by most of the students, using techniques of mathematical
epidemiology. This approach may be of relevant interest because a new studies plan will
come into force next year in North Rhine-Westphalia and the model forecasting academic
results could be compared to the real ones corresponding to the new plan in order to evaluate
if the change has been as good as expected.

Some examples of social problems approached using type-epidemiological mathematical
models are encountered in obesity [9, 10], alcoholism [11], drug abuse [12], shopaholism [13],
spread of ideas [14], evaluation of law effects on societies [15], and so on.

2 Model building

2.1 Available data

We say that a student promotes if, in case the course finishes now, he or she will pass
to the next level or graduate satisfying the current legislation into force in North Rhine-
Westphalia. Otherwise, this student is in non-promote group. The legislation establishes
that the grades in North Rhine-Westphalia are "very good” (1), "good” (2), ”satisfactory”
(3), "sufficient” (4), "bad” (5) and ”very bad” (6). A student in level 11 and 12 does not
promote to next level if he/she has in 2 or more main subjects (like Maths, Physics, German,
English) or in 3 or more minor subjects (like music, arts, sports), a grade of 5 or 6. In case
the student is in the last level (level 13), he/she has to pass all the subjects to obtain the
grade [16, 17].
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The available data that we have considered in this paper correspond to the academic
results belonging to the students of the last three courses of high schools during the academic
years from 2006 — 2007 to 2010 — 2011, in both, state and private high schools all over North
Rhine-Westphalia, divided by gender, level and promote/non-promote. The corresponding

data can be seen in Table 1 [18].

GIRLS 2006—2007 | 2007—2008 | 2008-2009 | 2009-2010 | 2010-2011
Level % Promote 19.37 19.09 19.1 19.24 18.27
11 % Non-Promote 0.81 0.67 0.59 0.53 0.44
Level % Promote 18.23 17.96 18.15 17.77 18.29
12 % Non—Promote 0.75 0.68 0.58 0.47 0.47
Level % Promote 15.34 15.96 15.94 16.25 16.44
13 % Non-Promote 0.25 0.25 0.19 0.19 0.17
BOYS 2006—2007 | 2007—2008 | 2008-2009 | 2009-2010 | 2010-2011
Level % Promote 16.05 15.92 15.95 16.3 15.87
11 % Non-Promote 0.96 0.88 0.81 0.73 0.6
Level % Promote 14.7 14.73 14.77 14.72 15.21
12 % Non-Promote 0.85 0.81 0.67 0.67 0.64
Level % Promote 12.38 12.77 13.04 12.94 13.39
13 % Non-Promote 0.31 0.28 0.21 0.19 0.21

Table 1: The available data corresponding to levels 11, 12 and 13, in both, state and private
high schools all over North Rhine-Westphalia from academic year 2006 —2007 to 2010—2011
divided by gender, level and promote/non-promote over the total number of students in the
three levels.

2.2 The type-epidemiological model

We build our mathematical model following an epidemiological approach considering that
the academic performance of a student, Girl (G) or Boy (B), is a mixture of her/his own
study habits and his/her classmates study habits, good or bad. In our model, we assume
that the transmission of good and bad academic habits is caused by the social contact
between students who belong to the same academic level [8, 7, 19].

The subpopulations of the model will be (time ¢ in years and i = 1 for level 11, i = 2
for level 12 and i = 3 for level 13):

e (G; = G;(t) is the number of girls of level i who promote at time instant ¢.
e B; = Bj(t)

t) is the number of boys of level ¢ who promote at time instant ¢.

G;(t) is the number of girls of level i who do not promote at time instant .
B;(t) is the number of boys of level i who do not promote at time instant .

Furthermore, we consider the following assumptions to design the model:

ISBN:978-84-615-5392-1

©CMMSE Page 355 of 1573



MODELLING THE DYNAMICS OF THE STUDENTS ACADEMIC PERFORMANCE ...

e Let us assume a homogeneous population mixing, i.e., each student can contact with
any other student in his/her class [20].

e Negative autonomous decision: For each academic level, i = 1,2, 3, students belong-
ing to the promotable groups G; or B; may change their personal study habits and
this change may lead them to obtain bad academic results, moving to G; or B;. We
assume that this transition is proportional to the number of pupils in G; and B;, and
it is modelled by the linear terms al-GGi and Ozf B;. According to educational experts,
it is assumed that the academic attitude is different in the same educational level de-
pending on gender: girls are usually more responsible for their academic performance
than boys [21]. This leads us to suppose the following restrictions:

of <ab of <df, of <af. (1)
In addition we will assume that:
off >af >af, aP >al > P, (2)

because students in the higher levels are more mature than their mates in the lower
levels [21].

e Negative habits transmission: For each academic level, ¢ = 1,2, 3, students in G; or
B; may move to the non—promotable group, G; or B; respectively, due to the negative
influence transmitted by encounters between students (girls and boys) in the non—
promotable group in the same academic level. Hence, these transitions are modelled
by the nonlinear terms BiG ¢q,Gi + @G B@,B; and BZBGBié,; + BiBB B;B;, where @GG,
ﬂiGB , ﬂiBG and BZBB are the corresponding transmission rates where the first letter
in the superindexes denotes the group susceptible to acquire bad study habits and
the second one denotes the group that transmit those bad study habits. All specific
factors and social encounters involved in the transmission of the bad academic habits
are embedded in 8 parameters.

e Positive autonomous decision: Analogously to negative autonomous decision, students
belonging to the non—promotable groups may change their personal behavior towards
their study habits and this change may lead the students to improve their academic
results, moving to G; or B;. We assume that this transition is proportional to the
number of pupils in G; and B;, and it is modelled by the linear terms ,in G, and ’yiB B;.

o Positive habits transmission: Students in non—promotable group may move to the
promotable groups due to the positive influence transmitted in the encounters be-
tween students (girls and boys) in the promotable group in the same academic level.
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Hence, these transitions are modelled by the nonlinear terms 5?G@Gi +5§B G;B; and
5ZBG§,~Gi + 5ZBB§Z-BZ~. The interpretation of the transmission rate parameters is the
same as in the negative habits transmission.

e Passing courses and graduation: The students in G; and Bj;, in September, transit
automatically to next level G;11 and B;y1, respectively, for ¢ = 1,2. Students in Gg
and Bs will graduate in September. These transitions are modelled by eG1, eGa, €G3,
eB1, eBy, €Bs, where

12

1 if ) +75<t< 10 +7

i kel

e = 12 J>t> Js
0 otherwise,

where 7 = 0,1, 2, 3,4, correspond to academic years 2006—-2007, ..., 2010-2011, re-
spectively.

e Abandon: For each academic level, i = 1,2,3, a proportion of the students in G; or
B; with bad academic results may leave their studies by autonomous decision. This
situation is modelled by the linear terms niGéi and nPB;. We also assume that these
transitions are proportional to the number of pupils in G; and B;.

o Access: New students enter into the level 11 in the month of September in the pro-
motable groups of girls and boys. It is modelled by the functions

o~ = 12 12 12

1
o [ ¢ it 1% ti<t<®
0 otherwise,

. e 9 10 .
+ 7, O_B_{TB if —+j<t<—+7,

0 otherwise,

where 7 = 0,1, 2, 3,4, correspond to academic years 20062007, ..., 2010-2011, re-
spectively, and 7¢ and 78 to be determined.

Thus, under the above assumptions we build the nonlinear system of ordinary differen-
tial equations (3)-(5) in order to describe the dynamics of students academic performance
in the German region of North Rhine-Westphalia.
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The flow diagram, associated to the above model, is plotted in Figure 1.
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Positive autonomous decision Positive autonomous decision

v Positive habits transmission ‘ v Positive habits transmission ‘
New student - — / New student - = /
Gl - G1 Abandon » Bl o Bl Abandon
Lol Lol
‘ Negative habits transmission A ‘ Negative habits transmission A
Negative autonomous decision Negative autonomous decision
Next level Next level
Positive autonomous decision Positive autonomous decision
A Positive habits transmission ‘ A J v Positive habits transmission ‘
- _ / - _ /
G 2 - G2 Abandon B 2 - B 2 Abandon
Lt Lt
‘ Negative habits transmission A ‘ Negative habits transmission A
Negative autonomous decision Negative autonomous decision
Next level Next level
Positive autonomous decision Positive autonomous decision
/ v Positive habits transmission ‘ ' v Positive habits transmission ‘
- _ / - _ /
G 3 - G 3 Abandon B 3 - B 3 Abandon
‘ Negative habits transmission A ‘ Negative habits transmission A
Graduation Negative autonomous decision Graduation Negative autonomous decision

Figure 1: Flow diagram of the model (3)-(5). The boxes represent the students depending
on their gender, level and academic results. The arrows denote the transit of students
labelled by the cause of the flow.

3 Scaling, fitting and predictions

Data in Table 1 are in percentages meanwhile model (3)-(5) is referred to number of students.
It leads us to transform (scaling) the model into the same units as data in order to fit the
model with the data. To do that, we follow the techniques developed in [22, 23] about how
to scale models where the population is varying in size. Here, we are not going to show
the process and the scaled model because it is a technical transformation, the resulting
equations are more complex and longer and does not provide extra information about the
model. Moreover, the scaled model has the same parameters as the non-scaled model with
the same meaning. In order to avoid introducing new notation, we are going to consider
that the subpopulations G1(t), G1(t), B1(t), B1(t), Ga(t), Ga(t), Ba(t), Ba(t), Gs(t), G(t),
Bs(t), Bs(t) correspond to the percentage of Girls and Boys in the promotable and non—
promotable groups in the levels 11, 12 and 13.

Now, compute the model parameters that best fit the scaled model with the available
data collected in Table 1 in the mean square sense. Computations have been carried out
with Mathematica 8.0 [24] and the estimated model parameters are:
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Negative autonomous decision:

— Girls per level: af = 0.00257431, a§ = 0.000479681, a§ = 0.0000980351.
— Boys per level: o = 0.000518445, o8 = 0.000462886, o’ = 0.0000783883.

Negative habits transmission:

— Girls per level: A¢CG = 0.128823, AP = 0.146999, 5S¢ = 0.115597, 5GP =
0.0940018, B¢ = 0.128018, 8P = 0.0465132.

— Boys per level: S8 = 0.124969, PP = 0.0247756, SPC = 0.0406373, BFP =
0.0893315, B8 = 0.115285, BB = 0.0713746.

Positive autonomous decision:

— Girls per level: 4 = 0.0598649, 7§ = 0.138232, 7§ = 0.00441141.
— Boys per level: vB = 0.0254583, 4F = 0.0407112, ¥ = 0.143022.

Positive habits transmission:

— Girls per level: 6¢C = 0.0628747, 6¢F = 0.117906, 6§ = 0.0162307, 657 =
0.0217844, 6§¢ = 0.064252, 65 = 0.0722602.

— Boys per level: 6PC = 0.0831484, 6P = 0.0396256, 65C = 0.14784, 5P =
0.0560535, 65 = 0.0199681, 658 = 0.0505348.

Abandon:

— Girls per level: n{ = 0.0899652, n$' = 0.0620594, 7§’ = 0.118145.
— Boys per level: nf = 0.111194, nf = 0.0445628, n¥ = 0.0235689.

o Access:

— Qirls: 7¢ = 0.121096.
— Boys: 78 =0.12517.

Once the parameters are estimated, we are able to give predictions of each group and
level over the next few years by computing the solutions of the model for values of time ¢
in the forthcoming future. The results can be seen in Figure 2.

In Table 2 we present the prediction of percentage of non—promote students for the next
four courses.
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Out[45}//TableForm=

Level 11 Promoted Girls Level 11 Non—Promoted Girls Level 11 Promoted Boys Level 11 Non—Promoted Boys
- 0.008 R S J—
0.15 0.008
0.15 0.006 i ’
oo I 0.10 0.006
g 0.004 -
000 0.004
0.05
0.05 0.002 0.002
2008 2010 2012 2014 2008 2010 2012 2014 2008 2010 2012 2014 2008 2010 2012 2014
Level 12 Promoted Girls Level 12 Non—Promoted Girls Level 12 Promoted Boys Level 12 Non—Promoted Boys
g -
0.007 0.14 0.008
0.15 0.006 0.12
0.005 0.10 0006
0.10 0.004 — 0.08
T 0.004
0003 T 006 T
0.05 0.002 0.04 0.002
0.001 0.02
2008 2010 2012 2014 2008 2010 2012 2014 2008 2010 2012 2014 2008 2010 2012 2014
Level 13 Promoted Girls Level 13 Non—Promoted Girls Level 13 Promoted Boys Level 13 Non—Promoted Boys
R e O A 0.0025 R e i A— 0.0030
0.15 0.12
0.0020 010 0.0025
0.10 0.0015 T 0.08 00020
— 0.0015
00010 0.06 T
0.05 0.04 0.0010
0.0005 002 0.0005
2008 2010 2012 2014 " 2008 2010 2012 2014 2008 2010 2012 2014 " 2008 2010 2012 2014

Figure 2: Graph representing the model fitting and the predictions until the course 2014-
2015. Note that there is a decreasing trend in the non-promotable groups.

4 Conclusion

In this paper we present a model to study the dynamics of the students academic per-
formance in the German region of North Rhine-Westphalia. In this model we divide the
students by gender and academic levels, and it is based on the assumption that both, good
and bad study habits, are a mixture of personal decisions and influence of classmates. Us-
ing data of the students academic performance, we estimate the model parameters fitting
the model with the data. Thus, we can predict the students academic performance in the
next few years. In Figure 2, it is expected that the decreasing trend in all non—promotable
groups continues in the next years. For instance, in the course 2014-2015 less than 2% of
the students will not promote (see Table 2).

This model will allow us to compare the performance of the coming new academic plan
to this one in order to evaluate if the change is as good as expected.
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2011-2012 | 2012-2013 | 2013-2014 | 2014-2015
Level 11, Non—Promote girls 0.591 % 0.561 % 0.535 % 0.511 %
Level 12, Non—Promote girls 0.436 % 0.395 % 0.359 % 0.327 %

Level 13, Non—Promote girls 0.16 % 0.148 % 0.137 % 0.127 %
Level 11, Non—Promote boys 0.617 % 0.566 % 0.52 % 0.477 %
Level 12, Non—Promote boys 0.479 % 0.427 % 0.381 % 0.34 %
Level 13, Non—Promote boys 0.171 % 0.152 % 0.136 % 0.121 %
TOTAL 2.455 % 2.25 % 2.067 % 1.905 %

Table 2: Prediction for the next four courses of the percentage of non-promoted students
per gender and level, and the total. Note that there is a decreasing trend over the time
in all levels with independence of gender. Also, the percentages decrease when the level
increases. There are minor differences between boys and girls figures.

2070.
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Abstract

In this paper we propose a method for the solution of elliptic diffusion-type prob-
lems based on bivariate quadratic B-splines on criss-cross triangulations. This technique
considers the weak form of the differential problem and the Galerkin method to approxi-
mate the solution. As finite-dimensional space, we choose the space of quadratic splines
on a criss-cross triangulation and we use its local basis both for the reconstruction of
the physical domain and for the representation of the solution.

Beside the theoretical description, we provide some numerical examples.

Key words: elliptic diffusion-type problem, bivariate B-spline, criss-cross triangula-
tion
MSC 2000: 65D07; 65N99

1 Introduction

Let Q C R? be an open, bounded and Lipschitz domain, whose boundary 02 is partitioned
into two relatively open subsets, I'p and I'y, i.e. they satisfy ) C I'p,I'y C 99, 9Q =
FpUTly and Tp NTx = 0. In this paper, we consider an elliptic diffusion-type problem
with mixed boundary conditions

V- (KVu) = f, inQ,
ou

— =gn, on 'y, (Neumann conditions) (1)
on K

u =g, on I'p, (Dirichlet conditions)
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where K € R?*? is a symmetric positive definite matrix, nx = Kn is the outward conormal
vector on 'y, f € L}(Q), gv € L?*(T'y) and g is the trace on I'p of an H(Q) function, i.e.
g€ H/2(T'p) (see [7]).

As noticed in [11], the diffusion type problem (1) arises in a variety of applications such
as the temperature equation in heat conduction, the pressure equation in flow problems,
and also mesh smoothing algorithms. If K is the identity matrix, (1) simplifies to Poisson’s
problem.

A standard method to find the approximate solution of (1) is the Finite Element Method
(see e.g. [7]) and, over the last years, the Isogeometric Analysis (IGA) (see e.g. [5]). Usually
IGA is based on NURBS defined by B-splines of tensor product type (see e.g. [1, 4]) or,
recently, on quadratic Powell-Sabin splines (see [10]). In this paper we propose an IGA
approach for (1), based on bivariate quadratic B-splines on criss-cross triangulations. As
remarked in [13], functions having total degree are preferable, in some cases, to tensor
product ones that may have some inflection points, due to their higher coordinate degree.

The paper is organized as follows. In Section 2 we recall definitions and properties of
bivariate quadratic B-splines on criss-cross triangulations and, in Section 3, we use them
for the solution of (1). Finally, in Section 4 we give some numerical examples.

2 Quadratic B-splines on criss-cross triangulations

In order to have a self-contained presentation, in this section we briefly recall definitions and
properties of unequally smooth bivariate quadratic B-splines on criss-cross triangulations
(for details see [3, 13] and the references therein).

Let Qo = {(s,t) | 0 < s,t < 1} and m, n be positive integers. We consider the sets
€= (&) and 7 = (Uj)?i&» with0=¢§ <& <. <& =1L0=n<m<...<
Mn+1 = 1, that partition Qg into (m+1)(n+1) rectangular cells. By drawing both diagonals
for each cell, we obtain a non-uniform criss-cross triangulation 7,,,, made of 4(m+1)(n+1)
triangular cells. Let 8§ﬂ SR) (Zmn) be the space of bivariate quadratic piecewise polynomials
on 7y, where

A= (), end = (u) (2)

are vectors whose elements can be either 1 or 0 and denote the smoothness C!, C?, respec-
tively, across the inner grid lines s — & =0,¢=1,...,mand t—n; =0, j = 1,...,n, while
the smoothness across all oblique mesh segments! is C*.

Let L? and LY be the number of grid lines s — & = 0,3 = 1,...,m and t — n; = 0,

,g —
j=1,...,n, respectively, across which we want S € Sé“ A7) (Tn) has C° smoothness. We

! According to [12], we call mesh segments the line segments that form the boundary of each triangular
cell of Trun.
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recall that (see [3])
dmSS ) (Trpn) = mn + 3m + 30 + 8 + (n + 2)L° + (m + 2) LY.

We remark that, if S € Sz(ﬂé’m)(Tmn) is globally C* (i.e. LY = LY = 0), we obtain the
well-known dimension of S3(7,,,) (see [12]).

Furthermore, we can provide a local basis for 52(ﬁ S n)(’fmn) (see [3]). In order to do it,
we set M = 3 + Z?;@ — &) and N =3 + > i1 (2 = ), where 1, p1j are defined as in
(2). Let 5= (s;)M o, t= (tj)é-\’:_2 be the nondecreasing sequences of knots, obtained from
¢ and 77 by the following two requirements:

(i) s2=s5_1=s50=& =0, SM—2 =58M-1=5u =&my1 = 1,
to=t1 =1t =mn =0, IN—2 =1IN-1=1IN = Nnt1 = 1
(ii) for ¢ =1,...,m, the number & occurs exactly 2 — ,uf times in § and for j =1,...,n,

the number 7n; occurs exactly 2 — ,u? times in ¢.

For the above sequences 5 and ¢, we consider the following set of functions belonging
SESEN (1
to &y (Znn)
B = {Bij(sat)}(i,j)echNu (3)

where Ky = {(i,7): 0<i< M —1,0 < j < N —1}. If both/either 5 and/or ¢ have/has
double knots, then the B;; smoothness will change and the support will change as well.
Moreover, the B;;’s have a local support, are non negative and form a partition of unity.
In B we find different types of spline functions. There are p = 2M + 2N — 4 unequally
smooth functions, that we call boundary B-splines, whose restrictions to 0€)y are univariate
quadratic B-splines. The remaining M N — p functions, called inner B-splines, are such that
their restrictions to 0€)y are equal to zero. The supports and the BB-coefficients of such
B-splines are reported in [2].

_g —
Since B > dim 82(“ o n), the functions belonging to B are linearly dependent. Let:

(i) {Q0,})_; be a partition of Qq into rectangular subdomains, generated by the grid
lines with associated C° smoothness, with v = (L + 1)(LY + 1);

(ii) B be defined as in (3);

(iii) By C B be the set of inner B-splines with C' smoothness everywhere or with C
smoothness only on the boundary of their support;

(iv) {B(T)};Y:1 be a partition of By, where each B contains B-splines with support in
Qo
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75 —
Then, we can prove that a B-spline basis for 82(” & n)(’fmn) can be extracted from B, by
removing v B-splines, one in each B, r =1,...,~ (see [3]). We denote the corresponding

set of indices of the B—splirée basis by K-

We remark that, if Sé“ o ’)(’Tmn) = S3(Toun), then, from [9] and standard arguments in
approximation theory, for all H € C3(€g) there exist a constant C' > 0 such that

inf H — S| < Ch®max {|| D2 tap+ag =3
sl =Sl < (D s an + 02 = 3}

where h = max{diam(T") | T is a triangle of Ty, }.

Since we are interested in the application of bivariate quadratic B-splines to the solution
of (1), given the physical domain 2 C R?, defined as in Section 1, we assume that such a
domain can be exactly described through a parametrization of the form

G:Q — 0, G(s,t) = (”;) (4)

expressed as quadratic B-spline surface

G(S¢t) = Z Pij Bij(s7t)> (5)
(i,j)EK:MN

where {Pi;}( jjex,y 1S a bidirectional net of control points, with P;; € R%. We assume

Dij = (sf,t?) € Q as the pre-image of P;;, with

P Sinl + s »_ tji—1+ tj.

p= 2L p— =L (6)

We remark that, in order to construct the surface, it is not necessary to work with the
basis, but we can use all the functions in the spanning set 5. In this case, the surface (5)
has both the convex hull property and the affine transformation invariance one.

The proposed parametrization (5) is able to exactly reproduce domains whose boundary
is made of linear and parabolic sections. In order to do it, the control points are obtained
either by interpolation or quasi-interpolation spline operators (see [9, 12]).

Since the domains of interest in engineering problems are often described by conic
sections, a possible extension of the current paper is to consider bivariate NURBS based on
the B-splines here presented and we are working on it.

3 The Galerkin method based on bivariate quadratic B-splines

In this section, we consider an elliptic diffusion-type problem (1), where, for the sake of sim-
plicity, we first assume homogeneous Dirichlet conditions, i.e. ¢ = 0. The weak formulation
of (1) (see e.g. [5, 7]) is to find u € V such that

a(u,v) =F(v), YveV, (7)
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where:
- V={ve HYQ):v=0onTp} is the space of functions with vanishing trace on I p;
- a:V xV — R is the bilinear form given by a(u,v) = [(KVu)- Vv d;
- F: V — R is the linear functional given by F(v) = [, fv dQ + fFN gnv dl .

In the Galerkin method to approximate the solution of (7), we replace the infinite di-
mensional space V by a finite-dimensional subspace V;, C V, with the subscript A indicating
the relation to a spatial grid. Then, the discretized problem is to find up € Vj, such that

a(up,vp) = F(vp), Yo, € Vy, (8)

where a(up,vn) = [o(KVuy) - Vo, dQ and F(vy) = [ fon, dQ+ fFN gnup, dl .

Since, in (4), we have introduced the parametrization G, we consider
-1
Vi={vw€V: vp=v9,0G ", vop € Vou},

where Vj j, is the discrete space in the parametric domain, that has to be chosen. In this

_€ —
paper, we consider V; as an opportune subspace of Sé“ & I)(Tmn).

Let Nj, be the dimension of the spaces Vj and V5, and let {<I>l}lN:"1 be a basis for Vo .
Then, we can define a basis for Vj, as {<pl =P, 0G! }l]ihl and the approximate solution uy
is given by

Ny, Ny,
up = aqpr =Y q(®o G,
=1 =1
with unknown coefficients ¢; € R. Therefore, (8) gives rise to

Np,
ZQla(Salvgoi):F(goi)v Z.:17"'7]\[h7 (9)
=1

that is equivalent to the linear system Aq = f, where

o A c RNoXNu ig the stiffness matrix with elements

Ail - a(@la @1) = / (Kv@l) : VQOZ dQ7 Zul - ]-7 o 7Nh; (10)
Q

o f ¢ RV is the vector with components

fi = F(pi) :/fsﬁi dQJF/ gnes Uy = £ + £ i=1. Ny (1)
Q I'n
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e q € RMr is the vector of unknown coefficients ¢;, I = 1,..., Nj.

Here, we assume that the parametrization G is given by (5) and consequently, we get
V};, C span {Bl-j o G_l}(z‘,j)eliMN‘ Note that the boundary condition v = 0 has also to be
considered and for this reason we write Vj as a subset of the span. Then, the approximate
solution is obtained taking into account the homogeneous boundary conditions.

The integrals A;; in (10) and fi(l) in (11), can be transformed as follows

Ail:/ (K [77IVe)]) - [771V®;] |det ]| dQo, i,0=1,...,Np,
7 (12)
fi(l):/ (f o G)®;|detJ| dQ, i=1,...,N,
Qo

with J the Jacobian matrix of the parametrization G given in (4) and (5)

Ox(s,t)  Ox(s,t) ]

J=J(s,t) = [ 8y(?g,t) 8y?§,t)
Os

To evaluate the boundary term fi(2) in (11), we first define the mapping G : I := (0,1) —» T'y
as the restriction of G to the subset of 02y mapped into I'y, assuming that each side of {2
is completely mapped into I'y or I'p. Then,

£ :/(gNon) ;|G| dI. (13)
1

In order to compute V®;, i = 1,..., Ny, and J in (12), we obtain the values of the
B-spline derivatives by means of their BB-coefficients (see [8]).

For the evaluation of the integrals in (12), we use a composite Gaussian Quadrature on
triangular domains (see [6]) implemented by the Matlab function triquad (see [14]). Given
in input the integer p and the vertices of a triangle of 7,,,, this procedure computes the
p? nodes and the corresponding weights of the rule, whose precision degree is 2p — 1. In
the numerical tests proposed in Section 4, we use p = 2. When G is the identity map (i.e.
Q = Q) then, in (12),

Ail:/ (KV®)) -V, dQy, i,l=1,...,Np,
Qo

and it is exactly computed, since in each triangle of 7,,, the integrand function is a bivariate
quadratic polynomial. To evaluate the integral in (13), we use a classical composite Gaussian
rule with precision degree three, inherited from the one defined in the whole domain.

In case of non-homogeneous Dirichlet boundary conditions, the boundary degrees of
freedom, i.e. the control variables associated with basis functions that do not vanish on
I'p, have to be computed and we have to change the right term in the linear system (9)
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(see [5, 7]). The implementation of the Dirichlet boundary conditions is not trivial and it is
still a matter of research (see e.g. [4] and the reference therein). In this paper we propose
some examples of the above kind, where we choose the control variables associated with
basis functions that do not vanish on I'p as the solution of a univariate spline interpolation
problem.

4 Numerical examples

In this section we propose some numerical examples to show the performance of the bivariate
quadratic B-splines on criss-cross triangulations for the solution of Poisson’s problems with
mixed boundary conditions. We perform h-refinement by adding at every step a middle
knot in each interval of the partitions. With the global geometry function defined in (5),
we reproduce the physical domain and this initial exact representation is retained during
the refinement process.

In each table we give the number of subintervals m +1 and n 4 1 in the two directions
s and ¢, respectively and the discrete L?-norm of the error (u —uy,), computed on a 35 x 35
grid of evaluation points in €2y, denoted by V.

Example 1

Firstly we consider a very simple example, where 2 = g

—Au=f, in (07 1)27
U =g, onz=0,y=0

ou
— =gn, onz=1,y=1,
on

with f, g and gy obtained from the exact solution w(x,y) = 3z + 2y2. In order to
reproduce the domain, we consider the coarse knot partitions &€ = 77 = (0,1). Therefore, we
have M = N =3, Kyn = Ksg = {(4,5) : 0 < 4,5 < 2} and G(s,1) = 3 (; jyexcy, PijBij (s, 1),
with (s,t) € €Qp. Since G is the identity map, the control points are the nine points
P = {(s7,t}), 0 < i,j < 2}, defined as in (6). Then, we perform h-refinement, considering
m,n =1, 3,7, 15, 31 and smoothness vectors ¢, fi" with elements equal to one. We report
the results in Table 1. According to Section 2, we remark that we have to neglect one
inner B-spline either with C! smoothness everywhere or with C° smoothness only on the
boundary of its support, in order to obtain a basis.

m+l=n+1 2 4 8 16 32
L%error | 4.0(-15) 2.5(-15) 3.6(-15) 1.3(-15) 1.6(-14)

Table 1: Example 1. Error in L?-norm versus interval number per side.
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We can notice that the solution, i.e. a quadratic polynomial, is reproduced. The
computation of derivatives and integrals is stable, because there is not deterioration of the
approximation error increasing the refinement.

Example 2

In this example we consider the Poisson’s problem in the L-shape domain shown in Fig.
1(b)

u =0, on I'p = 09,

where f is obtained from the exact solution u(z,y) = sin(7x) sin(7y). In order to reproduce
the domain, we can use two approaches, as in [11]. To introduce a discontinuity in the first
derivative and create the corners, we can place two control points at the same location in
physical space or we can use suitable double knots in 5 and ¢. In the first case, we ensure
that the basis has C! continuity throughout the interior of the domain. The only place
where the basis is not C! is on the boundary itself, at the location of the repeated control
points. We consider both cases in order to compare the corresponding results.

Approach 1: Double control point. We start with the coarse knot partitions &= (0, %, 1),
7 = (0,1) and we assume ¢ = (1). Therefore, we have M = 4, N = 3, Kyy = Kuz =
{(6,): 0<i <3, 0<j <2} and G(s,t) = }2(; jex,, PisBij(s,t), with (s,t) € Qg and the
control points given in Fig. 1(c). In Fig. 1(a) we show the parameter domain 2y, with the
associated knot sequences and, in Fig. 1(b), the corresponding physical domain €2, with the
control points.

{ —Au=f, in ),

=t =t,=1

i Pio P Py

0] (=1,1) (-0.65,1) (0,1)

. ! [ 1 (_17_1) <_0'7? 0) (Oa())

. 2| (=1,-1) (0,-0.7) (0,0)

| 30 (1,-1) (1,-0.65) (1,0)

=s_=s = = —s.=s, = -1 05 0 05 1
s_,=s_=5,=0 §,=0.5  §,75.=§ 1

(a) (0) (c)

Figure 1: Example 2, Approach 1. (a) Parameter domain €y, (b) physical domain 2 and
(¢) control points.

Then, we perform h-refinement, considering m =1, 3, 7, 15, 31, n =0, 1, 3, 7, 15,
the smoothness vectors i€, i with elements equal to one and we report the results in the
second row of Table 2.

In Figs. 2(a)-(c) we give the graphs of the exact solution, the approximation computed
with m = 7, n = 3 and the discrete L°°-norm error computed on W.
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Figure 2: Example 2, Approach 1. The graphs of (a) the exact solution, (b) the approxi-
mation computed with m =7, n = 3, (¢) the discrete L*-norm error computed on W.

Approach 2: Double knot. We start with the coarse knot partitions & = (0, %,1),
7 = (0,1) and we assume ¢ = (0). Therefore, we have M = 5, N = 3, Kyn = Ks3 =
{(6,):0<i<4, 0<j <2} and G(s,t) = X2(; jexs, PisBij(s, t), with (s,t) € Qg and the
control points given in Fig. 3(c). In Fig. 3(a) we show the parameter domain 2y, with the
associated knot sequences and, in Fig. 3(b), the corresponding physical domain €2, with the

control points.

o i g i | Py P
. 0 (=1,1)  (=0.6,1)
N . 1| (=1,0)  (=0.55,0) (0,0.5)
n 2| (=1,-1) (=0.5,—0.5)
1 1 3] (0,-1)  (0,-0.55) (0.5,0)
R s s . s 0 es 41 (1,-1) (1,-0.6)

(a) (b) (c)

Figure 3: Example 2, Approach 2.(a) Parameter domain €, (b) physical domain © and (c)
control points.

Then, we perform the same h-refinement of Approach 1. In this case the smoothness
vector [i" has elements equal to one, while i has all of the elements equal to one except
the element corresponding to s = %, that is equal to zero. We report the results in the
third row of Table 2. In order to obtain a basis, according to Section 2, we remark that
we have to neglect two inner B-splines either with C'' smoothness everywhere or with C°
smoothness only on the boundary of their support, because in this case the domain €2 is
subdivided into two subdomains.

In Figs. 4(a)=+(c) we give the graphs of the exact solution, the approximation computed
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with m = 7, n = 3 and the discrete L*°-norm error computed on W.

Figure 4: Example 2, Approach 2. The graphs of (a) the exact solution, (b) the approxi-
mation computed with m =7, n = 3, (¢) the discrete L*>°-norm error computed on V.

(m+1,n+1) (2,1) (4,2) (8,4) (16,8)  (32,16)
L*-error for Approach 1 | 7.1(-1) 4.5(-1) 5.3(-2) 6.4(-3) 6.2(-4)
L%-error for Approach 2 | 8.3(-1) 2.2(-1) 1.7(-2) 1.6(-3) 1.8(-4)

Table 2: Example 2. Error in L?-norm versus interval number per side.

In [11] the authors solve the same problem, by considering the two above approaches,
but they use a method based on biquadratic tensor product B-splines. If we analyse our
results and theirs, we can conclude that the two methods are comparable.

Example 3
In this example we consider the Poisson’s problem in the domain shown in Fig. 5(b)

—Au=f, in €,
U =g, on I'p,

0
l:g]\h OHFN,
On

where 'y is given by the two segments with endpoints (-4,0), (0,0) and (-2,4), (2,4), respec-
tively and I'p is given by the two parabolic sections with endpoints (-4,0), (-2,4) and (0,0),
(2,4). The functions f, g and gy are obtained from the exact solution u(zx,y) = %
In order to reproduce the domain, we consider the coarse knot partitions £ = 7 = (0, 1).
Therefore, we have M =3, N = 3, Kyn = K3z = {(4,7) : 0 < 4,5 < 2,} and G(s,t) =
2 (i,j)ekss PijBij(s,t), with (s,¢) € Qo and the control points given in Fig. 5(c). In Fig.
5(a) we show the parameter domain €y, with the associated knot sequences and, in Fig.
5(b), the corresponding physical domain €2, with the control points.
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t=t,=t,=1

P t| Py P P
0] (=4,0) (=3,0) (—2,4)
- 1{(=2,0) (=1,0) (0,4)
O‘Z. L ] L 2 L L J (] 2 (070) (_1,0) (274)

()

Figure 5: Example 3.(a) Parameter domain 2, (b) physical domain 2 and (¢) control
points.

Then, we perform h-refinement, considering m,n = 1, 3, 7, 15, 31 and, in Table 3,
we report the results. In Figs. 6(a) + (¢) we give the graphs of the exact solution, the
approximation computed with m = n = 7 and the discrete L°°-norm error computed on V.

m+l=n+1 2 4 8 16 32
L2-error for Case 1 | 9.9(-1) 1.3(-1) 3.4(-2) 4.3(-3) 4.5(-4)

Table 3: Example 3. Error in L?-norm versus interval number per side.

1 1

0.5 0.5
0 / 0 /

‘ -0.5

|

-0.5

sl ERE 0-.

4 B S R
27 — 0 2 0

0 4 0 -4

(a) (b)

Figure 6: Example 3. The graphs of (a) the exact solution, (b) the approximation computed
with m =n =7, (¢) the discrete L*>°-norm error computed on V.

References

[1] P. CosTaNTINI, C. MANNI, F. PELOSI, M. L. SAMPOLI, Quasi-interpolation in iso-

geometric analysis based on generalized B-splines, Comput. Aided Geom. Design 27
(2010) 656—668.

©CMMSE Page 375 of 1573 ISBN:978-84-615-5392-1



QUADRATIC B-SPLINES ON CRISS-CROSS TRIANGULATIONS FOR ELLIPTIC PROBLEMS

[2] C. DAGNINO, P. LAMBERTI, S. REMOGNA, BB-coefficients of unequally smooth
quadratic B-splines on mnon uniform criss-cross triangulations, Quaderni Sci-
entifici del Dipartimento di Matematica, Universita di Torino, 24 (2008)
http://hdl.handle.net/2318/434

[3] C. DAGNINO, P. LAMBERTI, S. REMOGNA, On unequally smooth bivariate quadratic

spline spaces, Computational and Mathematical Methods in Science and Engineering
( J. Vigo Aguiar Ed.), (2009) 350-359.

[4] C. DE FaLco, A. REALI, R. VAzZQUEzZ, GeoPDEs: a research tool for Isogeometric
Analysis of PDEs, Adv. Eng. Softw. 42 (2011) 1020-1034.

[5] T.J.R. HucHEs, J. A. COTTRELL, Y. BAZILEVS, Isogeometric Analysis. Toward
integration of CAD and FEA, WILEY, 2009.

[6] J.N. Lyness, R. CooLs, A Survey of Numerical Cubature over Triangles, Mathemat-
ics and Computer Science Division, Argonne National Laboratory IIT 1994.

[7] A. QUARTERONI, Numerical Models for Differential Problems, Modeling, Simulation
& Applications, Springer, 20009.

[8] P. SABLONNIERE, Quadratic B-splines on non-uniform criss-cross triangulations of
bounded rectangular domains of the plane, Report IRMAR, 03-14, University of Rennes
(2003)

[9] P. SABLONNIERE, Quadratic spline quasi-interpolants on bounded domains of R% d =
1,2,3, Rend. Sem. Mat. Univ. Pol. Torino 61 (2003) 229-238.

[10] H. SPELEERS, C. MANNI, F. PELOSI, M. L. SAMPOLI, Isogeometric analysis with
Powell-Sabin splines for advection-diffusion-reaction problems, Comput. Methods
Appl. Mech. Engrg. 221-222 (2012) 132-148.

[11] A.V. VuonG, CH. HEINRICH, B. SIMEON, ISOGAT: a 2D tutorial MATLAB code
for Isogeometric Analysis, Comput. Aided Geom. Design 27 (2010) 644-655.

[12] R.H. WANG, Multivariate Spline Functions and Their Application, Science Press, Bei-
jing/New York, Kluwer Academic Publishers, Dordrecht/Boston/London, 2001.

[13] R.H. WaNG C.J. L1, A kind of multivariate NURBS surfaces, J. Comp. Math. 22
(2004) 137-144.

[14] G. vON WINCKEL, Matlab procedure triquad,
http://www.mathworks.com/matlabcentral /fileexchange/9230-gaussian-quadrature-
for-triangles.

©CMMSE Page 376 of 1573 ISBN:978-84-615-5392-1



Proceedings of the 12th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2012

July, 2-5, 2012.

Image filtering with generalized fractional integrals

E. Cuesta!, A. Duran!, M. Kirane? and S. A. Malik?

L Department of Applied Mathematics, University of Valladolid, Spain
2 Laboratoire de Mathématiques, Image et Applications, University of La Rochelle, France

emails: eduardo@mat.uva.es, angel@mac.uva.es, mokhtar.kirane@univ-1r.fr,
salman.malik@univ-1r.fr

Abstract

In this work a new PDE technique based on fractional calculus for image restoration
is proposed. The fractional order parameter, which controls the diffusion from classical
Gaussian filtering to the absence of smoothing, is chosen, according to the variation of
the gradient of the image at each pixel, by using new convolution kernels in the corre-
sponding Volterra equations. The new implementation is described and some numerical
experiments are shown.

Key words: Image processing, Fractional integrals and derivatives, Volterra equa-
tions, Convolution quadrature methods.
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1 Introduction

This paper presents a numerical technique for image filtering based on the fractional partial
differential equation model

u(t,x) = Au(t,x), (t,x)€[0,T]xQ

u(0,x) = wup(x), x € Q,
ou(0,x) = 0, X € Q, (1)
g—z(t,x) = 0, (t,x) € [0,T] x 09,

where 0 stands for the fractional time derivative of order 1 < a < 2 in the sense of
Riemann-Liouville,  is a domain in R? with boundary 99, 9/9n stands for the outward
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normal derivative and ug is the noisy image from which the objective is to restore the original
(ideal) image. Thus u(t,x) stands for the restored image at the time level . The range of
the parameter « implies that (1) interpolates the linear parabolic heat equation (a = 1)
and the linear hyperbolic wave equation (o = 2), which suggests a suitable adaptation
of the model to image filtering processes, in order to handle the diffusion following some
dependence of o on the image gradient variation. The purpose of this work, based on the
idea of applying (1) for each pixel of the image following the behaviour of the corresponding
gradient [6], is to introduce an improvement of the selection of the viscosity parameter a,
which is updated at every time step of the simulation. This leads to a better adaptation of
the model (1) to the evolution of the image gradient.

Among the different methods presented in the literature for image processing, PDEs
based models play a relevant role (see [1, 19] and references therein). In the particular case
of restoration, use of the linear heat equation, a = 1 in (1), lead to several investigations,
aiming to control the diffusion process. They include:

1. Diffusion models with edge stopping functions [12], which incorporates a gradient-
dependent diffusion coefficient to control the process and avoid blurring effect in edges
and corners provided by the classical diffusion given by the heat equation.

2. Variational numerical algorithms, based on the minimization of the total variation of
the image subject to constraints involving statistical parameters of the noise [15].

3. Neighborhood filters [9, 20], consisting of local averaging, with different techniques,
to smooth the image noise

4. Anisotropic approach [3, 18], where most of the previous models (and the fractional
PDE based ones below) are enhanced to incorporate non canonical directions of dif-
fusion.

As an alternative to the nonlinear models described above, fractional calculus approach for
image filtering has been considered in e. g. [2, 5|. In the last reference which, along with
[6], is based on, the heat equation is generalized to models of the form (1). The fractional
parameter « € (1,2) plays the role of a viscosity term with limiting values that make (1)
interpolate the linear parabolic heat equation and the linear hyperbolic wave equation. This
makes the selection of a being a particularly interesting task to control the image diffusion.
On the other hand, in [6] the authors propose a refinement to handle the diffusion in a not
uniform way over the whole image. This consists of applying (1) with a possibly different
value of « for each single pixel of the image. The corresponding Volterra equation is well-
posed for all ¢ > 0 (which is not guaranteed in some nonlinear models) and the numerical
results are efficient and competitive.

Considered here is an approach which goes more deeply into this topic. The selection
of o on each pixel is modified. The new technique allows to modify this parameter during
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the simulation according to the dependence on the image gradient variation. The numerical
resolution is carried out with convolution quadrature techniques from the new convolution
kernels for the Volterra approach.

The paper is structured as follows. In Section 2 the approach explained in [6] is recalled,
the discretization of our proposal for (1) is introduced and the corresponding implementation
is described. The performance of the new procedure is shown in Section 3, with numerical
experiments on some noisy images.

2 Fractional models

2.1 Volterra equation and discretization

We first briefly describe the pixel by pixel technique, introduced in [6] and that will be the
starting point for our study. Problem (1) is first written in the integral form

u(t,x) = wuo(x) +/0 ko(t — s)Au(s,x)ds, (t,x) € [0,T] x Q, (2)
ko(t) = t*1T(a), t>0, (3)

supplemented with homogeneous Neumann boundary condition. Now (2) is discretized in
space and time with a different value of « for each pixel of the image. On a uniform M x M
pixel mesh of €2, with mesh length A > 0, the Laplacian is approximated with second order
central differences, leading to a M? x M? pentadiagonal matrix Aj of a pattern shown in
Figure 1

20 e
30 iy
40 i
50 hy
60} e
. -
o i,

90 g3

100 L "M L L
0 20 40 60 80 100
nz = 18361

Figure 1: Sparsity pattern of the discretized Laplacian
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Considered now is a set of values 1 < oj < 2, j = 1,2,... ,M? and the semi-discrete
approximation

u(t) =ug+ /Ot K(t — s)u(s) ds, 0<t<T, (4)

where u(t) stands for the M? x 1 vector-image function at time ¢ and at the pixel mesh, ug
is the initial (typically noisy) data and K the convolution kernel K(t) = I(t) - Ay with

[ T S
F(Oq + 1)
o 0
I(t) = I(az +1) (5)
o2
0 F(O[MQ + 1) i

l<aj<2, j=12,..., M.

Formula (4) is finally discretized in time by means of a convolution quadrature method.
A brief description is as follows (see [4, 10, 11] for the necessary explanations and details).
The convolution integral in (4) is written in the form

/K(t —s)u(s)ds = ﬁ /K(/\)Y()\,t) dA, (6)
0 ol

where K()\) stands for the Laplace transform of K, « is a suitable integration path in C
connecting —ioo to +ioo (where Bromwich inversion formula for K is applied) and Y (\, )
stands for the solution of the ordinary differential equation

y'(t)=Ay(t)+u(t), 0<t<T, with y(0)=0. (7)

Now the discretization of (7) provides numerical approximations of (4) via (6). The corre-
sponding formulas are written in terms of the generating power series

SESE S Qe (®)
5=0

where 7 is the time-step of the discretization and () is the quotient of the generating
polynomials of the underlying numerical method used in (6) which, in our case, will be the
backward Euler formula [7]. Thus, §(§) = 1 — &, and if u, is an approximation to u(t,),
for the time level t,, = nt,n > 0, then (4) is approximated by the convolution quadrature
method

n
u, ZUO+ZQ7(10:)juj> n>1, 9)
=0
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where for this method the quadrature weights have the form
(O‘_1> 0 ... 0
J
«@
@ 0 ( ?) 0 , ) ,
Q=1 J “Ap, j=0,1,2,...,M° x M*. (10)

0 .0 (O‘W)
I i) |

In practice, these matrix coefficients are computed in an efficient way by using FFT tech-
niques [11].

2.2 Description of the modification

The implementation in [6] establishes values of «, for each single pixel, in the first time
level and they will be remained fixed during the rest of the computation. A more realistic
approach would be to consider nonconstant fractional orders (viscosity parameter). To this
end, a coherent definition of

Mgy,  t>0, (11)

where ¢ : [0,4+00) — X is absolutely continuous on a Banach space X is required. To our
knowledge, the first approach in this sense is given in [16], where

9*Wg(t) == m/o (t—s)*D71g(s)ds,  t>0, (12)

is adopted. Unfortunately, (12) lacks a convolution structure. A natural extension to the

constant case would consists of replacing (3) by

tOl(t)—l
k(t) := t>0, (13)

as the convolution kernel and therefore
t
9= W (1) = k # g(t) = / k(t — 5)g(s) ds. (14)
0

The main objection to this choice is that the Laplace transform of (13), which is necessary
in (6) (as well as in many other procedures), cannot be explicitly computed. Finally, the
most widely adopted definition (and which is our choice in this paper) for (11) is obtained
from taking k(t) as the inverse Laplace transform of

K(a,z) = ) (15)
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where @(z) stands for the Laplace transform of a(t) (see [14]). Notice that if a(t) = « is a
constant, then this and (13) coincide with (3). Some numerical experiments, carried out in
this sense for a future work, show that the results for the last two choices of the kernel k(t)
do not differ notably.

This time-dependent fractional order strategy is introduced in the formulation of [6],
by considering different functions a(j)(t), j = 1,...,M? for each single pixel, leading to
a semidiscrete approximation (9) with a convolution kernel K(t) = I(t) - A}, where (5) is
replaced by

k1 (t) 0 0
w=| ¢ M0
0 .0 kye(t)

and, k;(t),7 = 1,2,..., M? is given by the inverse Laplace transform of K(a(j), z), following
(15).

In order to use (8), a computable expression of the Laplace transform of K is required.
This can be obtained as follows. Note that the time discretization (9) only requires to have
the values of the a() at the time levels 0 = to <t <ty <...<ty=1T. Then we can set

N
V(1) = o + 37 () — ol Ut~ tn),
m=1

for 1 <j < M?and 0 <t <T, where U : [0,7] — R stands for the Heaviside function.
Observe that this defines a stair function. Now, the Laplace transform of a¥)(t) is

(7)) N=1,.0G)_ () \.—ztm
z z

m=1

therefore the Laplace transform of each component of the matrix valued function I reads
simply as

R, 2) = (0 +TnTi @ ol yesimy.

2.3 Implementation

It is of interest to make some comments on the implementation. They essentially concern the
automatic selection of the fractional parameter «, in order to improve the performance in
the preservation of edges and corners, the noise filtering and the adaptation to the evolution
of the diffusion. The main requirements about the first two points [6] are summarized as
follows :
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(i) The choice of « is determined, at each pixel, as an increasing function of the gradient.
Pixels where the gradient is large should be associated with values of a close to 2 and
pixels with lower gradients should be associated with values of « close to 1.

(ii) Extreme cases of noisy pixels (low gradient variation) and corners and edges (very
high) determine the form of the function close to 1 and 2 respectively. Thus, in
practice, the range of « is limited to an interval [min, Qmaz], 1 < Qmin < Omaz <
2, avoiding in this way the extreme cases a« = 1,a = 2, only reserved for special
situations. Since ayni, and qme; can be very close to 1 and 2 respectively, this is not
restrictive for our model. Furthermore, this assumption guarantees the solvability and
uniqueness of solution of (4), as well as the corresponding problem for a larger class
of operators than the Laplacian [13].

These criteria introduce a degree of freedom in the selection of a as function of Vu. In our
case, the pattern for a has been taken, for simplicity, as in Figure 2. Other distributions of
« are indeed possible.

as
&5 5
1 T

Values of alph
T

0.0 ' 0.1 ' 0‘2 ' 0.‘3 ' D‘A ' 0‘5 ' 0‘.6 ' 0‘7 ' 0.‘8 ' D‘vg ' 10
Normalized gradients

Figure 2: Profile distribution of o’s.

According to these criteria, we describe the implementation of the numerical method
introduced in Section (2.2)

(A) For a fixed integer N > 1, the interval [in, Qumaz] is initially partitioned
Qin < agO) <. < 0453) < Qmaz, (16)

0))

(
and the corresponding weights Q§% are computed.
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When advancing in time in (9), a choice of «, following (i)-(ii), is required. A first

- - (@ o -
step consists of computing a,, = (g, Q75 ..., Qg , the value of a corresponding

to the M? pixels at the time step n, by using the function of Figure 2. Then a, is
transformed according to a mapping a,, + &y, in a simple way: for k = 1,..., M?,
one identifies the interval (o, a;41) of (16) containing ol Then, the k-th component
of a,, is «;.

As in [6], the high computational cost in the calculus of the « forces to take the initial
values (16), from which the quadrature weights are computed, and then using this group
of quadratures in the whole computation, following the strategy described in (B). In the
experiments below, we have taken a; =1+ %, 1 < j < N for a fixed integer N.

3 Nwumerical results

The performance of the previously described algorithm is analyzed in this section, by com-
parison with other techniques presented in the literature. Specifically, we show the quality
of restoration for two different images provided by the following methods:

(PM):

(VEV):
(PG):
(VODO):

A nonlinear Perona-Malik model where the stopping function turns out to be ¢(t) =
et t >0 (see [1] for more details).

The Volterra based model of fractional type described in [6].
The nonlinear Perona—Malik based model recently proposed in [8].

The model proposed in the present manuscript.

The four algorithms were run up to a final time 7" = 2 and, in the cases of (VEV) and
(VODO), the interval for the fractional order is [min, Qmaz] = [1 + 1073,2 — 1073]. For
the experiments below, the original images have been perturbed with an additive noise of
Gaussian type and different values of the standard deviation o, from 15 to 35, see Table 1.
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(b) Noisy boat (c) Rest. by (PM)

(d) Rest. by (VEV) (e) Rest. by (PG) (f) Rest. by (VODO)

Figure 3: Experiment 1.

©CMMSE Page 385 of 1573 ISBN:978-84-615-5392-1



IMAGE FILTERING WITH GENERALIZED FRACTIONAL INTEGRALS

(a) Zoomed fingerprint  (b) Noisy fingerprint (c) Rest. by (PM)

(d) Rest. by (VEV) (e) Rest. by (PG) (f) Rest. by (VODO)

Figure 4: Experiment 2.

Figures 3 and 4 display original and noisy images, along with the corresponding restora-
tion given by the four methods considered. In both experiments, the appearance of the
results gives the best quality restorations to (PG) and (VODO). This is verified in Table 1
(see the data in bold type), which shows, for each experiment and different o, the values of
the index SNR corresponding to the original image and the four methods at the end of the
restoration. This is a standard index of measurement of quality in image processing (see
e. g. [17] for the details). As far as the first experiment is concerned (Boats), the most com-
petitive methods are, in this order, (PG), (VODO) and (VEV), and with a relatively close
distance between them. In the case of the second image, the texture plays an important
role and the restoration is a more stressful test for the methods. Table 1 shows that here
the best choice is (VODO), followed by (PG) and (VEV) and, compared to the previous
experiment, with a longer distance between them. These results conclude that our proposal
gives very competitive performance and its construction, based on linear and well-posed
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problems, makes it be preferable to other nonlinear models in many situations.

Table 1: SN R analysis

o 15 20 25 30 35 15 20 25 30 35
Input SNR 988 740 550 400  2.70 10.60 820 630 480  3.50
Method Boats (512 x 512) Fingerprint (512 x 512)
(PM) 13.69 12.26 11.57 972 9.74 1197 1026 910 790 815
(VEV) 1410 1265 11.32  10.32  9.42 1140 109 950 9.3 8
(PG) 14.87 13.66 12.77 11.95 11.32 1345 12.00 1090 9.99  9.23
(VODO) 1447 12,92 1223 11.53  10.96 1542 13.90 12.89 12.00 11.24
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Abstract

This paper tackles the problem of developing and modelling shared-memory hyper-
heuristics based on parameterized shared-memory metaheuristic schemes. The same
parallel, parameterized scheme used for metaheuristics development and tuning can be
used for hyperheuristics, but in this case the execution time greatly increases due to
the continuous application of different metaheuristics given by different values of the
parameters in the scheme, and so the necessity of using a model of the execution time
to decide at running time the number of threads to use to obtain a reduced execution
time becomes more apparent. The model of the execution time and consequently the
optimum number of threads depend on a number of factors: the problem to be solved,
the metaheuristics used, the hyperheuristic scheme and the implementation of the basic
functions in it, the computational system where the problem is being solved, etc. So,
obtaining a satisfactory model of the execution time of the functions in the scheme and
an auto-tuning methodology is not an easy task. This paper presents an auto-tuning
methodology for shared-memory parameterized metaheuristic schemes that can in turn
be applied to shared-memory hyperheuristics developed on top of them. The applicabil-
ity of the proposal is shown with a problem of obtaining satisfactory metaheuristics for
solving a problem of minimization of electricity consumption in exploitation of wells.
The model and the methodology work satisfactorily, which allows us to reduce the
execution time for the selection of satisfactory metaheuristics.

Key words: Parameterized metaheuristic schemes, parallel hyperheuristics, mod-
elling
shared-memory schemes, auto-tuning
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1 Introduction

The use of a unified parameterized scheme for metaheuristics facilitates the development
of metaheuristics and their application. The scheme has been applied successfully: to
obtain satisfactory Simultaneous Equation Models from a set of values of the variables
[3]; for a tasks-to-processes assignation problem with independent tasks and memory con-
strains [2]; and for the optimization of power consumption in operation of wells [7]. Three
pure metaheuristics (GRASP, Scatter Search and Genetic algorithms) and their combina-
tions/hybridizations were considered in these studies, and the scheme has been extended
by introducing a new metaheuristic (Tabu Search), with the inclusion in the scheme of four
new parameters.

Parallelizing the scheme for shared-memory will reduce the execution time. But having
a parallel routine does not ensure it will be used correctly, and the execution time of the
parallel routine may be far from the optimum (or may be even larger than the sequential
time) if the number of threads used in the application of the routine is not appropriate. The
auto-tuning problem of sequential and parallel routines has been studied in different fields
[4, 5, 6], and in this paper the application of auto-tuning methodologies to parameterized
shared-memory metaheuristics and hyperheuristics is considered. Our aim is to develop
hyperheuristics which satisfactory select metaheuristics or combinations/hybridations from
a parametrized scheme by obtaining appropriate values of the metaheuristic parameters.
Having a scheme with auto-tuning would be very useful because a large number of ex-
periments would be necessary, and the experimentation time can be reduced with a good
selection of the number of threads to use in different parts of the parallel scheme.

The rest of the paper is organized as follows. Section 2 presents the main ideas of hyper-
heuristics based on parameterized metaheuristics, and Section 3 the parameterized shared-
memory scheme for metaheuristics that can in turn be used as hyperheuristic scheme. In
section 4 the modelling of the execution time of the different basic and combined /hybridised
metaheuriscs in the scheme is analysed theoretically and experimentally. Section 5 concludes
the paper and shows some future research lines.

2 Hyperheuristics based on parameterized metaheuristics

The use of a unified parameterized scheme for metaheuristics (Algorithm 1) facilitates the
development of metaheuristics and their application [11]. However, selecting the appropri-
ate values of parameters (ParamX) to apply a satisfactory metaheuristic to a particular
problem can be difficult and is computationally demanding. The selection of these values
can be made through a hyperheuristic method also developed with the parameterized meta-
heuristic scheme. The range of possible values of the parameters of the metaheuristic can
be large, and it is necessary to establish work intervals for the hyperheuristic. For clarity,
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hereafter, we refer to the metaheuristic scheme directrly aplied to an optimization problem
as MS, and HMS refers to hyperheuristic based on a metaheuristic scheme for selecting the
appropriate values of metaheuristic parameters.

Algorithm 1 Parameterized metaheuristic scheme

Initialize(S,ParamiIni)

while ( not EndCondition(S,ParamEnd)) do
SS=Select(S,ParamsSel)
S551=Combine(SS,ParamCom,)
SS52=Improve(SS1,ParamImp)
S=Include(SS52,ParamiInc)

end while

The application and auto-tuning of the hyperheuristic is analysed with a problem of cost
optimization of electric consumption [9]. The application of parameterized metaheuristics to
this problem has been studied [8], and now the problem to optimize by the hyperheuristic is
the metaheuristic itself, to obtain a satisfactory metaheuristic for the electricity consumption
problem. In the hyperheuristic, using the notation for evolutionary algorithms, an individual
or element is represented by an integer vector Metaheur Param of size 20 that encodes the
set of parameters that characterizes a metaheuristic using the scheme in Algorithm 1. The
set of individuals constitutes the reference set, which means a set of metaheuristics, with
each metaheuristic the combination/hybridation of basic metaheuristics (GRASP, Scatter
Search, Genetic algorithm and Tabu Search) given by the values in Metaheur Param. The
fitness value in the hyperheuristic for an element MetaheurParam is the fitness value
obtained when the metaheuristic with the parameters in Metaheur Param is applied to the
electricity consumption problem. Our objective is to minimize the fitness function and so
obtain the combination of the metaheuristic parameters which gives the lowest electricity
consumption for a problem (a set of problem inputs could also be studied but only one
problem has been considered for simplicity). Thus, when executing the hyperheuristic, a
lot of metaheuristics are applied to different inputs of the electricity problem. The execution
time is very large and it is necessary to use parallelism. Parallel metaheuristics can be used
to reduce the execution time, but it is also possible, and preferable, to use parallelism at a
higher level, for which the parameterised shared-memory metaheuristic scheme is used for
the hyperheuristic, and the same auto-tuning techniques are valid for the metaheuristics
and the hyperheuristic.
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3 A parameterized shared-memory scheme for metaheuris-
tics and hyperheuristics

When developing hyperheuristics with the same scheme used for metaheuristics (HMS),
the same parallelization techniques for metaheuristics [1] are applicable for hyperheuris-
tics. In our approach, the parameterized scheme in Algorithm 1 becomes a parameter-
ized shared-memory scheme just by independently parallelizing each basic function in the
scheme (Algorithm 2) with new parallelism parameters (T'hreadX) indicating the number
of threads to use in each part of the algorithm. A parallel hyperheuristic is obtained by
selecting the values of the metaheuristic parameters (ParamX) and the parallelism param-
eters (T'hreadsX ), which can be selected with some auto-tuning technique to obtain low
execution times.

Algorithm 2 Parameterized shared-memory metaheuristic scheme

Initialize(S,ParamiIni,ThreadsIni)

while ( not EndCondition(S,ParamEnd)) do
SS=Select(S,ParamsSel)
S551=Combine(SS,ParamCom,ThreadsCom)
SS2=Improve(SS1,ParamImp,ThreadsImp)
S=Include(SS52,ParamiInc,ThreadsInc)

end while

Two basic parallel schemes are identified in [3] for the functions in Algorithm 2:

e In the first scheme the elements of a set are treated independently, and the number
of threads to work in a loop are selected. This scheme appears, for example, when
combining elements in a Genetic algorithm or when randomly generating an initial
set of elements. Thus, ThreadsIni and T hreadsCom contain a parallelism parameter
indicating the number of threads to use in the generation of the initial set and for the
combination of the selected elements, and these values can be different, so obtaining
different values of the parallelism parameters in each function.

e The second scheme has two parallelism levels and can be used to obtain fine or grained
parallelism. The number of threads at each parallelism level is established. This type
of parallelism appears in improvement and mutation functions, where some elements
are selected (first level) and each element is improved by analysing its neighbourhood
(second level).

The number of threads (one value or several values) is established for each function

in the parameterized shared-memory scheme. The number of parallelism parameters for
each function depends on the particular implementation of the functions in the unified
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scheme (Algorithm 2), but the methodology is common to different metaheuristics and
parallel implementations. For example, some metaheuristics include an improvement part
in the initialization, and the number of threads in the two levels of this improvement are
added to the number of threads for the initialization of the reference set, so obtaining
ThreadsIni = {threads—schemel, threads—levell —scheme2,threads—level2—scheme2}.
The metaheuristic scheme is used at two levels: for the hyperheuristic (HMS) and
for the application of the metaheuristics determined from the metaheuristic parameters
(MetaheurParam) in each element of the reference set in the metaheuristic (MS) with which
the hyperheuristic is implemented. Thus, parallelism can be applied in the hyperheuristic
and in the metaheuristics, with a total of four parallelism levels, but it will be preferable to
parallelize at a high level, and normally parallelism is applied only in the hyperheuristic.

4 Modelling and auto-tuning of the shared-memory param-
eterized scheme

To reduce the execution time it is necessary to select the values of the parallelism parameters
(ThreadsIni, ThreadsCom, ThreadsImp and ThreadsInc) appropriately, which means a
model of the execution time must be obtained for each function, and the number of threads
of a loop or the number of threads in the first and the second parallelism levels must be
established. So, the value of some parameters (20 in our experiments with GRASP, Scatter
Search, Genetic algorithms and Tabu Search as basic algorithms) must be selected, and an
auto-tuning methodology is systematically applied. A scheme of the auto-tuning process is
shown in Figure 1. It is divided in three phases:

- Application Determination
of the of the
ler| autotuning parallelism
technique parameters in
the model
Creation of
the routine | 4
and the Constants of Execution
model the model with the
for the q selected
problem parallelism
and system parameters

Figure 1: Phases of the auto-tuning process

o [irst phase: Design. The routine is developed together with its theoretical execution
time. A model is obtained for each basic routine. Because two types of parallelism
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have been identified in these routines, two basic models can be used, one for one-level
routines and another for nested parallelism. For example, the generation of the initial
population in function Initialize with an initial number of elements in the reference
set IN EIni can be modelled:

ky - INEIni

+ky-p 1
p P (1)

t1level =
where k, represents the cost of generating one individual; k, the cost of generating
one thread; and p is the number of threads. And the improvement of a percentage
PEIIni of the initial elements with an intensification (extension of improvement for
each neighbour) I1EIni is modelled:

ki - INEIni-PEIIni-IIEIni
%

t2—levels = n 113;) +k 1 °DP1 +k 2" D2 (2)

where k; represents the cost of improving one element; k,1 and kj2 the cost of gen-
erating threads at the first and second level; and p; and ps the number of threads at
each level.

For each of the other basic functions in Algorithm 2, the corresponding metaheuristic
parameters are determined, and the model of the execution time is obtained as a
function of those parameters and the parallelism parameters (the number of threads
to select to be used in each routine and subroutine).

e Second phase: Installation. When the shared-memory parameterized scheme is being
installed in a particular system, the value of the parameters influenced by the system
are estimated. The parameters ky, k;, kp, kp1 and kp2 used in step 1 are some of
those parameters, as are the corresponding parameters for the other basic routines in
Algorithm 2. We summarize the results of the installation of the scheme in an HP
Integrity Superdome SX2000 with 128 cores of Intel Itanium-2 dual-core Montvale
with shared-memory. The optimum number of threads varies with the number of
elements, and we are interested in the selection at running time of a number of threads
close to the optimum. The model in equation 1 is used, and parameters k, and
k, in the model are obtained by least-squares for a one-level routine, with a small
number of elements (in order to have low installation time). In the experiments with
a hyperheuristic with INEIni = 5, the values obtained are k, = 5.77 - 107! and
k, =4.91- 1072, all in seconds.

For a two-level routine, like the routine to improve elements after the initial generation
or after combining or mutation, the values of the parallelism parameters are obtained
by least-squares with experiments with parameters for the hyperheuristic IINEIni =
10, PEIIni = 100 and I1EIni = 1. The results are k; = 1.21, kp1 = 1.04 - 101
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and kp2 = 9.89 - 1072 seconds. By substituting these values in the theoretical model
of the execution time (equation 2), the behaviour of the routine in the system is well
predicted, as can be seen in Figure 2, where the theoretical and experimental speed-
ups in the improvement of the initial population are represented for the hyperheuristic
parameter combination IN Elni = 50, PEIIni =50 and I1EIni = 1.

e Third phase: Erecution. At execution time the number of threads in each basic func-
tion is selected from the theoretical execution time (equations 1 and 2) with the values
of the hyperheuristic parameters being those of the hyperheuristic we are experiment-
ing with and the values of the system parameters those estimated in the installation
phase. The number of threads which gives the theoretical mimimum execution time is
obtained by minimizing the corresponding equation after substituting in it the values
of the hyperheuristic and system parameters. For example, for the initial generation

of the reference set:
k
Popt. = | 7~ - INEIni =3.43-VINEIni (3)
P k
P

and for the improvement of the generated elements:

Plopt. = 4.79-10"" - /INEIni - PEIIni - IIEIni (4)

P2opt. = 5.05- 107 - VINEIni - PEIIni - IT1EIni (5)

To validate the auto-tuning methodology the optimum number of threads and the
maximum speed-up achieved are calculated from the model for different hyperheuristic pa-
rameters using the system parameters obtained in the installation. Tables 1 and 2 compare
the results for the initial generation of the reference set and for the improvement of ele-
ments for two parameter combinations. The number of threads selected with the auto-tuning
methodology is not far from the experimental optimum and, as a consequence, the speed-up
achieved with auto-tuning is not far from the maximum and the auto-tuning methodology
is useful for the reduction of the execution time of hyperheuristics, which have a high cost
caused by the application of a large number of metaheuristics.

We can compare the results obtained for the hyperheuristic using the auto-tuning
metodology with those achieved when directly applying individual metaheuristics to a prob-
lem of optimization of electrical costs. Since the metaheuristic scheme is the same, similar
results would be expected in both cases, although there may be differences due to different
implementations. For example, in the improvement function of the MS, the second level
was used to start more threads to work on the improvement of the fitness function (more
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Speed-up

experimental ~ +
theoretical ~ x

Figure 2: Theoretical and experimental speed-ups when varying the number of threads of the first
and second level of parallelism for one parameter combination in a two-level parallel routine when
applying the HMS.

Table 1: Speed-up and number of threads for IN EIni = 20 and 100 in the one-level parallel routine
when applying the HMS. Optimum experimental values (optimum), values obtained with auto-tuning
(model) and experimental speed-up values obtained from threads given by model (opt.-mod.).

threads speed-up
INFEIni optimum model optimum model opt.-mod.
20 22 15 11 8 8
100 24 34 12 17 12
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neighbours are analysed) but not to reduce the execution time, from which the number of
threads of second level could be taken as constant. So, in this case the model is slightly
different. In the function of the initial generation of elements there are no differences in
the implementation. The behaviour of the one-level routine when applying the MS was well
predicted, as can be seen in Figure 3, where the theoretical and experimental speed-up are
represented.

Tables 3 and 4 compare the results for the initial generation of the reference set and
for the improvement of elements for two parameter combinations using the MS. As in the
case of the HMS, the number of threads and the speed-up selected with the auto-tuning
methodology was not far from the experimental optimum. It can be seen that the technique
applied for MS is also valid for HMS.

Table 2: Speed-up and number of threads for other two parameter combinations in the two-level
parallel routine when applying the HMS. Optimum experimental values (optimum), values obtained
with auto-tuning (model) and experimental speed-up values obtained from threads given by model
(opt.-mod.).

threads 1-level threads 2-levels speed-up
INFEIni PFEIIni IIEInt optimum model optimum model optimum model opt.-mod.
50 50 1 9 6 8 7 14 15 11
100 50 1 9 8 4 9 15 24 14

Table 3: Speed-up and number of threads for IN EIni = 100 and 500 in the one-level parallel routine
when applying the MS. Optimum experimental values (optimum), values obtained with auto-tuning
(model) and experimental speed-up values obtained from threads given by model (opt.-mod.).

threads speed-up
INFEIn: optimum model optimum model opt.-mod.
100 55 35 22 18 21
500 64 78 44 39 44
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Figure 3: Theoretical and experimental speed-up when varying the number of threads for three
parameters in a one-level parallel routine when applying the MS.

Table 4: Speed-up and number of threads for other parameter combinations in the two-level parallel
routine when applying the MS. Optimum experimental values (optimum), values obtained with auto-
tuning (model) and experimental speed-up values obtained from threads given by model (opt.-mod.).

threads speed-up
INFEIni PFEIIni IIEInt optimum model optimum model opt.-mod.
100 50 10 30 26 15 11 13
500 100 5 32 59 29 27 29
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5 Conclusions and future work

The auto-tuning methodology previously applied to parameterized shared-memory meta-
heuristic schemes can be applied to hyperheuristics based on metaheuristic schemes. The
auto-tuning in this case offers additional difficulties to those in previous works, but the
benefit is more apparent, due to the large execution time of the resulting hyperheuristic.
The applicability of the methodology has been shown with a problem of minimization of
electricity consumption in wells exploitation and in a large shared-memory system. The
methodology provides satisfactory values for the number of threads to use in the applica-
tion of the parallel hyperheuristic, which has been shown for two basic functions in the
hyperheuristic scheme, but the auto-tuning works the same way for the other functions.

The auto-tuning methodology has not yet been integrated in the metaheuristic scheme,
and this is the most immediate step. Another possibility to improve the application of the
hyperheuristic is to determine search ranges for each metaheuristic parameter, so reducing
the possible values of the elements in the metaheuristic with which the hyperheuristic is
implemented.

Similar parameterized, parallel metaheuristic schemes together with the corresponding
auto-tuning methodology should be developed for message-passing or GPU, which may be
preferable for the application of hyperheuristics with large reference sets or with a high cost
of the fitness function (application of the underlying methodologies).
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Abstract

In this work, we study the impact of renumbering the cells of unstructured triangu-
lar finite volume meshes on the performance of CUDA implementations of several finite
volume schemes to simulate two-layer shallow water systems. We have used several
numerical schemes with different demands of computational power whose CUDA im-
plementations exploit the texture and L1 cache units of the GPU multiprocessors. Two
different reordering schemes based on reducing the bandwidth of the adjacency matrix
for the volume mesh have been used. Several numerical experiments performed on a
Fermi-class GPU show that enforcing an ordering which enhances the data locality can
have a significant impact on the runtime, and this impact is higher when the numerical
scheme is computationally expensive.

1 Introduction

Currently, Graphics Processing Units (GPUs) are being used extensively to accellerate con-
siderably numerical simulations in science and engineering. These platforms make it possible
to achieve speedups of an order of magnitude over a standard CPU in many applications and
are growing in popularity [16]. In particular, GPUs have been used in many applications
based on finite volume numerical schemes [1, 2, 3, 7]. Currently, most of the GPU imple-
mentations of numerical schemes are based on the CUDA framework [14] which includes
an extension of the C/C++ language to facilitate the programming of NVIDIA GPUs for
general purpose applications.
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Although the performance of finite volume computations for unstructured meshes could
be substantially improved by using GPU platforms, the irregularity of the memory access
patterns hampers this goal.

Obtaining high performance on a CUDA-enabled GPU implementation of unstructured
mesh computations is not easy because mesh data cannot be easily laid out so as to enable
coalescing [15]. However, the renumbering of the data cells of a mesh has proved to be an
important way to improve the performance in parallel numerical computations which work
on unstructured meshes [4] because a suitable data ordering optimizes the cache usage. In
GPU, this approach could be possible if the ordering enables enough locality to use textures
and to improve the L1 cache usage.

In modern CUDA-enabled GPUs, reads from texture memory are cached in a manner
that preserves spatial locality, meaning that data reads from nearby points in space will
possibly be cache hits. On the other hand, in Fermi class GPUs, the same on-chip memory
can be dedicated mostly as L1 cache for each kernel call to reduce bandwidth demand [15].
A better access to texture and global memory can be achieved by renumbering the elements
in an unstructured mesh such that the elements nearby in the mesh remain nearby in texture
and global memory, enabling a better exploitation of the texture and L1 cache. Thus, one
can obtain substantial performance improvements without changing the code.

In this paper, we study the impact of renumbering the cells of unstructured triangular
finite volume meshes on the GPU performance for CUDA implementations of several finite
volume two-layer shallow water solvers. These CUDA solvers have been implemented to
take advantage of the texture and L1 cache units of a Fermi-class GPU, and exhibit different
numerical intensity profiles. In order to apply a cell reordering which enhances the data
locality, two reordering schemes based on reducing the bandwidth of the adjacency matrix
for the mesh are used. Our goal is to evaluate the effect of these reordering techniques on
the runtime of the finite volume CUDA solvers.

The outline of the article is as follows: the next section describes the underlying math-
ematical model and presents three finite volume numerical schemes to solve it. In Section
3 the CUDA implementation of the schemes is briefly described. Next, two bandwidth
reduction techniques which will be used as renumbering strategies are introduced in Sec-
tion 4. Section 5 shows and analyzes the performance results obtained when the different
CUDA solvers are applied to two test problems on a NVIDIA GTX 580 GPU using different
ordering strategies. Finally, conclusions are drawn in Section 6.

2 Mathematical model and numerical schemes
The two-layer shallow water system [5] is a system of partial differential equations which

governs the 2d flow of two superposed immiscible layers of shallow fluids in a subdomain
Q) C R?. This system has been used as the numerical model to simulate ocean and estuarine
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currents, oil spills, ... and has the following form:
ow  0F; o0F» oW oW OH OH
—+ — — (W) =B1(W)—=— + Bs(W)—— W)— W)— 1
o e W)+ G2 = BUW) T+ Ba(W) T i W) G0+ Sa0) 5 (1)

T
WhereWZ(h1 Nz Ny h2 @ QZ,y) )

@ 1 q1,2q1 % 1 42,292
Fl W _< g _ hQ T Y L - h2 »L Y
(W) 1,z Iy + 29 LT Q. Ty + 29 5

Fo(W) = Q2q1,y q%,y L o 92,292,y q%,y L oy
2( )_ q1,y 7h1 h—1+§gh1 92y By 72+§gh2

Sk W)= (0 ghi2—k) ghi(k—1) 0 gha(2—k) gha(k—1))", k=12

0 0 0
By(W) = ( ooy ) PV) = | —gm(2-%) 0 0 |, 1=12
2k —ghi(k—1) 0 0

Index 1 in the unknowns makes reference to the upper fluid layer and index 2 to the
lower one; g is the gravity and H(x), the depth function measured from a fixed level of
reference; r = p1/ps is the ratio of the constant densities of the layers (p1 < p2) which,
in realistic oceanographical applications, is close to 1. Finally, h;(x,t) and g;(x,t) are,
respectively, the thickness and the mass-flow of the i-th layer at the point  at time ¢, and
they are related to the velocities w;(x,t) = (u; (2, 1), uiy(x,t)), i = 1,2 by the equalities:
qi(z,t) = ui(x, t)h(x,t), =12

To discretize System (1), the computational domain D is divided into L cells or finite
volumes V; C R?, which are assumed to be triangles. Given a finite volume V;, N; € R? is
the barycenter of V;, X; is the set of indexes j such that Vj is a neighbour of V;; I';; is the
common edge of two neighbouring cells V; and V}, and |I';;| is its length; ni; = (9ij,2, ij,y)
is the unit vector which is normal to the edge I';; and points towards V; [5] (see Fig. 1).

Common edge ['ij

Volume state vector

Figure 1: Finite volumes
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Assume that the approximations at time t", W (i = 1,...,L), have already been
computed. To advance in time, with At™ being the time step, all the numerical schemes
which will be used have the following general form:

At"
Vil

Wit = Wit - > Tyl Fy (W, W', H;, Hy) (2)
JEN;
where |V;| is the area of V;.

The computation of Fy; (W], W1, H;, H;) € RS in (2) depends on the particular nume-
rical scheme. Here, three different numerical schemes will be presented: the classical Roe
scheme [5], the IR-Roe scheme [2] and the PVM-IFCP scheme [6].

To compute the n-th time step, the following condition can be used:

.. .. -1
A — min {[Zjewrmn Dy |oo} } -

i=1,...,.L 2y | Vi |

where 7, 0 < v < 1, is the CFL (Courant-Friedrichs-Lewy) parameter.

2.1 The classical Roe scheme

In the classical Roe scheme, F;; (herein called FZ-};-”OE 7) is computed as follows:

Hz)) + FTlij (Wzn) )

=
Hj - Hl)) - ij(W]n) .

)

FEOP (W WP i Hy) = P (A (W) = W)

)

FHROE (W WP, H;, Hy) = P (Aiy (W) = W) = Si; (H
-8

ij (

Fi]}OE7 and F;?OEJF are the contributions of the edge I';; to the state of the volumes
V; and Vj, respectively, where Fy, (W) = F1(W)n;j . + Fo(W) 5, and Ho = H(N,) with
a=1i,j. Ajj € R®*® and S,;; € R® depends on W/* and W (see [5] for more details). The
matrix Pf; is calculated as:

1
SKij - (I £sgn(Dij)) - K

+
Pij:2 %]

where I is the identity matrix, sgn(D;;) is a diagonal matrix whose coefficients are the sign
of the eigenvalues of 4;;, and the columns of K;; € R®*® are the associated eigenvectors
(see [5] for more details).

2.2 The IR-Roe scheme

The IR-Roe scheme exploits that system (1) verifies the property of rotational invariance
(see [2] for more details) to reduce the computational costs without losing excessive accuracy.
The resultant formula for sz; (herein called FZ»IJ»R_ROE jE) reads as follows:
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T
FigRiROEi:T’;ifl [(q)if>[1] ((I)’i“j)[z] ((I):fj)m ((I)i‘f)[a] ((I)’i“ﬂ')[zx] <@:i-)[2]} '

where:

1 0 0

R, 0
° Ty = ( o, R ) Ry =1 0 Mije iy
T 0 —Mijy Nija

° (@#ﬁ) . is the [-th component of the vector <I>;—Lh,j € IR* which is defined as follows:

@, =P (F(Wy ) —FWy. ;) — By — Sij (Hj — Hi) ) + Fa(Wyy )
oy =P (F(Wp )~ FuWE )~ By — S (Hy — Hy) ) — FL (W2 ).
Here Pg = 2K - (I £ sgn(Dyj)) - K !, where I is the identity matrix, K;; is the

matrix whose columns are the eigenvectors of a Roe matrix A;; € R4X4 which de-
pends on Wy ; and Wy . (see (2] for more details), being Wy, = Ty, , Wg (o =

52
7). sgn(Dij]) is the diagonal matrix whose coefficients are the signs of the ei-

genvalues of Aj;. Fi(Wg ) = Fi(Wy . o)p245 and Sy = kS’l(I/VmMJ)[LQ’4 5

Bij = (Bl(W,’;] i) (Wf;”,] W,%}J)[l o (a =1,7), where Wz is the 'Roe in-
termediate state’ corresponding to Wy ; and Wy (see [5] for more details), and
Wi, . iy) 1s the vector defined from vector W, using its i1-th, ..., is-th components.

T
+ — * — * .
o q)nl =F [((I)mj) n ulﬂ?fj (@W) 5 u2,nfj] ;where uy , is defined as follows:

ij g

(73,
ig ") (k(k+2)]
; G I

UZnJ_ = N e
(”J;)Ww Otherwise
k,j

2.3 The PVM-IFCP-scheme

The PVM (Polynomial Viscosity Matrix) schemes are a family of numerical schemes for
non conservative hyperbolic systems [6] which are defined in terms of viscosity matrices
obtained from the polynomial evaluation of a Roe matrix. The main advantage of these
methods is that they only need some information about the eigenvalues of the system and
the spectral decomposition of the Roe matrix is not needed unlike the previous schemes.
For a PVM scheme, F}; (W" W" , H;, H;) is obtained by applying a similar process to

that described in 2.2 to derlve .7-" 11RO . However, the flux (I)ij is obtained by:
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_ 1
O, = 5 (FiWay ) = Fr(Way,0) = By = Sy (H; — Hy)

1
Cn = 5 (fl(ij,j) — F1(Wh,;.i) — Bij — Sij (Hj — Hi)

+ Qij ((WTMJ - ij7i)[1,2,4,5] - A;jlsij (Hj - Hl)) ) -F (W"m ,j) ’ (4)

where F1(Wy,;) and B;; are defined in 2.2. Qy; is the viscosity matrix defined as Q;; =
aéjI + aij.AZ-j + ang?j + ...+ Oé;j.Aéj, where [ is an identity matrix and azj, k=0,...,1,
are particular coefficients of the PVM scheme.

The PVM-IFCP (Intermediate Field Capturing Parabola) scheme [9] is defined by the

coefficients oy, k = 0, 1,2, obtained by solving the following system:

1 /\1 (A1)2 (7)) ‘)\1‘
1 )\n ()\4)2 a1 - ‘)\4‘ (5)
1 Xint  (Xint)? Qo | Xint|

being A\ < A2 < A3 < A4 the eigenvalues of the matrix 4;; and

sgn(A1+Ag)  si( A1+ Ag) #O

Xint = Seat * 212%)(3(|)\1|) with Sezt = { 1 otherwise

The choice of these coefficients provokes that this scheme is linearly L°° stable with the
aforementioned CFL condition (see Equation (3)).

3 CUDA implementation of the schemes

The general structure of the CUDA implementation of the three numerical schemes exposed
in Section 2 is the same for all the schemes. This implementation is a variant of the
implementation described in [7], Section 7.3 and [2], Section 5. The general steps of the
implementation are depicted in Figure 2. Each step executed on the GPU is assigned to a
CUDA kernel. Next, we briefly describe each step:

- Build finite volume mesh: Volume data is stored in two arrays of L float4
elements as 1D textures, where each element contains the data (state, depth and area) of a
cell. We have used textures because each edge (thread) only needs the data of adjacent cells
and texture memory is especially suited for each thread to access its closer environment in
texture memory by exploiting the texture cache. Edge data is stored in two arrays in global
memory with a size equal to the number of edges: an array of float2 elements for storing
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(CPU GPU

Input data

. + . | [ Edge Processing
Build finite 2
Volume mesh 4
— Obtain Ati for
Compute initial At each volume

While (t <tynq) >

l Edge Processing ] N [Obtain minimum At]

Obtain Wi and Ati for
each volume
t=t+4t > Obtain minimum At

Figure 2: Structure of the CUDA Implementation for all the schemes

the normals, and another array of int4 elements for storing, for each edge, the positions of
the neighboring volumes in the volume textures and the positions of the two accumulators
where the edge must write its contributions to the state of the neighboring volumes.

- Edge Processing: In this step each thread represents an edge I';;, 4,j€1,...,L,
and computes the contribution F; of the edge to their adjacent volumes V; and Vj. This is
the most costly computation phase and the particular calculations performed in this step
depends on the particular numerical scheme.

The threads contribute to a particular cell by means of six accumulators, each one being
an array of L float4 elements stored in global memory (see [7] for more details). The
ordering of the elements at each accumulator matches with the ordering of the elements in
the volume data array.

- Compute W; and At; for each volume: In this step, each thread represents
a volume and computes the local At; of the volume V; in accordance with (3) and also
updates the state W; of that volume in accordance with (2) (see [7] for more details).

Since the 1D textures containing the volume data are stored in linear memory, we
update the textures by writing directly into them.

- Obtain minimum At¢: This phase finds the minimum of the local At; of the volumes
by applying the most optimized kernel of the reduction sample included in the CUDA
Software Development Kit [14]. The global step size At obtained will be used in the next
iteration.

4 Reordering techniques based on bandwidth reduction

Many algorithms to reduce the bandwidth of a sparse symmetric matrix have been published
in the literature. The Cuthill-McKee [8] and the Gibbs, Poole and Stockmeyer (GPS) [11]
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algorithms are two of the most popular. The Reverse Cuthill-McKee algorithm (RCM) [10]
is a modification of the original algorithm where the resulting index numbers are reversed.
RCM algorithm usually generates a more reduced profile than the original algorithm and
consequently is most widely used.

Note that the application of a bandwitdh reduction algorithm to reorder the elements
of the volume arrays enables adjacent volumes in the mesh to be in closer positions in the
arrays which store the volume data. As a consequence, these algorithms can improve the
data locality and enable an optimization of the cache usage. In this work, we will analyze
the impact of ordering the mesh cells according to RCM and GPS algorithms.

5 Numerical Experiments

In this section we will study how the ordering of the volumes in the arrays which store
the volume data affects the GPU execution times obtained with different solvers. We will
consider two test problems:

Test 1 This test consists in an internal circular dambreak problem in the [—5, 5] x [—5, 5]
domain. Depth is given by H(z,y) = 6 and the initial condition is:

W0(x,y) = (ha(z,y), 0, 0, ho(z,y), 0, 0)', where

0.5 otherwise ’

4.0 if /22 2>1.5
hl(fL‘,y) - { 1 - +y hg(l’,y) =H — hl(x7y)

The ratio of densities is r = 0.5 and CFL paramenter is v = 0.9.

Test 2 This test represents two unstable water layers in the [—5,5] x [—5,5] domain.
Depth function is H(z,y) =1—1.5- e~**~¥” and the initial state is:

Wio(x,y):(hl(x,y), 0, 0, ho(x,y), O, O)T, where

Moy — § 40 iz >0 o y) — § 05 20
WY =N 05 otherwise * 2PY T Y 40  otherwise

The ratio of densities is 7 = 0.98 and CFL parameter is v = 0.9.

For both test problems, the simulation time is 0.1 seconds and wall boundary conditions
(g1 -m =0, g2-m = 0) are considered. All the CUDA programs have been executed on
an Intel Xeon server with 8 GB RAM containing a GeForce GTX 580 card and the GNU
compiler has been used to derive the executables. We assign a size of 48 KB to L1 cache
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and 16 KB to shared memory in all the kernels excepting the kernel used to obtain the
minimum At. The edge processing kernel has been executed using a one dimensional grid
of blocks with a blocksize equals to 64 threads.

Classical Roe IR-Roe PVM-IFCP
Volumes | MATLAB RCM GPS MATLAB RCM GPS MATLAB RCM GPS
4000 0.069 0.072 0.071 0.020 0.022 0.021 0.0048 0.0050 0.0050
16000 0.44 0.38 0.43 0.092 0.081 0.084 0.020 0.024 0.023
64000 3.13 2.36 2.71 0.65 0.51 0.57 0.14 0.15 0.15
256000 22.91 15.12 17.04 4.68 3.26 3.70 1.01 1.00 1.04
1024000 | 167.2 99.98 108.9 33.97 21.34 23.70 7.81 7.47 7.69
2080560 | 625.6 384.6 480.0 127.1 78.58 94.61 29.37 27.98 28.74

Table 1: Execution times in seconds for test 1 before and after applying the RCM and GPS
algorithms using a GeForce GTX 580.

Classical Roe IR-Roe PVM-IFCP
Volumes | MATLAB RCM GPS MATLAB RCM GPS MATLAB RCM GPS
4000 0.059 0.061 0.061 0.022 0.021 0.021 0.0042 0.0045 0.0044
16000 0.37 0.34 0.37 0.11 0.089 0.098 0.017 0.020 0.020
64000 2.71 2.19 2.44 0.79 0.53 0.59 0.11 0.12 0.12
256000 20.97 14.80 16.46 6.06 3.31 3.82 0.85 0.86 0.88
1024000 | 166.9 103.5 113.4 46.07 21.35 24.48 6.73 6.37 6.56
2080560 | 623.8 395.7 502.2 169.2 75.40 100.3 25.15 23.40 24.93

Table 2: Execution times in seconds for test 2 before and after applying the RCM and GPS
algorithms using a GeForce GTX 580.

We have generated several triangular meshes using the Partial Differential Equation
Toolbox for MATLAB [13]. In order to compare the different orderings of the volume
arrays, we will execute the single precision CUDA programs of the classical Roe, IR-Roe
and PVM-IFCP schemes using the two former test problems and three different volume
orderings: the original provided by MATLAB and the resulting of applying the RCM and
the GPS algorithms to the original meshes. The symrcm MATLAB function and the Fortran
code given by the 582 TOMS algorithm [12] have been used to apply the RCM and GPS
algoritms, respectively.

For all the volume orderings, Tables 1 and 2 show the GPU runtimes in seconds for tests
1 and 2, respectively, Figure 3 shows the time reduction obtained with all the numerical
schemes and test problems, Figure 4 depicts graphically the adjacency matrices of the 4000
volumes mesh, and Table 3 shows the bandwidth of the adjacency matrices of all meshes.

We can see that, for the biggest meshes, the RCM ordering has given the best runtimes
in all cases. Specifically, with the classical Roe and IR-Roe schemes, execution times have
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Figure 3: GPU time reduction obtained with respect to the original meshes provided with
MATLAB: (a) Test 1; (b) Test 2.

Number of volumes \ MATLAB RCM GPS

4000 3786 73 62
16000 12000 147 126
64000 48000 294 249

256000 192000 598 500
1024000 768000 1206 1004
2080560 1996159 1728 1378

Table 3: Bandwidth of the meshes before and after applying RCM and GPS algorithms.

reduced approximately between 37 and 55 % for the meshes with more than one million
volumes in both test problems, whereas using the PVM-IFCP scheme the runtimes have
reduced the 5 %. The GPS ordering, although providing a lower bandwidth than RCM, has
given worse execution times than RCM for the biggest meshes in all cases.

6 Conclusions

The performance optimization of finite volume shallow water solvers for unstructured meshes
running on GPUs has been dealt. The reordering of the volumes in the arrays which store
the volume data in GPU by using bandwidth reduction techniques makes it possible to
reduce substantially the execution times obtained because the L1 and texture cache usage
is optimized. The highest reduction has been achieved achieved when the reverse Cuthill-
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Figure 4: Adjacency matrices for the mesh with 4000 volumes before and after applying
RCM and GPS algorithms. nz denotes the number of non-zero elements: (a) original mesh
obtained with MATLAB; (b) after applying RCM; (c) after applying GPS.

McKee ordering is applied to these arrays and we obtain an improvement of 5 to 55%
approximately in the GPU simulation times (depending on the numerical scheme) with
respect to the ordering provided when the volume mesh is generated by the MATLAB PDE
toolkit. The impact seems to be higher when the numerical intensity of the solver and the
problem size grow.
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