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Abstract

Data Assimilation can be used to achieve patient specific simulations of the blood
flow. Integrating the data from medical imaging into the simulations can be done
through an optimal control problem. We present an approach for this problem which
includes dealing with the non-Newtonian character of the blood and WSS measurements.
We finally present some numerical results for this approach.

Key words: blood circulation, non-Newtonian, optimal control

1 Introduction

The collaboration between the medical community and scientists offers an exchange of
knowledge and data information between both strands. Such data can be used by the
researchers in the numerical simulations to predict blood behavior under healthy or disease
conditions. This process is called Data Assimilation. Although different techniques can
be considered, in [3, 4] it has been shown that the so called variational approach can lead
to better results when in the frame of hemodynamics modeling. Here we present some
advances in this direction.

In the vascular system, one of the most frequently disease we can observe is the partial
obstruction of the vessels, reducing the diameter which commits the normal behavior of the
blood circulation. It is already known that hemodynamical issues can affect the progression
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of this and others pathologies through the action of the shear stress exerted by the blood
flow on the vessels walls, although it’s influence is not fully known yet (see [1, 2]).

In normal situations the blood flow has a Newtonian behavior in most parts of the
arterial system. In fact, when non-Newtonian effects are observed it may indicate that
some abnormality can be occurring. Some blood effects can be observed, for instance stable
recirculation of the flow downstream a stenosis or inside a saccular aneurysm. In such
cases is important the study of non-Newtonian behavior as well as shear-thinning viscosity,
thixotropy and eventually the yield stress of the blood.

In the same sense, it is believed that the development of aneurysms and its consequently
rupture is also related to local hemodynamical factors and vessels structure. The size of
the vessels, its radius, curvature and branching plays a role in the growth and rupture
of the aneurysm. Some parameters like the wall shear stress (WSS) can also give some
information about a patient condition. The WSS is measured in the vessel wall and high
values are associated to disease conditions.

In Section 2 we define an control problem describing the data assimilation process, for
a non-Newtonian dynamics. We use the inlet boundary condition as the control. In Section
2 we present some numerical results for solution of such an optimal control problem.

2 State equation and control problem formulation

We deal with generalized steady Navier-Stokes equations given by

—div (T(Dy)) + (v - V)y + Vp = f (1)

with the divergence free condition
divy =0,

both defined in a domain 2 where the unknowns are the velocity field y and the pressure
p, T is the viscous stress tensor is represented by

7 = 2u(¥) Dy, (2)

where p is the kinematic viscosity and + is the shear rate given by

= |/ 29+ (V3)7) (93 + (V)7)

and D is the strain tensor
1 T
Dy = 5(Vy +(Vy)").

The model considered for viscosity is the generalized Cross model given by

p(¥) = poo + % (3)
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where a,b, A\ > 0. The constants g and p are the asymptotic viscosity values at zero and
at infinite shear rates.

Our purpose is to minimize the difference between the computed state variable and the
data observations y, registered a priori in part of the domain in such a way to capture the
the correct behavior of the blood in the proposed domains. We intend to control the inlet
boundary by introducing a Dirichlet control and to compare the obtained results with the
data observations. The control problem can be formulated as

min J(y,u) :wl/ |y—yd|2d1:+w2/ |Vu|2d:c+w3/ \WSSm—WSSmd|2d$.

Qpa'rt an Fwall
(4)
subject to
—divt+ (y-V)y+Vp=f inQ
divy =0 in €,
y=0 on I'yau (5)
y=u in I';,
—vVy -n+pn=>0 in Ioye.

The constants w1, wy and w3 are weights to balance the integrals in the cost function, y4
represents the data observations collected in a previous chosen part of the domain 2, named
Qpare. The WSSm is the magnitude of the WSS and the W SSmy is the data magnitude
of the WSS both computed in the surface of the domain.

The WSS is the tangential stress exerted by the fluid in the vessels wall and is given by

WSS =0, — (0, -n)n (6)

Where ¢ = pl — 7, n is the outward normal to the wall surface, o, is the normal
component of the stress tensor.

3 Numerical results

After discretizing the optimal control problem using finite element methods we obtain a
finite dimensional optimization problem corresponding to 35934 degrees of freedom. We
solve this problem by a Sequential Quadratic Programming approach. We generate the
data by solve the model using a Poiseiulle profile with the following parameter

o = 0.004 Pa.s, jiso = 3.6 Pa.s
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a=123 b=064, I\=82s
Up = 0.0662m/s, p=1059 Kg/m?.

where Uj is the maximum velocity at the inlet.
We use an idealized geometry representing a stenosis. The velocity is represented in
Figure 1.

Figure 1: Non-Newtonian case: velocity contour highlighting a circulating region after the stenosed area

We chose to observe the data at the sections represented in Figure 2.

Figure 2: Qpart representation

We test different values of wq, we and ws. We show the results for such tests in Tables
1, 2 and 3. There Y =y —yg and W = WSSm — WSSmg. The final cost function (CF)
is also represented. We remark that for ws = 0 since no regularization term is present,
the the corresponding cost J is minimized but the control is not the expected one. When
w3z # 0 we see that the first term in the cost J has a fundamental role in approximating the
solution y from the data y4. We see however that including the second term for the WSS
improves the approximation.
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Table 1: Cost functions components values fixing wy = 1e® and ws = 1le™3 and varying wi,
non-Newtonian problem.

W = (w1, ws,ws) H fgpa” [Y|? ‘ waau

(0,1€5,1e73) 8.556603¢™% | 9.245164e 3.680136 | 0.00368022846896
(1e%,1e5 1e7%) 9.201587 12 1.601673¢1¢ 3.767962 | 0.00376888268568
(1e5,1e5,1e73) || 9.965953e¢™'* | 4.340147¢~ '8 3.769641 | 0.00376974041077
(1e”,1e5 1e73) 1.011144e~ % | 6.587033¢~2° 3.769821 | 0.00376983073395
(1!, 1e5,1e73) || 1.014796e2' | 3.985640e—23 | 3.769841 | 0.00376984085014

WP | f IVul | CF

Table 2: Cost functions components values fixing wy and w3 and varying wo, non-Newtonian
problem.

o= @iwws) | fo WP o WP S (Yl | CF
(1€%,0,1e7?) 1.012988¢ ™1 | 1.855193¢ ' | 3.769638 | 0.00376973951987

(1e%, 1€, 1e73) 9.9713777 | 4.018386e7'® | 3.769641 | 0.00376974037362

(15,17, 1e73) || 9.964534e™'* | 4.425922¢72° | 3.769641 | 0.00376974041479

(1e5,1€'0,1e73) || 9.965343e 1% | 4.421446e7 2% | 3.769641 | 0.00376974041492

Table 3: Cost functions components values fixing wy and wy and varying ws, non-Newtonian
problem.

@ = (w1, wa, w3) H Jopu IV ‘ Joo WP ‘ Je,, IVul? ‘ CF
(1€, 1€%,0) 3.689777e7'¢ | 6.351068¢72% | 75.994451 3.689783¢~1°
(1e8,1e5, 1e72) 9.2202327 12 | 1.523402¢7'* | 3.767958 | 0.03768881276207
(1e%,1€%,1e™1) || 7.593194e710 | 1.818445e~ 't | 3.753622 | 0.37613975336735
(1€, 1€%, 1e') 2.095783¢7¢ | 1.793444e™° 2.923831 | 33.1275360625329

4 Conclusions and future work

We propose an optimal control problem for the non-Newtonian model for blood flow that
solves the Data Assimilation problem on an idealized stenosis. We tested the different
parameters in the cost function to verify their influence in the approximation. In the future
we should deal with noisy data and apply this method to 3D models.
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Abstract

This paper presents an step towards applying the theory of discrete dynamical sys-
tems to the analysis of Concurrent Computing Systems. In order to do that, a restricted
model of Timed - Arc Petri Net, TAPN, where the labels of the arcs connecting places to
transitions are non-negative integer numbers, has been encoded as a discrete dynamical
systems, so defining the corresponding phase space, which has been endowed with the
evolution operator of the system.

Key words: Formal Computing Science, Timed-Arc Petri Net, Quasi-Pseudometric,
Discrete Dynamical System.

1 Timed-Arc Petri Nets

Given the TAPN N = (P, T, F,times) where:
e P is the finite set of places
e T is the finite set of transitions

e PN T = 0. In the classical representation of PNs, places are circles and transitions
are rectangles

e F'is the flow relation which relates places and transitions by arcs connecting them.
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e FC(PxT)U (T xP)

e dom(F) U cod(F)=PUT

times : F|pxp — IN

e M : P— IN is a Marking of N.

Markings of TAPNs are graphically represented by including in places either non-
negative integers so representing tokens with that age, or, nothing when there is no
token in that place.

Example 1. Fig. 1 shows the MTAPN which models the classical Producer/Consumer
problem with a buffer of capacity 1, where transition t1 represents “producing” an item so
lasting 5 units of time, to “putting” the item into the buffer immediately , t3 “removing” an
item from the buffer as soon as a token appears in places ps and pg, and, t4 “consuming”
the item so elapsing at least 4 units of time.

Figure 1: My of the TAPN modeling the Producer/Consumer with a single capacity buffer

Once elapsed 4 units of time, the new Marking can be seen in fig. 2:
One unit of time later is shown in figs. 3, 4 and definitively 5
Four units of time more have elapsed in fig. 6

Given a MTAPN (M, P, T, F, times) with P = {p1,...,pn}, a Marking M of it which
has m tokens in places p;,,...,p;,, (m < n) with ages x;,,...,x;, , will be codified by a
n-tuple containing in every i;-position j € {1...m} the age of the token in place p;; and
the remainder n — m positions contain §.
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Figure 2: My of the TAPN modeling the Producer/Consumer with a single capacity buffer

Figure 3: Mj of the TAPN 1
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Figure 4: M5 of the TAPN 2

Figure 5: Mj5 of the TAPN 3
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Figure 6: My of the TAPN

The codification of the MTAPN modeling the initial state of the classical Producer/Consumer
problem with a buffer of capacity 1, as shown in fig.1, appears enumerated as 1., so that,
the codification once elapsed i units of time appears enumerated as 7 + 1. as follows:

1. (0,0,0,0,0,0) ( see fig.1)
2. (1,0,1,0,1,0)
3. (2,0,2,0,2,0)
4. (3,0,3,0,3,0)
5. (4,0,4,0,4,0) ( see fig.2)
(a) (5,0,5,0,5,0) t; can be fired
(b) (,0,5,0,5,0) ts can be fired (see fig.3)
(c) (0,0,5,0,0,0) t3 can be fired (see fig.4)
6. (0,0,0,0,0,0) (see fig.5)
7. (1,0,0,1,1,0)
8. (2,0,0,2,2,0)
9. (3,0,0,3,3,0)

(a’) (47 (2)7 @7 47 4, @) t4 can be fired
10. (4,0,0,0,4,0) (see fig.6)
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Given a MTAPN (M, P, T, F, times), a transition ¢t € T is fired as soon as Vp € *¢, p
has an enabled token for .

A token in a place p € P (p € *t), xp, is enabled for that transition ¢ € T' when
xp > times(p, t).

Let N = (M, P,T, F,times) be a MTAPN and t € T":

o tis fired at M iff Vp € *t.x, > times(p, t)
e When t is fired at M and, consequently, marking M’ is reached, we denote M|t) M’

- M'(p) = M(p) —C~(p,t) + C*(t,p), Vpe P

_ [ x,  whenp €t x, > times(p,t) Nz, € M(p)
* Cpt) _{ ) otherwise

) whenp¢t®
+ _
* CT(tp) = { 0 otherwise

Thus, from each precondition place of ¢, the corresponding enabled token is removed,
and a new token (with age 0) appears on each postcondition place of ¢.

Let N = (M, P, T, F,times) be a MTAPN and R C T be a subset of transitions.
It is said that all transitions in R can be fired at marking M iff

Vt € RNp € *t.M(p) > times(p,t)

We would like to note that since a place can belong to the precondition set of more
than one different transition, a token in it could potentially be enabled for more than one
transition and, after firing one of them (transitions), more than one different marking can
be reached.

This fact has lead us to consider as Phase Space not the set of n-tuples of either natural
numbers or ()’s but the set of all its subsets, in order to properly capture these cases.

Moreover, as once a transition is fired there will appear tokens with age 0 in all its
postcondition places, that, potentially could be enabled for other (sometimes different)
transitions; we assume that when modeling the elapsing of a single unit of time, the Net
fires as much transitions (eventually sequentially ordered multisets of transitions) as possible
until no transitions can be fired, see figs. 3, 4 and definitively 5

The firing of a sequentially ordered multiset of transitions RR at the marking M until
no more transitions can be fired, as explained above, generates a new marking M’, so
denoted by M[RR)M’'. This represents the complete evolution of the Net without time
elapsing. Therefore, we call the evolution of the Net in a single step, the sequence of, first
aging all its tokens (increasing in 1 their ages) and then, completely evolve the marking
reached after such l-aging. It can be better understood in the codification of the example
of the Producer/Consumer.
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2 A restricted version of Timed-Arc PNs as Discrete Dy-
namical Systems

We have considered a slight variation of the well known Timed-Arc Petri Nets formalism,
that modifies the temporal behaviour of the time required for firing, which meanwhile in the
former it was uniformly randomly distributed in the time interval labeling each arc (p, t), for
the sake of fulfilling a compulsory restriction of Dynamical Systems, we have considered just
non-negative integers so labeling these arcs connecting places and transitions, thus resulting
the model with the dynamical behaviour previously explained within this paper.

The discrete dynamical system which encodes the MTAPN N = (M, P, T, F, times) is
the triple (X, 7, ®), where:

e X = P({IN,0}") is the set of all subsets of {IN,(}", being n the number of places of
the MTAPN. Note that IN could be changed by Z, and, () by a special value, as e. g.
—1, without loss of generality.

e 7 is the monoid NU {0}
e &:7 x X — X is the evolution operator ® verifying:

1. @(O,A) =A VAeX, ie, &g=1idyx
2. »(1,A)=B A,B € X where:
— A={z,...,z;} where z; € {IN,(0}" encodes Markings of the MTAPN N
- Vte{l...k} . xy =1+ th)capturing one unit@of time elapsed, in this way:
. when z;, =
Vil n} = 2 +1 otherwitée
- B=U\ B
— B, = U§~:1{y3 }, ie. the union of all (t) possible reachable markings from x;,
defined by z;[RR;)y] being RR; the maximal ordered multiset of transitions
of the net that can be fired from the marking z;

3. O(t,P(s,A)) =P(t+s,A) Vt,seT,VAe X

3 Conclusions and future work

We have presented a codification of a “urgent” version of Timed-Arc Petri Nets as a Discrete
Dynamical System.

Our next step is to provide this Phase Space with a metric such that would fit well
with the behavioral meaning of the this type of Timed PNs, and, that would give this
set a sound topological structure to analyze the key elements of the underlying Discrete
Dynamical System.

©CMMSE Page 819 of 1797 ISBN: 978-84-616-2723-3



MATHEMATICAL MODELING OF TIMED-ARC PETRI NETS AS DYNAMICAL SYSTEMS

Acknowledgements

This work has been supported by project CGL2010-20787-C02-02

References

1]

2]

D. K. ARROWSMITH AND C. M. PLACE, An Introduction to Dynamical Systems,
Cambridge University Press (1990).

J.W. BAKER AND E.P. VINK, A metric approach to control flow semantics,
Annals of the New York Academy of Sciences 806, 11-27 (1996).

J.W. BAKER AND E.P. VINK, Denotational models for programming languages: Ap-

plications of Banach’s fixed point theorem,
Topology Appl. 85, 35-52, (1998).

J.L. GuiraO, F.L. PELAYO AND J.C. VALVERDE, Modeling dynamics of Concurrent
Computing Systems,
Comput. Math. Appl. 61:5, 1402-1406 (2011)

J. HALE AND H. KoAK, Dynamics and Bifurcations,
Springer, New York, Heidelberg, Berlin, (1991).

P. HoLMES AND D. WHITEY, Bifurcations of one-and two-dimensional maps,
Phil. Trans. R. Soc. Lond. 311, 43-102 (1984).

G. A. PETRI, Communications with Automata,
Technical Report RADC-TR~65-377, New York University (1966).

J. RODRIGUEZ-LOPEZ, S. ROMAGUERA AND O. VALERO, Denotational semantics for

programming languages, balanced quasi-metrics and fixed points,
International Journal of Computer Mathematics, 85:3, 623 - 630 (2008).

S. ROMAGUERA AND M. SANCHIS, Applications of utility functions defined on quasi-

meltric spaces,
J. Math. Anal. Appl., 283, 219-235 (2003).

P. STEFAN, A theorem of Sarkovskii on the existence of periodic orbits of continuous
endomorphisms of the real line,
Commun. Math. Phys. 54, 237-248 (1977).

S. WIGGINNS, Introduction to Applied Nonlinear Systems and Chaos,
Springer, New York (1990).

©CMMSE Page 820 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 20135.

Real dynamics for damped Newton’s method
applied to cubic polynomials

J. M. Gutiérrez' and A. A. Magrendn'

L Department of Mathematics and Computation, University of La Rioja, Spain

emails: jmguti@unirioja.es, alberto.magrenan@gmail.com

Abstract

We study the dynamics of damped Newton’s methods applied to some degree three
polynomials. We consider a damping factor in the real line. We use in our study two
different techniques that allow us to demonstrate our results: the Lyapunov exponents
and the Feigenbaum diagrams. The conclusions drawn are that the inclusion of the
damping factor modifies significantly the dynamical behavior of the method.
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1 Introduction

In many areas related to the Applied Sciences one confronts the problem of solving a nonlin-
ear equation of the form f(x) = 0. The solutions of these equations can rarely be found in
closed form. That is why most solution methods are iterative. There exist lots of iterative
methods with different properties that allow us to solve this kind of equations, but the most
well-known and used is the Newton’s method, which has the following form:

o) s (1)

A ICO N
n

The study of the dynamics of the iterative methods attracts the attention of many
groups [1, 2, 3, 4, 5]. Our main goal in this paper is to study the real dynamics for a variant
of Newton’s method that it is called relazed Newton’s method (see [6]):

Tpy1 = T — M (z0)  f(2zn), n>0, AER. (2)
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It is well known that under adequate conjugations the dynamics of every cubic polynomial
is equivalent to the dynamics of

q(z) = 2° + azx + B. (3)

In this work, we are interested in polynomials with 5 = 0.
Let Ny, be the iteration function of damped Newton’s method applied to a cubic
polynomial of the form (3), with g = 0, that is

z((3=N)a2? +a(l - X))
N = .
ra(?) 312 + «
Then we can divide the study in the following cases:

1. If a =0, then )
N)\7q(l‘) = N)\70(:I,‘) = gfl)(3 - )\),

which is the damped Newton’s method applied to the polynomial py(z) = 3.

2. If a > 0, then

z((A=3)z?+1-2))
312 +1

which is the damped Newton’s method applied to the polynomial p, (z) = 23 + z.

Nig(2) = Ny 1 (2) =

)

3. If a < 0, then ( ) )
z((B=ANz"+A—-1
Nag(e) = Ny () = T T2,
3

which is the damped Newton’s method applied to the polynomial p_(z) = 2° — x.

The paper is organized as follows. In Section 2 we present the dynamical study of
the damped Newton’s method applied to po(x) = 23, in section 3 the dynamical study for

py(x) = 23 + 2 and in section 4 for polynomial p_(x) = 23 — z.

2 Damped Newton’s method applied to py(z) = 23

The polynomial py only has one triple root at = 0. We have that (2) has the following
form:

Nao(a) = —5a(~3 + )

which is a linear contraction for values of A € (0,6), so every point of the real line will
converge to the fixed point x = 0. For A\ = 6, method (2) is minus the identity so every
point will constitute a 2-cycle. Finally for values of A ¢ (0, 6], the iteration of every point
except the fixed point will diverge to infinity.
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3 Damped Newton’s method applied to p,(z) = 2° +x

In this case, p4 has only one real root at x = 0, and the method (2) has the following form:

z((3=Na?+1-X)

Since p/, (z) = 1+ 32?2 > 0 for all z, it follows that p4 has no critical points, hence
N p. (x) has no vertical asymptotes. Moreover, we obtain that the multiplier asociated
to the fixed point x = 0 is p = |1 — A| and so for values of A\ € (0,2) the fixed point is
atractor (super-atractor if A = 1). For values of A € (0,3) there exist 4 critical points and
for A € (3,4] there exist only two.

The dynamical behavior of the damped Newton method applied to polynomial py (z) =
x3 + x, is the following:

e If A <0, then the iterations of every point different of x = 0 diverge to infinity.

e If A € (0,2], 0 is an atractor fixed point and the iteration of every point converge to
it.

e If A € (2,6), 0 is a repulsor fixed point,and NN, ,, has an atractor 2-cycle which it
corresponds to the solutions of —2 + X\ — 622 4+ Az? = 0.

e If A > 6, then the iterations of every point different of x = 0 diverge to infinity.

4 Damped Newton’s method applied to p_(z) = 2° — x

In this case, p_ has three different real roots at + = 0, x = 1 and x = —1 and the method
(2) has the following form:
(3= Nz?+x—1)

—1 + 322

Nap_(z) =

Notice that Ny, (x) has 2 vertical asymptotes at « = :I:%g. Moreover, the multiplier
asociated to the every fixed point is 4 = |1 — A\| and so for values fixed points are atractor
for values of A € (0, 2)(super-atractor if A = 1). For values of A € (0, 1] there exist 4 critical
points and for A € (1, 3) there exist only two.

The dynamical behavior of the damped Newton method applied to polynomial p_(z) =
x> + x, is the following:

e If A < 0, then the iterations of every points distinct to ehe fixed points diverge to
infinity.
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If A € (0,2], 0,1 y —1 are atractor, and the iteration of every point converge to one of
them.

If X € (2,2.37064), the fixed points are repulsor. Moreover, Ny ,_ has atractor 2-cycles
which are the roots of (A — 3)22% — (A2 — 4\ +6)z? +4 = 0.

If A € (2.37064,2.4423), the fixed points are repulsor. Moreover, Ny, has atractor
cycles.

If A € (2.4423,2.72221) the fixed points are repulsor. The dynamics are chaotic.

If A € (2.72221,2.753), the fixed points are repulsor. Moreover, Ny, has an atractor
4-cycle.

If A € (2.753,6), the fixed points are repulsor. The dynamics are chaotic.

If X > 6, then the iterations of every points distinct to ehe fixed points diverge to
infinity.
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Abstract

In this talk, we present a parallel approach for numerically solving the Black-Scholes
equation in order to price European and American basket options. Therefore, hardware-
features of contemporary HPC computer architectures such as NUMA and hardware-
threading are exploited by a hybrid parallelization using MPI and OpenMP. Our ap-
proach is based on a sparse grid discretization with finite elements and makes use of a
sophisticated adaption. The resulting linear system is solved by a conjugate gradient
method that uses a parallel operator for applying the system matrix implicitly. Several
numerical examples as well as an analysis of the performance for different computer
architectures are provided.

Key words: Computional Finance, Option Pricing, High Performance Computing,
Sparse Grids

Extended Abstract

Typically, there is no closed form solution available when pricing basket options based on
the model of Black and Scholes. Hence, for determining the price of a basket, one has to
resort to numerical methods. Up to now solving these multi-dimensional option pricing
problems, Monte Carlo (MC) methods are widespread as the favorite method. They are
flexible, can be implemented in a straightforward way and handle multiple dimensions, but
they exhibit rather slow convergence rates. Several approaches based on variance reduction
techniques exist, improving the speed of convergence. Consider, for example, quasi MC
methods, control variate techniques, adaptive MC, or multi-level MC. But in recent years,
also PDE methods have been examined for financial problems reasoning the fast speed
of convergence compared to MC techniques which theoretically allows to obtain higher
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accuracies. Additionally, PDEs allow the fast computation of Greeks, that are needed for
hedging tasks, as an additional benefit. Unfortunately, up to now, PDE methods usually
can not compete against MC methods in three or more dimensions in terms of computing
time: the computations are rather costly and the PDE approach suffers from the so-called
curse of dimensionality, the exponential dependency on the dimensionality. Hence, common
PDE approaches as the ones stated above are currently typically limited to two or, in the
best case, three dimensions.

A possible solution to overcome this limitation are the so-called sparse grids. In [1, 2, 3]
we presented a different approach: Here, the (multi-asset) Black-Scholes PDE, see Eq. (1),
is discretized by finite elements on spatially adaptive sparse grids in order to optimally
adopt to a given option that should be priced.

d

d

ov 1 0*V ov

- 15 i0PijSiS o aa iSige —rV =0. 1
8t+2i]Z::IJJJpJSSJaSiaSj—i—ZuSaSi rV =0 (1)

We achieved sufficiently high accuracies for European and American options. Never-
theless, one has to mention that calculation times (apart from the accuracy) are one of the
biggest issues when dealing with higher dimensional PDEs on sparse grids. In this paper
we address this issue by applying several optimization techniques (such as the principal axis
transformation on log-transformed equation of Eq. (1), refer to [4] details) and a proper
parallelization which unleashes the power of modern compute clusters.

The transformed Black-Scholes PDE is given in Eq. (2a)

1. 9
ar_ngiazg_O (2a)
with the initial condition
1 d
u(z,0) = max ¢ K — p ;exp ;qiﬂj , 0 (2b)

The solution of the original Black-Scholes PDE (1) is then obtained via the inverse
transformation
V(S,t)=e"" - u(z,T) (3)
with
d d 1
m=1fuit Yy gilog(S;), =Y (Mj - 20]2) ji (4)
j=1 j=1
and backward time 7 =T —t¢.

Since spatially adaptive sparse grids require non-standard algorithms that directly work
on the grid’s data, the parallelization of this algorithms is the main focus of this article:
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we present solutions for systems with a shared memory (like normal desktop systems or
workstations) and implementations that support compute clusters with a high-speed inter-
connect.

The talk will describe steps that are needed to implement a Black-Scholes PDE solver
on spatially adaptive sparse grids. Starting with mathematical foundations such as choosing
sufficient boundary conditions, determining and appropriate domain size, we will continue
with deriving Eq. 2a, which is basically the well-known heat-equation that requires a fast
Laplace-operator. Afterwards we deep-dive into the solver’s structure and develop a paral-
lelization scheme that exploits all levels of parallelism in the specific sparse grid algorithms
and map them on current hardware platforms by respecting their technically opportunities
and as well their limitations.
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Abstract

In this work, we present a new family of iterative methods for solving nonlinear
systems that are optimal in the sense of Kung and Traub’s conjecture for the unidimen-
sional case. We generalize this family performing a new step in the iterative method
getting a new family with order of convergence six. We study the efficiency of these
families for the multidimensional case introducing a new term in the computational
cost defined by Grau-Sanchez et al. A comparison with already known methods is done
studying the dynamics of these methods in an example system.

Key words: nonlinear systems, iterative methods, convergence order, optimal meth-
ods, computational cost, efficiency, dynamics.

1 Introduction

Finding iterative methods with high order of convergence in order to approximate the
solution of a nonlinear system F(z) = 0 is an active field in the numerical analysis. The
range of applications where it is required to use a high level of numeric precision is increasing
nowadays. Focusing on higher order iterative methods for the multidimensional case, we
can mention some recently published works: [1, 2, 3, 4].
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In this work we generalize the technique used in [5], obtaining a new family of iterative
methods with fourth order of convergence. The procedures used in [9] and [6] for increasing
the convergence order of an iterative method, that is, to perform another Newton’s step
avoiding the evaluation of the jacobian matrix in the new step in order to get the maximum
efficiency, do not work for the optimal method introduced in [5], so we propose a new
procedure to increase the order with a reasonable efficiency.

Obviously, performing a new step in an iterative method carries more function evalu-
ations and so one has to check if the higher convergence order justifies the increase of the
computational cost. For nonlinear system, a thorough study of cost and efficiency can be
found in [8]. Nevertheless, we introduce a new term in this cost definition for taking into ac-
count matrix-vector operations that occur in some iterative methods such as the considered
here.

Finally, we study the dynamics of these methods for a particular nonlinear system.

2 New families of iterative methods

Our aim is to develop high order methods for nonlinear systems, in line with the recently
published method of order 4 by Sharma et al. [5]. First of all, we generalize this technique
introducing a new term in their proposal, obtaining a new family of iterative methods of
order 4.

That is, we consider the family of iterative methods given by:

Yn =xpn — 0Ty, F ()

H(zn,yn) = Fan/ (Yn)

Gs(xn,yn) = 511 4 $oH (Yn, ) + 53H (20, Yn) + s4H (Y, T)*

Zn = Tn — Gs(Tn, Yn) T F () (1)

where T',, = F’ (xn)fl, and 6, s1, so, s3, s4 are constants that we determine in order
to get a new family of 4th-order optimal methods. Notice that, in the unidimensional case,
we evaluate just three functions, F'(z,), F' (z,,) and F’ (y,) so the family will be optimal
in the sense of Kung and Traub’s conjecture, [7].

By using Taylor’s developments adequately we can prove the following result that gives
us the convergence order.

Theorem 1 Let F : R™ — R" be a sufficiently Fréchet differentiable function in a neigh-
borhood D, convex set containing «, that is a solution of the system F(x) = 0, whose
jacobian matriz is continuous and nonsingular in D. Then, for an initial approximation
sufficiently close to «a, the family of methods defined by (1) has local order of convergence 4
for the following relations among the parameters: s = 5_552, 83 =%, 84 = 9_2352; Vso € R
and for 6 = % .
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The error equation obtained is as follows:

(6459 + 117)c3 — 8lciezea + 9ciey
81c3

En4+1 = 6;11 + O (6751)

(k)
where ¢, = E k!(a),k >1

Now we are interested in improving the convergence order of this family of methods, so
we propose performing a new step in this terms:

Tn+l = Zn — Gt(xna yn)rynF (ZTL) (2)

where for each value of s9, we find relations among the constants t1, ts, t3, t4 providing a
family of 6th-order methods according to the following:

Theorem 2 Considering the same conditions as in Theorem 1, the biparametric family of
3-step methods (2) has local order of convergence 6 for this relation among the constants:
to = —%, t3 = %, ty = 9#;“ ; V(sa,t1) € R2. The vectorial error difference equation
can be written as:

c3 (—(6452 +117)c3 + 8lejezen — 96%04) 0

7
81c] ntO (en)

En+1 =

(k)
where ¢, = FT(O‘),k >1

3 Computational efficiency

In order to compare the different methods we have to study their efficiency. We use the
efficiency index introduced in [4], given by E = Y€ where p is the order of convergence
and C' is the computational cost per iteration. For a system of n nonlinear equations in n
unknowns, C' is obtained by:

C (uo, p1,m) = poaon + prain® + P (n)

where ag and ay represent the number of evaluations of F' (z) and F’ (x) respectively, P (n)
is the number of products per iteration and g and p; are the ratios between products and
evaluations required to express the value of C' (1o, 11,n) in terms of products.
Apparently, the best methods of the family defined by (1) from the point of view of
9

computational efficiency are obtained for as = 3 and ag = 0. The first one is the method

proposed in [5], that we denote by M14. The second one is a new method, denoted by M2,.
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We point out that for each particular method of the fourth order family, performing
the new step given in (2), we obtain a different family of sixth order methods. For the
comparisons, starting from M1, nd M24 we choose for the new step value t; = —% in both
cases, and so, we obtain two new methods denoted by Mlg and M2g respectively. We
summarize in Table 1 the four methods considered in the numerical experiments.

Method S0 S1 S3 S4 tl tQ t3 t4
M1, | —1/2|9/8[3/8] 0 - - - |-
M2, | 5/8 | 0 | 0 |3/8] - - - |-
Mlg | —1/2|19/8|3/8| 0 | —9/4|15/8 | 11/8 | 0
M2 | 5/8 | 0 | 0 [3/8]—-9/4|15/8|11/8 |0

Table 1: Values of coefficient for differents methods

We will express the computational cost per iteration with the same notation as in [4],
where py denotes the number of scalar products per iteration, p; the number of complete
resolutions of the linear system (LU decomposition and resolution of two triangular systems)
and py the number of resolutions of two linear systems when LU decomposition is computed
in another step in the same iteration.

Nevertheless, we need to introduce a new factor ps that is the number matrix by vector
products per iteration. This adds a new term in the expression of the total number of
products:

p(n) = n/6(2pin® + (3p1(k + 1) + 6p2))n + 6po + p1(3k — 5) + 6pa(k — 1) + 6p3n)

where it is supposed that a quotient is equivalent to k& products.
Table 2 compares the computational cost of the analyzed methods.

Method | ap | @1 | po | p1 | P2 | P3 C(po, p1,n)
M, L] 1]0[1]0][O0/|1/6n(=>5+6u+3n+6un+2n*+3k(l+n))
Mly | 1| 2|42 1|1/ 1/3n(4+3puo+9n+6puin+2n+3k(2+n))
M2, 123211 1/3n(1+3u+9+6uin+2n?+ 3k(2+n))
Mlg [ 2| 2| 7|23 /|2]1/3n(7+6uo+ 180+ 6uin+ 2n% + 3k(4 +n))
M2 | 2| 2|6 |24/ 2/1/30(1+6u+21n+6uin+2n?+3k(5+n))

Table 2: Computational cost for the different methods
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Mo M1, M2, Mlg M26
n=2 | 1.05846 | 1.03818 | 1.0404 | 1.03116 | 1.03011
n=4 | 1.01292 | 1.00933 | 1.00959 | 1.00833 | 1.00789

n=206 | 1.00491 | 1.00377 | 1.00383 | 1.00356 | 1.00336
n=9 | 1.00177 | 1.00143 | 1.00145 | 1.00143 | 1.00135
n =12 | 1.00083 | 1.0007 | 1.0007 | 1.00072 | 1.00069
n =15 | 1.00045 | 1.00039 | 1.00039 | 1.00042 | 1.0004
n =18 | 1.00028 | 1.00024 | 1.00024 | 1.00026 | 1.00025

Table 3: Efficiency indexes for different values of n for o = 1.7 and py = 0.7

M, Ml M2, Mg M2
n=2 | 1.02123 | 1.02377 | 1.02462 | 1.01808 | 1.01772
n= 1.0071 | 1.00703 | 1.00717 | 1.00591 | 1.00569
n=6 | 1.00329 | 1.00309 | 1.00313 | 1.00279 | 1.00266

n=28 | 1.00179 | 1.00164 | 1.00166 | 1.00156 | 1.00148
n =12 | 1.00069 | 1.00063 | 1.00064 | 1.00064 | 1.00061
n =16 | 1.00034 | 1.00031 | 1.00031 | 1.00033 | 1.00031
n =20 | 1.00019 | 1.00017 | 1.00017 | 1.00019 | 1.00018

Table 4: Efficiency indexes for different values of n for a pg = 11.5 and p; =1

4 Dynamics of the methods

In this section we study the dynamics of the iterative methods M14, M24, M1g and M2g
when applied to the solution of a system of quadratic equations, representing the intersection
of two hyperbolas in R? and compare them with the dynamics of Newton method. We show
that the methods are generally convergent and depict their attraction basins. The chosen
example present four simple real roots. When there are less roots or multiple roots, the
convergence order is lower, as expected, and even the convergence fails in certain regions of
the plane.

Let us first recall some dynamical concepts. Consider a Frechet differentiable function
G :R™ — R™. For z € R", we define the orbit of x as the set z, G(x), G%(z), ..., GP(z),.. ..
A point x¢ is a fixed point of G if G(x¢) = x¢. A periodic point x, of period m is such that
G™(x,) = x, where m is the smallest such integer. A fixed point z is called attracting if
|Ja(zg)]] < 1, repelling if ||Jg(xy)|| > 1, and neutral if ||Jg(zy)|| = 1. If Jg(xf) = 0, the
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point x is superattracting. Let x,¢ be an attracting fixed point of the function G. The
basin of attraction of z,s is the set of points whose orbits tend to this fixed point

A(xqf) = {x € R" : GP(x) — x4y for p — o0}

The dynamics of Newton’s method and higher order iterative methods has been widely
studied ([10, 11, 12, 13]). In these references the method is applied to simple polynomial
equations in the complex domain. Our purpose here is to show the aspect of the basins of
attraction of the above mentioned methods applied to a system of nonlinear equations in R2.
The pictures for the complex case are nicer, but we are mainly interested in the behavior
of the methods for solving systems of nonlinear equations in the real n-dimensional space.

For the comparisons, we consider the following quadratic system representing the in-
tersection of two hyperbolas,

22— =1

(z —3)? — 16y° = 1}

In this system the axes of one hyperbola are parallel to the asymptotes of the other.
One intersection is near the barycenter of the other three.

For the comparisons, we have run the methods iterating with tolerance 10~¢ performing
a maximum of 100 iterations. The starting points form a uniform grid of 512x512 in
a rectangle of the real plane. The attraction basins have been colored according to the
corresponding fixed point.

Figures 1 and 2 show, respectively, the attraction basins and the number of iterations
for Newton’s method. Figures 3, 4, 5 and 6 show the attraction basins of methods M1y,
M24, M1g, and M2g, respectively.

Observe that the complexity of the basins increases with the order, but the convergence
regions cover almost all the plane. Methods M2, and M2g have slightly more complex
basins than their counterparts M1, and M1g. The four roots are superattractive for all the
analyzed methods. In a further study we will consider the existence of periodic orbits and
the convergence in case of double or missing roots.

5 Conclusions

As it can be observed in Tables 3 and 4, Newtons method, Mo, maintains higher efficiency
index than the other methods. Our method M2, always gets better indexes than M14 due
to the fewer number of operations. However, M2g does not reach the efficiency of Mlg.
Although the 4th-order methods are good for systems with a reduced number of equations,
as more complex a systems is, more advantages we get using the methods of order six.
So, the 4th-order methods are as good as the 6th-order ones for systems between nine to
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Figure 2: Iteration count for Newton’s method
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Figure 4: Attraction basins for method M2,
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Figure 6: Attraction basins for method M2g
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twelve equations. From this point on, these last methods exceed lower order methods. In
particular M1g goes closer than the others to the efficiency index of Newton’s method. The
dynamical experiment shows that the global convergence properties are not worsened by
the increase of the order of the method.
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Abstract

An implicit surface sampling algorithm accelerated using parallel computation on
Graphics Processing Unit (GPU) is presented in this paper. The sampling algorithm
generates a set of surface points distributing uniformly in density and in distance. The
proposed method is based on repulsive particle simulation that can be computed in
parallel. In our numerical test, the repulsive particle simulation was accelerated up to
40 times over a single-thread CPU implementation.

Key words: GPU, implicit surfaces, repulsive particle system

1 Introduction

The purpose of this research is to develop a fast computational method for generating
densely and uniformly distributed points on implicit surfaces. The sampling technique is
required in many practical situations. For example, the boundary node method, a tool for
solving boundary value problems, requires a set of surface points and the location of the
points affects the accuracy of the solution. The point based rendering technique used in
computer graphics or scientific visualization also requires a set of points densely distributed
on surfaces and uniformity of the points determines the quality of the visualization.
Implicit surface sampling techniques have been well studied in computer graphics.
Witkin and Heckbert [1] proposed a method for uniform sampling of implicit surfaces. In
this method, the uniformity is achieved by applying a repulsive force model to the particles.
Some improvements were made by Meyer et al. [2] for adaptive sampling and stable compu-
tation. In the sampling methods based on repulsive particles, initial points on surfaces are
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required. The unifrom sampling method proposed by Kojima et al. [3] adopted the sam-
pling technique called the stochastic sampling method (SSM [4]) for automatic generation
of initial point sets on implicit surfaces. In the SSM, a sequence of random surface points
with a guarantee of convergence to a point cloud with uniform density can be stochastically
generated and is suitable for an initial state of the repulsive particle simulation.

In this paper, we propose a GPU-accelerated uniform sampling method for implicit
surfaces. The input of the process is a set of surface points given using a point generation
method such as the SSM and we provide an effective parallel algorithm for iterative scheme
of repulsive simulation. The algorithm is designed so that the local interactions of particles
can be efficiently computed using GPU cores in parallel and, as a result, the motion of
millions of repulsive particles can be performed with smaller cost than that on CPU.

2 Particle diffusion method for implicit surfaces

The particle diffusion method is a technique to generate a set of uniformly distributed
surface points starting from a set of initial points. The uniformity of the points is achieved
by assuming a repulsive force at all the given points.

Let us assume that an implicit surface defined by F(x) = 0 and a set of surface points
x1,...,xN are given, where N is the total number of the given points. In the particle
diffusion method, the energy of a particle x; derived by the other particles is defined by

| N
E= 5 > Bllrl),
j=1
where E; is the energy at the i-th particle, the notation || - || represent the Euclidean norm
in three-dimensional space, 7;; = ||x; — «;|| and E(t) a compactly supported function. Let

fij be the repulsive force at the i-th particle as a result of the energy derived from the j-th
particle. The force is defined as

Tij i
|75l dt

fz'j = - E(H’“zy”)

As a result, the force at the i-th particle imposed by its neighboring particles is determined
as the total of the particle forces as

N,j#i

fi=PF Z .fija (1)
j=1

where P; is the projection matrix that maps a three-dimensional vector onto the tangent
plane at the i-th particle. See [4] for detail.
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The motion of each particle is determined by the force (1). In the simulation, the
locations of the particles are updated with a small time interval and the final locations are
obtained by repeating this process. Note that, at each time step, the updated location of
each particle deviates from the surface with a small distance because the motion of each
particle is limited to the tangent plane. In our implementation, the gap is corrected at each
time step using Newton’s method.

3 Parallel computation of particle diffusion method on GPU

In each iterative step of the repulsive particle simulation, the following three processes are
required: generation of a look-up table, computation of repulsive forces at all the particles
and update of their locations with error correction. Note that all the coordinates of initial
particles need to be sent to GPU memory in advance of the simulation and no other major
data transfer is required during the iteration.

In the first stage, construction of the look-up table is required for efficient detection of
neighboring particles of an arbitrary point in three-dimensional space. The table can be
efficiently constructed using the combination of cell id of a uniform grid and particle id. In
this process, sorting is required and the algorithm called the fast radix sort enables us fast
sorting on GPU in parallel. In the second stage, the computation of the repulsive forces of
all the particles can be performed in parallel. In our implementation, the computation of
the force at one particle is assigned to one core on the GPU. In the final stage, locations
of all the particles are updated in parallel according to the particles forces obtained in the
previous stage. The error correction process using Newton’s method is also performed in
parallel after the update process.

The results of a test problem is summarized in Table 1 and an example of the result of
uniform sampling with 10° points starting from the initial point cloud in Figure 1 is shown
in Figure 2. The initial particles is generated using SSM and the number of iterations for
uniform sampling is 10 for all tests. All the CPU computations are performed on an Intel
Core 15 2500, 3.3 GHz processor (a single core is used throughout the numerical test), and
the GPU computations are performed on an NVIDIA GeForce GTX 460 (336 SPs in total).

4 Conclusion

The uniform sampling based on repulsive particle system has successfully accelerated by
parallel computation on GPU. The key of the effective parallelization is that the neigh-
boring particle detection can be performed efficiently using a look-up table and that the
repulsive force can be computed in parallel using many cores on GPU. The uniform sam-
pling technique can be applied to practical problems such as continuum mechanics and
visualization of surfaces.
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Table 1: Computational time for repulsive particle simulation

num points | CPU [sec] | GPU [sec] | speed-up
100,000 3.9 2.8 1.3
310,000 30.1 4.3 7.0
1,000,000 222.6 14.7 15.1
3,160,000 1901.7 42.5 44.7

p.. -
:/./ ,‘ / = F
£
‘i*ku, i // %
Figure 1: Original implicit surfaces model Figure 2: Result of uniform sampling
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Abstract

A variety of regularization techniques were used for iterative reconstruction in com-
puted tomography. Generally, additional penalties on solution are imposed in the spatial
domain only, however when data is undersampled and contaminated with noise the use
of temporal information can be advantageous. In this paper we present a 4D spatial-
temporal regularization based on fourth order partial differential equations (PDE’s).
Using higher order equations can be beneficial to obtain more smooth yet sharp on edges
reconstructions and avoid piecewise-constant solutions related to lower order penalties,
such as total variation (TV). To make reconstruction time feasible we implemented our
method on graphical processor units (GPUs) using a shared memory approach. To show
advantage of the technique presented we test it quantitatively using a computational 4D
phantom. Numerical results show that the spatial-temporal approach presented yields
images with sharper features, lower noise and bias compared to other techniques.

Key words: 4D reconstruction, spatial-temporal penalties, higher order PDE’s, split-
ting methods, GPU acceleration

1 Introduction

The presence of noise in tomographic measurements (e.g. due to short exposure time) and
the limited number of projections acquired (e.g. fast imaging to avoid blurring due to
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sample motion) can lead to a low signal-to-noise ratio (SNR) of reconstructed images which
are difficult to analyse. To increase the SNR and resolution of images it is advisable to
use iterative reconstruction techniques [1] over analytical methods, such as filtered back-
projection (FBP) or Fourier direct inversion [2].

Dealing with underdetermined ill-posed problems in tomography it is necessary to im-
pose additional information on the solution (e.g. smoothness) to ensure well-posedness of
the iterative algorithm [3]. Penalties based on partial differential equations (PDE), such
as total variation (TV) [4] and anisotropic diffusion (AD) [5] are successful in dealing with
noise while leaving edges intact. However, considering lower order equations leads to an
undesirable “cartoon” effect where images recovered as piecewise-constant valued regions.
One can avoid the staircase effect in reconstruction by using higher order PDE’s (e.g. fourth
order).

In situations where series (time frames) of projection data are available it is beneficial to
use temporal information in addition to the spatial constraints [7],[9],[10],[11]. It is crucial
to emphasize that the motion model is usually problem specific, therefore various model
assumptions lead to different 4D reconstruction algorithms (a good overview can be found
in [8]). Adding information using only adjacent time phases is the most “safe” method since
it minimizes the risk of smoothing over quite different phases [9],[10]. This local approach
can be used in experiments where significant motion is involved during scan. However this
might impose its own limitations on reconstructed quality of images (see Discussion).

To impose sparsity in spatial and temporal domains simultaneously the TV penalty is
widely used in 4D iterative reconstruction [10]. Instead of the conventional TV penalty
which is usually linked with an undesirable staircase effect, in this work we use a higher
order diffusivity term [6] for spatial and temporal regularization.

Calculating higher order derivatives generally means longer computational time since
larger voxel stencils are considered. One can overcome this problem by employing parallel
computing. Here we used GPUs to accelerate our algorithm by implementing a CUDA
based code with an efficient shared memory model.

We use a splitting technique [12] to minimize a cost function alternatingly switching
between minimization of several sub-problems [10]. The first step is performed with a
conjugate gradient least squares (CGLS) optimization algorithm [13]; the second step is a
minimization problem of the fourth order diffusivity functional in the spatial domain and
the third step is optimization using the same penalty function in temporal domain.

Numerical experiments were performed using a synthetic 4D phantom to demonstrate
visually and quantitatively the advantage of the proposed spatial-temporal penalty (CGLSST).
We compared CGLSST with CGLS algorithm, CGLS with spatial regularization (CGLSS),
and FBP.
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2 METHOD

2.1 Parallel beam tomography model in 4D

A discrete representation of the attenuation to be reconstructed can be written as a system
of linear equations:

N
bj = Zajixi + (Sj, (1)
i=1
where bj,j = 1,...,M is the measured projection data (sinogram), z;,i = 1,...,N is

the discrete distribution of attenuation coefficient to be reconstructed and d; is the noise
component in b; measurements. Weights a;; € [0, 1] are forming the sparse system matrix
A:RN - RM,

Writing equation (1) in a matrix-vector form and adding the temporal dimension:

b,=Ax,. +96;,, k=12 ... K (2)

where K is a total number of 3D time frames or phases.

In our case the system of equations (2) is underdetermined (M < N) and the system
matrix A is ill-conditioned. Here we aim to reconstruct iteratively the unknown set of
images xj while adding regularizing penalties in spatial and temporal domains.

2.2 Main structure of the 4D reconstruction algorithm

Lets define a vector consisting all image time frames as X = (zf,z1, ..., aﬂ};)T and similarly

the measured projection vectors as B = (blT, bg, e b%)T.
The reconstruction problem is the minimization of the following cost function:

X:n}}nHAX—Bﬂg+51R5(X)+52Rt(X)7 (3)

where the first term is related to the least squares data fidelity, R is a penalty in the spatial
domain and R; in temporal with corresponding regularization parameters 3 .

Using splitting ideas [12] one can write the optimization problem (3) as a nested algo-
rithm [10]:
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Algorithm 1 A nested method for 4D spatial-temporal reconstruction

Step 1: v} = a} — yAT (Ax} — by) (4)

Step 2t = min [} —op|l3 + B[l £(IV L) ()

Step 3: " = min [} — ¢ + B2(| f(IV (@} — @)D + 1A (V@ — 20 D)
(6)

Step 4: Repeat steps 1-3 until ||z} — mTkL*lH% < Etolerance (7)

Here step 1 is a gradient descent minimization of the least squares data term and for
convergence acceleration it will be replaced by the CGLS algorithm [13]. Steps 2 and 3 are
separate optimization problems which can be solved by gradient descent method. The proof
of convergence for nested algorithms Lagrangian type is given in [12], here we will focus on
the nature of penalties in steps 2-3.

2.3 Fourth order diffusion filter

Variational penalties based on L; norm minimization, such as TV [4], are used in image
reconstruction with optimization of the following cost function:

z = min | Az —bl|3 + B1[| V]|, (8)

where ||Vz|l; = /2> + |2y|> + |2.[>. While promoting sparsity in image space the second
term is successfully deals with noise in undersampled data. However, considering lower
order derivatives in the Euler-Lagrange equation of (8) the resulting solution is prone to be
piecewise constant, which usually is not favourable.

To impose spatial and temporal constraints in (3), we use a fourth order diffusion
penalty [6] which successfully compromises between smooth variations in the flat regions
and sharp edges. The cartoon effect is eliminated resulting in more visually pleasant smooth
images with sharp edges.

Initializing ug = vy, u = xj and applying Euler-Lagrange equation to minimization
problem in the step 2 of Algorithm 1 the gradient descent iterations can be written as:

m=0

u = w7 (W = ug) — B (VA (e([Vu ) g 4+ (VU™ ) (ugle, + uge,))) s (9)

where 7 is a small time step constant, the diffusivity function ¢ € (0,1] is defined by
Perona and Malik [5] as: c(||Vul|) = 02/(c? + ||Vu|?), o is an edge preserving parameter,
7 is a direction of the gradient (normal) and &; 2 are tangential directions. The strength of
smoothing in the normal direction is suppressed by the square factor. Equation (9) is solved
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explicitly (small time step 7 and large number of iterations m) using Euler approximation
for discretization in 3D space, the details for 2D case can be found in [6].

The temporal information is embedded in the step 3 of Algorithm 1 by using adjacent
time frames. It is the same type of gradient descent algorithm as (9) with a different
initialization.

3 Numerical Experiments

In this section we present numerical results of reconstruction using a synthetic 4D phantom.

3.1 Synthetic 4D phantom reconstruction

We use the following quantitative measures: given the true image u and reconstructed image
u* the criterion signal to noise ratio (SNR) in the region of interest (ROI) is:
[[u” — a2

SNR('U/au*)ROI =10 10g (Hu*—uH2> s (10)

where @* is a mean of the reconstructed ROI of image u*.
For accuracy measure the normalized root-mean-square error (NRMSE) used:

|u” — ully

NRMSE(U,U*)ROI = | HUHQ (11)

120

| »
9> "> ‘@
3 3 o

.5 ’ 5ﬂ .
1 40
W

Figure 1: 3D phantom 128 x 128 x 128 which consists of 6 objects, static spheres No. 1-4
and dynamic objects No. 5-6 (Obj. No. 5 is shifting and No.6 is expanding); Left: the 1st
time frame, Centre: the 7th (final) phase, Right: The middle slice z = 64 of the 3rd time
frame.

10

In Fig. 1, the volumetric synthetic phantom (128 x 128 x 128 voxels) is used for numerical
experiments. The phantom comprises four static objects (they remain stationary during
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Figure 2: 2D slices of 3D phantom (time frame 3) (see Fig. 1, right) reconstructed with:
FBP, CGLS (3 iterations), CGLS (4 iterations) with spatial smoothing R, (30 iterations
of (9) in step 2 of Algorithm 1) and CGLS (4 iterations) with spatial Rs and temporal
smoothing R; (30 iterations in step 3 of Algorithm 1). The gray map scale of intensities is
given.

the experiment), namely objects No. 1-4 and dynamic objects No.5-6. The objects have
different intensity values. We test our method by introducing seven time frames (K = 7)
during which object No. 5 is shifting and No. 6 is expanding (see 1 left and centre).

After forward projection of z; phantoms using 190 detectors and 160 acquisition angles
in [0, 7] angular interval, Jj realizations of Poisson noise was applied to the data. Using
noisy sinograms by, all phantoms were reconstructed using FBP method with Shepp-Logan
filter [2], CGLS [13], CGLS with spatial penalty R, (9) and CGLS with proposed temporal-
spatial reconstruction technique (CGLSST).

The iteration processes for CGLS, CGLSS and CGLSST were stopped when the mini-
mum of NRMSE and maximum of SNR was reached for each method. The reconstructions
in Fig.2 are shown for the optimal NRMSE-SNR values. The NRMSE-SNR values were
calculated for ROIs belong to static and dynamic objects and presented in Fig. 3. As ex-
pected, for dynamic objects (see 3, right) the NRMSE-SNR values are slightly worse than
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Figure 3: NRMSE-SNR plots for 4 methods, left: ROI’s are static objects No. 1-4, right:
ROT’s are dynamic objects No. 5-6.
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Figure 4: 1D plot across the reconstructed volume (3rd time frame) (see dotted line in the
Fig. 1, right). Edges are more emphasized when using CGLSST method.

for static ones, but nevertheless objects No. 5-6 have more defined edges with combined
spatial-temporal reconstruction (see Fig. 2).

The 1D plot (see Fig. 4) through the reconstructed 3rd time frame (see dotted line in
the Fig. 1, right) shows more emphasized edges for static and dynamic objects. Moroever
the curve for the CGLSST is the closest one to the profile of exact phantom (the NRMSE
equals to 0.335 for CGLSST and 0.419 for CGLSS).

The images reconstructed with FBP (see Fig.2) suffer from the strong noise (low SNR)
and high error (see Fig.3). CGLS reconstruction gives significant enhancement of NRMSE
and SNR, however noise level is still high. Using spatial regularization with CGLS leads
to a better noise reduction, however the edges of objects are slightly blurred. The bias
value is high for CGLSS (the intensity level is overestimated according to the plot in Fig.
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4). Temporal regularization strongly increases NRMSE-SNR characteristics of static and
dynamic objects, edges are better emphasized with CGLSST.

The CUDA implementation on GPU using shared memory gives feasible time of re-
construction using spatio-temporal penalties. Reconstruction of 7 volumes takes less than
one minute with CGLSST. Further optimization of the code is possible and currently in
progress.

4 Discussion

Using adjacent time frames in the step 3 of Algorithm 1 leads to better bias-noise charac-
teristics. However, when motion is known to be insignificant the use of all time frames can
be more beneficial.

To appreciate the benefits of the higher order penalties to the lower ones we aim to test
our method in the future applied to smooth objects (e.g. Gaussian) and also real data.

5 Conclusions

In this paper we present preliminary results of spatial-temporal regularization technique
which based on the fourth order diffusivity model. Applying this method results in better
resolution and reduced noise of reconstructed images. As such this method has potential
for application in the visualisation and quantification of dynamic processes.
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Abstract

In this paper we present our recent results on application of the Riccati transfor-
mation for solving the evolutionary Hamilton-Jacobi-Bellman equation arising from the
stochastic dynamic optimal allocation problem. It turns out that the fully nonlinear
Hamilton-Jacobi-Bellman equation governing evolution of the value function can be
transformed into a quasi-linear parabolic equation. Its diffusion function is obtained
as a value function of certain parametric convex optimization problem. A solution is
then constructed by means of an implicit iterative finite volume numerical approxima-
tion scheme. As an application we present results of computing optimal strategies for
a portfolio investment problem.

Key words: Hamilton—Jacobi—-Bellman equation, Riccati transformation, quasi-linear
parabolic equation, finite volume approximation scheme
MSC 2000: 34E05 T0H20 91B70 90C15 91B16

1 Introduction

The goal of this paper is to investigate a novel method based on the Riccati transformation
for solving a time dependent Hamilton-Jacobi-Bellman equation arising from a stochas-
tic dynamic optimal allocation problem on a finite time horizon. Our motivation arises
from a dynamic stochastic optimization problem in which the purpose is to maximize the
conditional expected value

max E [U(Xg) | X9 = :1;0} , (1)
0ljo,1)
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of the terminal utility U(X2) of a portfolio. Here {X?} is an It5’s stochastic process on
the finite time horizon [0,7], U : R — R is a given terminal utility function and zp a
given initial state condition of {Xf} at t = 0. The function 6 : R x [0,7) — R" mapping
(z,t) — O(z,t) represents an unknown control function governing the underlying stochastic
process {X¢}i>o. Here 0|,y for 0 < ¢ < T denotes the restriction of the control function
6 to the time interval [t,T). We assume that X? is driven by the stochastic differential
equation

AdX? = {ee ™ + 1+ u(0) — 0(0)?/2} At + 0 (8)dW,, (2)

where W; denotes the standard Brownian motion and the functions ;(6) and o(0) are the
drift and volatility functions depending on the control function 8. The parameter € > 0
represents a constant inflow rate of property to the system whereas r > 0 is the interest
rate. Throughout the paper we shall assume that the control parameter 8 € S™ belongs to
the compact simplex

S"={0cR"|6>0,1T70 =1} c R, (3)

where 1 = (1,---,1)T € R™. Tt should be noted that the process {X} is a logarithmic
transformation of a stochastic process {Y? };>0 driven by the SDE:

@7 = {e+[r+p@OIY?) } dt + o(O)Yaw;, ()

where 6(y,t) = 0(z,t) with z = Iny.

As a typical example leading to the stochastic dynamic optimization problem (1) in
which the underlying stochastic process satisfies SDE (2) one can consider a problem of dy-
namic portfolio optimization in which the assets are labeled as i = 1,--- ,n, and associated
with the price processes {Y}'};>0, each of them following a geometric Brownian motion

7 n
d;,; = u;dt + Z&idetj,
7j=1

(cf. Merton [12, 13], Browne [4], Bielecki and Pliska [3]. The value of a portfolio with
weights 6 = 0(y,t) is denoted by Y;?. We have u(8) = p76 and 0(0)?> = 6736 with
= (p1, -, pn)" and 2 is a positive definite symmetric covariance matrix, ¥ = 7
where ¥ = (7). It can be shown that {Y;f};>¢ satisfies (4) with ¢ = r = 0. The
assumption 8 € S™ corresponds to the situation in which borrowing of assets is not allowed,
ie. §; >0and )y ", 6; =1. A function U(zx) represents a given terminal utility function
representing investor’s risk preferences.
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2 Hamilton-Jacobi-Bellman Equation and Method of Riccati
transformation

It is known from the theory of stochastic dynamic programming that the so-called value
function

V(z,t):= sup E [U(Xg)\xf - x] (5)
01, 1)
subject to the terminal condition V(x,T') := U(x) can be used for solving the stochastic

dynamic optimization problem (1) (cf. Bertsekas [2]). If the process X? is driven by (2),
then the value function V' = V(z,t) satisfies the Hamilton-Jacobi-Bellman (HJB) equation

- 1 2 1 2921, _
8tV—|—£ré%>§{<ae + 7+ n(0) 20(0) >8xV+ 20(9) &EV} =0, (6)

for all z € R, t € [0,T) subject to the terminal condition V (z,T) := U(x) (see e.g. Macova
and Sevcovié [11] or Ishimura and Sevéovic [6]).

Following the methodology of the Riccati transformation studied by Ishimura et al.
[1, 5, 7] and further analyzed by Ishimura and Sevéovié [6], we introduce the following

Riccati like transformation:
aﬁV(x, t)

w(m,t):l—m. (7)

According to [8, Theorem 3.2], the transformed function ¢ is a solution to a Cauchy
problem for the following quasi-linear parabolic equation

O+ 02a(p) + 0pl(ce ™ + 1)+ (1 —p)a(p)] =0, zeR,tel0,T), (8)
o(x,T)=1-U"(x)/U'(z), =€R,

where the diffusion function a(y) is obtained as the value function of the parametric non-
linear constrained optimization problem.

a(p) = min{—u(8) + So(6)%). (9)
esn 2
In our application the problem (9) is a convex quadratic programming problem with p(0) :=
170 and 0(0)? := 8720 where pu € R” and X is a positive definite n x n matrix.
Unfortunately, the value function a(¢) need not be sufficiently smooth. Indeed, ac-
cording to [8, Theorem 4.1] o € CY1(RY), i.e. its derivative is Lipschitz continuous only.
Moreover, with regard to [8] there are concrete market data examples of German DAX 30
stock index for which the value function can have a finite number of discontinuities in the
second derivative of a.
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Applying the methodology of Schauder estimates we were able to prove the following
result on existence and smoothness of classical solutions to (8) belonging to the parabolic
Holder spaces H2tMAM2(R x [0, T) for some 0 < A < 1. The detailed proof can be found
in the recent paper [8] by the authors.

Theorem 2.1 Suppose that X is positive definite, p € R"™, e,r > 0, and the optimal
value function a(p) is given by (9). Assume that the terminal condition p(x,T) = 1 —
U"(z)/U'(z), z € R, is positive and uniformly bounded for x € R and belongs to the Holder
space H>TA(R) for some 0 < X\ < 1/2. Then there exists a unique classical solution p(z,t)
to the backward quasi-linear parabolic equation (8) satisfying the terminal condition o(x,T').
The function t — Owp(x,t) is A/2-Hélder continuous for all x € R whereas x — Oyp(x,t) is
Lipschitz continuous for all t € [0,T]. Moreover, a(y(.,.)) € H*MHN2(R x [0,T7]).

3 Application to portfolio optimization

In [8], the authors proposed an iterative numerical approximation scheme for solving the
Cauchy problem for the quasi-linear parabolic equation (8). We followed the method of a
finite volume approximation scheme (cf. LeVeque [10]) combined with a nonlinear equation
iterative solver proposed by Mikula and Kitik in [9]. The scheme has been tested with semi-
explicit traveling wave solutions (see [8, Sections 6,7]) and it turned out that the scheme is
of the second experimental order of convergence. We furthermore applied the scheme to a
practical example in which our goal was to optimize a portfolio consisting of n = 30 assets
forming the German DAX 30 Index. The regular contribution to the portfolio was set to
e =1and r = 0. As far as the utility function is concerned, we considered the constant
absolute risk aversion (CARA) utility function of the form U(z) = — 1+ exp(—(a—1)z) with
a coefficient of the absolute risk aversion ¢ = 9. In terms of the transformed variable x =
Iny the CARA utility function corresponds to the constant relative risk aversion (CRRA)
function U(y) = —ﬁy*a“. We considered the finite time horizon T = 10.

Using the finite volume approximation scheme we constructed a numerical solution
o(z,t) to the quasilinear parabolic equation (8). Then, by solving the parametric quadratic
programming problem (9) for ¢ = @(z,t) we found optimal response strategies 6 as a
function of the logarithmic level of property x and time t. Results of numerical calculation
are shown at Fig. 1.

It turned out shows that there are only a few relevant assets out of the set of thirty
assets entering the DAX 30 Index. The figure reveals the highest portion of Merck stocks
for the early period of saving and for low account values y. It is indeed reasonable to invest
in an asset with the highest expected return, although with the highest volatility, when
the account value is low, in early times of saving. Evident fast decrement of the Merck
company weight can be observed for increasing account value. It should be noted that
Fresenius Medical company has the lowest volatility out of the considered five assets (and

©CMMSE Page 855 of 1797 ISBN: 978-84-616-2723-3



S. KILIANOVA, D. SEVCOVIC

10F 1.0F
0.8F - o0.8F
T @ -
I L 1o [ ]
- 06 Vol kswagen A 06 Freseni us Medical -
,%2 041 Freseni us Medi cal ‘E 04r Vol kswagen
T
02p 0.2}
0 1 2 3 4‘1 0 1 2 3 4
y=exp(x) y=exp(X)
1.0 ‘ ‘ ‘ 1 o8l ‘ ‘
081
: - 0.6F |
“,\‘_,‘ 0.6F Freseni us Medical 1 & Freseni us_Medi cal :
. S 04}
Z 04} =
3 < s
Vol kswagen 0.2t
02 SAP. ] Vol kswagen
TCKL nde
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ =Fresenl s
0 1 2 3 4 0 1 2 3 4
y=exp(X) y=exp(X)
Figure 1: Nonzero components 6;,7 € {1,--- ,n} of tptimal response strategy vector 6 =

é(y,t) = O(Iny,t) for the DAX 30 index portfolio optimization, for time instances t = 0,
t=T/3,t=2T/3 and t =T where T = 10 Source: [8].

third lowest out of all thirty assets) and third best mean return, which is reflected in its
major representation in the portfolio.
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Abstract

Mesh adaptivity algorithms for the Finite Element Method are crucial for solving
problems with no, or only little a-priori information about its solution as well as for
solution of any problem where saving memory and CPU time is important.

These algorithms can significantly influence the results in terms of quality and reso-
lution. But CPU time and memory consumption are not less important when it comes
to solving real problems for engineering or any other purposes.

e On one hand one can get unnecessarily well resolved results (below the level of
detail that the engineer can utilize) and pay for it by waiting unbearable amount
of time.

e On the other hand by decreasing the mesh resolution to obtain the results faster
and cheaper, one can lose substantial details of the solution at hand.

A lot of work has been done in the development of robust adaptive strategies ([?],
[?]) and also in comparing their performance from the mathematical point of view ([?],
[?]), but as soon as an adaptive implementation is able to give the user the solution he
is looking for with a sufficient resolution, a natural question about their speed arises.

In this work, we focus on the speed aspects of some FEM adaptive algorithms, and
not only the CPU time - as it is a very implementation-specific quantity to compare.
We compare the following attributes:

e Steps the adaptive algorithm must make in order to achieve the error threshold.
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e Number of unknowns reached by the adaptive algorithm (the smaller the algebraic
problems, the better).

e Cumulative number of unknowns of all systems solved in the process (even when
the final number of unknowns is small, when this quantity is big, the CPU time
will suffer).

e Capabilities of the algorithm to perform faster by caching of any sort, in this
sense, how many local stiffness matrices and rhs vectors can be reused (both for
matrix/vector assembling and the linear system solution) compared to their total
number.

e Cumulative direct solver factorization size, used memory and flops needed.

e Measurement how well a particular adaptive strategy followed the prescribed error
threshold (by not dropping unnecessarily much below it, etc.).

e Error estimate and exact error (where appropriate) comparison.

e Nonlinear solver performance on adapted meshes.

We compare h-adaptivity, p-adaptivity, and many kinds of hp-adaptivity with various
polynomial orders, with various settings and strategies how to perform refinements. The
test examples are taken from ([?]), and from the Hermes library ([?]) examples collection.
Data are collected from a large number of problem and algorithm settings to obtain a
general view of the algorithms’ performance.

All this work was done within the framework of the open source Finite Element library
Hermes2D, for problems of various size and complexity. The underlying data structures
and algorithms are described to support the conclusions.

Key words: FEM, hp-FEM, adaptivity, algorithm performance, memory consump-
tion, CPU time, finite element method
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Abstract

In present paper, the movement of clusters on networks of some symmetrical struc-
tures (chainmails) is considered. The network consists of rings, and each ring has a
common point (vertex) with each of two or four neighboring rings. There is a single
cluster on each ring. Each cluster moves in the same direction except in the case of
situations when two clusters compete for the common point of the rings. In the latter
case the loser cluster is waiting for the intersection. We consider the problem of finding
sufficient conditions of that a finite time instance exists since that all the clusters move
freely with mazimum possible velocity (synergy ), and also conditions of that this effect
does not occur for finite time.

Key words: Cluster models, synergy, chainmails, monotonic random walks

1 Introduction

On of the possible approaches in flow modeling is to represent the movement in form of clus-
ters, i.e., fragments of uniform distributed particles, which move with a velocity depending
on the flow density and interacting according special rules.

As we suppose, models of this type have been introduced in [1 — 3], where the movement
of clusters on a straight line and a circle have also been investigated.

In present paper, we consider the movement of clusters on networks of some symmetrical
structures (chainmails). The network consists of rings, and each ring has a common point
(vertex) with each of two neighboring rings.
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In common case, the model is reduced to a system of ordinary differential equation with
non-linear hand, and with dimension (the number of equations and parameters) on graphs,
though, in the case of classic Greenschields, considered in our paper, the right hand is linear.
This fact does not help to investigate the problem, because support is too complicated.

There is a single cluster, which moves in the same direction except in the case of
situations when two clusters compete for the common point of the rings. In the latter case
the loser cluster is waiting for the intersection, and its state varies in accordance with a
designated scenario.

The problem of finding sufficient conditions of that a finite time instance exists since
that all the clusters move freely with maximum possible velocity (synergy ), and also con-
ditions of that this effect occurs for no finite time.

2. Model description

Let us describe the model. There are some set of circles (rings) of radius » = 1. These
circles form a network of a given structure (chainmail). There is a cluster on each ring.
The density, the coordinates of boundaries, and the velocity of movement characterize the
cluster. No common point of two rings can be located within two clusters simultaneously.

Suppose the cluster density cannot be more than a fixed value (for example, pmar = 1.)
At present time each boundary (front and rear) of the cluster moves with velocity vg = f(po),
which is a function of the cluster density, or does not move. The function f can be any
smooth function [0,1] — R, f(0) =1, f(1) =0, e.g., f(z) =1 — z, and the cluster state is
defined as a step function of density in accordance with one of the following rules.

(Cia) Cluster model with locally distributed information. In this case there two possible
values of density function. The densities depend on the velocity of the cluster boundaries
velocity. The density function is uniquely determined by the law of mass conservation. All
changes occur at the junction of a congestion and natural flow state.

If the front cluster boundary O coincides with the vertex, through that the neighboring
cluster is going, and the cluster density pg is less than 1, then the front boundary of the
considered cluster continues be located at the vertex, the rear boundary moves with velocity
vg, Fig. 1., and the congestion boundary x varies as

_Uopo
1I—po

since the point O.

Let lp be the length of a cluster, moving freely; po is the density; vg = f(po) is the
velocity; [(t) is the cluster length at time ¢; z(¢) is the length of the cluster component of
density po;, y(t) is the length of the cluster component of density 1. Then the following

©CMMSE Page 862 of 1797 ISBN: 978-84-616-2723-3



VALERY V. KozZLOV, ALEXANDER P. BUSLAEV, ALEXANDER G. TATASHEV

- T
pn: — 1
v |

Figure 1: A cluster, decelerating at a cross-roads, Cjg

equality is true
x(t)po + y(t) x 1 =lypo,

and the cluster simultaneous velocity is

~z(t)po x vo +y(t) x 1 x0 _ x(t)

v(t) = V0
() lopo lo
Therefore velocity of the cluster, moving on the ring, is
1 —
povo 22l y(t) x 1
v(t) = =vo(l = 7). (1)
lopo lo X po

The average velocity v, of a cluster, moving on the chainmail, is the cluster velocity averaged
over all rings.
The average v} over time is defined as

t
vy = lim ve( ),
t—oo

if this limit exists.

If the cluster intersection has released, then the congestion, i.e. the decelerating cluster
of density 1, begin to come nearer to the operating mode with the initial parameters, and the
congestion is moving awhile in the direction opposite to the direction of cluster movement,
Fig.2.

Figure 2: cluster, leaving the wait state, Cjy
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(Cua) Cluster model with uniformly distributed information). All particles react in-
stantly to changing of movement conditions at the front boundary of the cluster. In this
case the cluster velocity is constant and can have one of two values vy and 0.

Common mode of moving through the cross-roads is that first comes — first moves,
and the other is waiting. In the case of simultaneous arriving to the cross-roads there two
scenarios of cluster behavior.

(Ip) - Priority mode. It is given which of to adjacent rings is the priority ring. If
the boundaries of two clusters come simultaneously to some vertex, then the cluster of the
priority ring goes through the vertex.

(Is)- Random mode. For each pair of clusters coming to the vertex, each cluster is
chosen equiprobable.

3. Two rings necklace

Suppose the network consist of two rings, and there is a common point. Let us introduce
the coordinate system for each circle, and origins of these systems is in the common point
(vertex), Fig. 3. Suppose the initial length of the ith cluster is equal to 0 < I; < 2w, i = 1, 2.
The densities of both the clusters are the same, and, therefore, these clusters are moving
with the same velocity vg.

3/2*Pi 3/2*Pi

Pi 0 Pi

2*Pi - I
Pil2 I>
Pil2

Figure 3: Two rings with a common point — necklace

Theorem 1. Suppose C = CiqgV Cyq, I =1,V I.

1) If Iy 4+ la < 2m, then, for any initial conditions, a finite instant after that both the
clusters move with constant velocity vy (synergy), and, therefore,

*

Ve

= 1.
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2) If Iy + Iy > 2w, then the movement is never synchronized, and the average velocity is

27
I +1o

*

vo. (2)

Proof.

1) Suppose 0 < [ + I3 < 27. Some initial conditions exist such that each cluster comes
to the vertex ever when the other cluster is not going through the vertex, i.e., at initial time
the front boundary of the cluster 1 and the rear boundary of the cluster 2 are located at the
vertex. In the case of this initial conditions, if one of the cluster comes to the vertex, and,
at the same instant, the other cluster is going through the vertex, then since the instant at
that the rear boundary of the moving cluster comes through the vertex, both the clusters
ever come to the vertex when it is free. The first statement of Theorem 1 has been proved.

2) Suppose l; + Iy > 2.

Suppose the movement becomes synchronized. Then the portion of time during that
the cluster 7 is going through the vertex is equal to [; /27, i = 1,2. However, it is impossible
because ; /27 + 1; /27 > 1.

Suppose that one of the clusters comes to the vertex, while the other cluster is going
through the vertex. Suppose, for example, the cluster 2 comes to the vertex. The front
boundary of the cluster 2 begins to move as soon as the rear boundary of the cluster 1 is
going through the vertex. In that instant, the remaining distance that the front boundary
has to go to the vertex is 2w — 3. In the time interval of duration (27w — l1)/vg the front
boundary of the cluster 1 comes to the vertex, Fig. 5, but the rear vertex of the cluster 1
reaches the vertex in time interval of duration (I; + lo — 27) /vg, Fig. 4, after that the front
boundary of the cluster 1 for the time interval of the same duration the front boundary of
the cluster 1 is not moving. After that time intervals of duration 27 /vy when the cluster
moves with velocity vp, and time intervals of duration ({1 + lo — 27)/vo when the front
boundary of cluster does not move and is waiting at the vertex. The total duration of
two such subsequent intervals is equal to (I1 + l2)/vg. For this time the front boundary of
the cluster 1 covers the distance equal to the circle length, i.e, the distance equal to 2.
Therefore, the average velocity of the cluster 1 is calculated with formula (1). Similarly, it
is proved that the velocity of the cluster 2 is calculated also with formula (1).

Theorem 1 has been proved.

4. Clusters on a closed 2-necklace

Suppose there is a network consists of two circles, which have two common points (vertices).
On both the circles, coordinates of one of the vertex are equal to 0, and coordinates
of the other vertex are equal to m, Fig. 4. Suppose the initial cluster ¢ length equals [;,
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0 < l; < 2w, i=1,2. Both the clusters have the same density, and, therefore, the clusters
move with the same velocity vg.

Figure 4: Closed necklace of two rings

The following Theorem is true that is analogous to Theorem 1.

Theorem 2. Suppose C' = CigV Cyq, I = I,V I.

1) If Iy + lo < 27, then, for any initial conditions there exists a time instant after that
the both clusters ever move with velocity vy, and, therefore, v = vy.

2) If 1 + ly > 2w, then the movement cannot be synchronized and the average velocity
is calculated with formula (2), if min(ly,l3) < 7. . 8) If min(ly,ly) > m, then the movement
stops for a finite time, v = 0.

Proof. The proof of Theorem is similar to the proof of Theorem 2.

5. Flows on a 2N-necklace

Let us consider a generalization of the model that was considered in Section 4. Suppose
there are 2N rings. Each ring has common points (vertices) with two adjacent, Fig. 5.
Each vertex has the same coordinates on the both rings. These coordinates are equal to 0
and 7. Neighboring clusters have indices difference of that is equal to 1 (except neighboring
rings 1 and 2N, which have also a common point). By I; denote the initial length of the
cluster ¢, 2 =1,...,2N.

Theorem 8. Suppose C = Cyy, I = I.

1)Ifly=1l<m,i=1,...,2N, then, for any initial conditions there exists a time instant
after that the both clusters move always with velocity vy, and therefore, this is a case of flow

synergy.

2) If the total length of two adjacent rings is more than 2w, then, for any initial con-
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CLTCTC
A N
Figure 5: Closed 2N-necklace

ditions, the average velocity v} of the clusters is less than vy, i.e., the movement cannot be
synchronized.

3) If min(ly,...,lon) > m, then the movement stops for a finite time, v = 0.

Suppose that 0 (z,t) = 1, if the point x on the ring k at time ¢ is located within the
cluster; 0;(x,t) = 0, otherwise;

2T 9N
I(t) = /Zﬂi(:v,t)eiﬂ(x,t) de, k=1,...,2N — 1,
0 1
2T oN
Ly(t) = /Z%N(ﬂ%t)@l(wvt) dz,
0 1

2N
I(t) =Y I
k=1
The movement is synchronized, if, since some time instant, () = 0..

Lemma 1. Suppose C' = Cyy. If I; < 7 for any ¢ = 1,...2N, then I(¢) is the non-
increasing function of time.
2N
Proof. The item I (t), kK =2,...,2N — 1, in the sum I(t) = »_ I} can increase at time
k=1
instant ¢, if at this instant at least one of the clusters k£ and k + 1 is not moving. Suppose,
for example, it is the cluster k. However, the item [;_; decreases with the same velocity as
increases the item I, and the sum [ is non-increasing. The cases £k = 1 and k = 2N are
considered similarly.
Lemma 1 has been proved.

Lemma 2 Suppose C' = Cyq. If [; > 7 for any ¢ = 1,...2N, then the movement stops
for a finite time.
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Proof. There are 2N clusters and 2N vertices. We have l; > 7,4 = 1,...2N. Hence any
cluster covers at least a vertex, and no cluster can cover more than one vertex. The front
boundary of no cluster can enter a vertex, because such a cluster covered two vertices, and
this is impossible.

Lemma 2 has been proved.

6. Flows on chainmail of a torus

Consider a network that has two-dimensional structure 2 x 2. There are four rings: (1,1),
(1,2), (2,1), and (2, 2). Points of each ring are characterized with a coordinate on the circle.
Each ring has common points (vertices) with four rings. Hence the structure of the network
is a torus structure. The location of vertices is shown in Fig. 6. The clusters have the same
mass [, (1,2, 5);

The rings (1,1) and (2,2) are priority rings.

Theorem 4 Suppose C = Cyq, I = I;.

1) If I < %, then, for any initial conditions, synergy occurs after some finite time
interval.

2) If § <1 < m, then, for any density, there exist both initial conditions for that the
movement is synchronized and initial conditions for that the movement cannot be synchro-
nized.

If | > m, then the flow stops for a finite time.

The movement is synchronized, for example, if at initial time, on the rings (1,1) and
(2,2) the front boundaries are located at the vertices with coordinate 0, and on the rings
(1,2) and (2,1) the front boundaries are located at the vertices with coordinate 7.

The movement is synchronized, if

3

s
=y X22 =T, T12 =

z11 =0, D21 = 5 5

where z;; is the coordinate of the front boundary of cluster on the ring (4, j), 7,7 = 1, 2.

, and the

In Fig. 6-10, the networks states are shown at some times, for [ = %77, p= %

velocity of free movement vy = %.
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270
?9\ 340
180 (2,1 0
70

Figure 6: Network state at t =0

270
0 180 (2,1) 0
| / O
270

270

Figure 7: Network state at ¢ = 20

In this case the average velocity of the cluster movement on each ring is equal to

2
v = 0.
2047 0
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270 270

180 (2,1)
20

270

Figure 8: Network state at ¢ = 40

270 270

160
180 (2,2)

Figure 9: Network state at t = 110

7. Flows without synergy

Consider a chain of four rings connected at points with coordinates 0 and «, Fig. 9.
On each ring a cluster is moving of length 7. If two clusters come to the vertex simul-
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270

270
i 250

0 0
70 &=
e
0 180 (2,2) 0
340
250 570

270

Figure 10: Network state at ¢ = 200

Figure 11: Location of clusters at the initial time instant

taneously, then the cluster located to the right has the priority. This corresponds to case in
that, for each vertex, the priority cluster is assigned. The velocity of free cluster movement
equals vg.

Suppose, at the initial time instant, the front boundaries of clusters 1 and 2 are located
at vertices with coordinates 0, and the front boundaries of clusters 3 and 4 are located at
vertices with coordinates .

Then for time interval of the length 7 /vy, the clusters 2, 3 and 4 go through a distance
m, and the cluster 1 is not moving, Fig. 10.

In time interval (7/vo, 27 /vp), all clusters are moving save the cluster 3.

At time t = 27 /vy the front boundaries of clusters 1 and 4 are located at vertices
with coordinates 7, and the front boundaries of clusters 2 and 3 are located at vertices
with coordinates 0, Fig. 11. The situation is repeated that is similar to initial on. A
similar situation will be repeated in time intervals of duration 27 /vy. The movement is not
synchronized.
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Figure 13: Location of clusters for ¢t = 27 /v

8. Simplified stochastic model of flows on a necklace

Suppose there are 2N rings. Each ring has common points (vertices) with two adjacent
rings. Neighboring clusters have indices difference of that is equal to 1. The adjacent rings
1 and 2N have also a common point. The vertices on the same ring are located at opposite
edges of diameter, Fig. 12. The rings are numerated to the right.

Figure 14: Clusters on a necklace

On each ring clusters move. The length of each cluster is equal to a half circle. At each
discrete time instant (tact) each cluster occupies the upper part of its circle or the lower
one. We say that the ring with an odd index is at the state 1, if the cluster occupies the
upper part of the ring, and is at the state 2, if the cluster occupies the lower part of the
ring. The ring with an even index is at the state 1, if the cluster occupies the lower part
of the ring, and is at the state 2, if the cluster occupies the upper part of the ring. The
front boundary of cluster with an odd number is located to right, if the cluster occupies
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the upper part of the ring, and to left, if the cluster occupies the lower part of the ring.
The front boundary of cluster with an even number is located to left, if the cluster occupies
the upper part of the ring, and to right, if the cluster occupies the lower part of the ring.
Clusters moves clockwise on the rings with odd numbers and counter-clockwise on the rings
with even numbers. At each tact, each cluster changes occupying part save the case when
the front boundary of the given cluster is located at the same vertex as the front boundary
of the neighboring cluster. In the latter case each of two clusters comes to the other part
of the circle with probability 1/2 and with the same probability the cluster does not move
at given tact.

Theorem 5. For the time interval with a time interval with a finite expectation all rings
come or to the state 1, or to the state 2, after that no conflicts occur and the clusters move
freely and are in turns at states 1 and 2.

Proof. Let us describe the clusters movement process by a Markov chain [5], states
of which correspond to configurations of clusters on the network of wings. There are 22V
the chain states. By (i1,...,i2n) denote the chain state for that the ring j is at state i;,
ij =1,2; 5 =1,...,N. In accordance with rules of movement, each cluster always changes
its location at every step save cases when this ring is at the state 1 and the ring to right is
at the state 2, or when the given ring is at the state 2 and the ring to left is at the state 2,
Fig. 13.

1 2 2 1 1 1
1
2 \
1 1 2 2

Figure 15: Rules of clusters movement

This means that, if, at some time, the chain comes to the state £; = (1,1,...,1) or
to the state Fy = (2,2,...,2), then, after this, the chain will be by turns at each of these
states. If each cluster of the chain is in turns at odd steps at the state E7, and at even
steps at the state Fo, then we say that the chain is at the mode 1. If each cluster of the
chain is in turns at even steps at the state F1, and at odd steps at the state E5, then we
say that the chain is at the mode 2. Let us prove that the chain come from any state come
to the mode 1 no more for N steps. We say that a ring, at an odd time instant is at the
state corresponding to the mode 1 (corresponds to the mode 1), if this ring, at this instant,
is at the state 1. We say that a ring, at an even time instant is at the state corresponding
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to the mode 1, if this ring, at this instant, is at the state 2. Suppose the chain is at the
state k rings are at the states do not correspond to the mode 1. If the chain is at the state
neither £ nor Fs, then there is at least a pair of adjacent rings such that the left ring is at
state 1 and the right ring is at state 2. One ring of such the pair correspond to the mode
1, and the other ring does not correspond to the mode 1. With probability 1/2, the ring
corresponding to the mode 1, moves at the present step, and the other ring does not move
after that both the clusters will correspond to the mode 1. With a probability, which is not
less than 1/ 22k at each of next k steps corresponding to the mode 1 will increase unless all
rings correspond to the mode 1. Since k < 2N, then, with probability no less 1/23V, the
chain, from any state, for no more than N steps, comes to the mode 1. Similarly, it can be
proved that, with probability no less 1/23", the chain, from any state, for no more than N
steps, comes to the mode 2. Hence, with probability no less 1/ 23N=1the chain, from any
state, for no more than N steps, comes to the mode 1 or to the mode 2. Thus the chain,
from any state, comes to mode 1 or to the mode 2 for the time interval expectation of that
is no more than/Nd, where d is the expectation of a random value distributed geometrically
with the parameter p = 1/23V~1. This expectation equals 23V~
Theorem 5 Has been proved.
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Abstract

The use of Newton method is a well-established option for solving nonlinear partial
differential equations. The theory of its convergence is, however, rather complicated
and the results are restricted to simple academic examples. The matter is even more
complicated due to necessity of use of damping, attempts to save computation time by
using the same Jacobian for several successive steps, or other variants of the algorithm.
In the case of solution of complicated problems arising in the engineering practice, one
usually have to fine-tune the method for each problem individually in order to ensure
convergence and avoid extensively long calculation. The goal of this contribution is to
develop wide range of variants of the Newton method, test them on several real-world
engineering problems and compare their performance. Resulting algorithms, which were
implemented in the frame of our general-purpose finite element software, allow us to
automatically select appropriate settings for the given problem.

Key words: Nonlinear partial differential equations, Newton solver, higher-order
finite element method, numerical software

1 Introduction

In this work, we would like to address the issue of effective implementation of the Newton
method, used for solution of partial differential equations. It is a part of ongoing effort
to create universal software for solution of nonlinear coupled partial differential equations,
which would use the most advanced approaches towards the finite element method, but,
in the same time, would be easily usable for engineers performing complicated real-world
calculations.
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2 Hermes and Agros2D software

Hermes (see, e.g., [3], [5], [6]) is a C++ library for rapid development of adaptive hp-FEM
and hp-DG solvers, with emphasis on nonlinear, time-dependent, multi-physics problems.
It implements several unique features, that can speed-up the calculation significantly. It has
been shown, that hp-adaptivity can lead to exponential convergence. The use of arbitrary-
level hanging nodes significantly reduces the need of unnecessary refinements during the
adaptivity process. Multi-mesh approach allows us to use separate mesh for each field,
respecting its specific requirements, but creating one discrete problem. Other key features,
such as curvilinear elements or dynamical meshes, are described on the web page of the
Hermes project [7].

Agros2D (see, e.g., [4], [8]) is a multi-platform engineering software for solution of
nonlinear coupled problems from large variety of engineering practice. Its goal is to allow
the use of advanced algorithms implemented in the Hermes library in a convenient way.
It brings advanced GUI, with which it is simple to develop complicated models including
interaction of several physical fields. As it uses Hermes library as its computational core, it
brings all its unique features, such as automatic hp-adaptivity with arbitrary-level hanging
nodes, multi-mesh assembling, curvilinear elements, etc. Agros2D comprises convenient
pre-processor for geometry definition, meshing tools, FEM calculation (using the Hermes
library) and advanced post-processor, defining large variety of point and integral physical
quantities for each individual physical field.

3 Selected nonlinear problems

Our work is focused at solution of nonlinear coupled problems, comprising interaction of
more physical fields. In this work, we focus on the study of three nonlinear problems arising
in three different areas, which may be then used to formulate coupled problems.

3.1 Temperature distribution

Problems of temperature distribution 7" are described by equation

oT
—V - (AVT) + pep (E tv- VT): 0,

where thermal conductivity A, specific heat cp and density p may be considered nonlinear.
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3.2 Magnetic field

The distribution of magnetic field will be calculated in terms of vector magnetic potential
A, given by equation

1
V x (*(VXA—BI)) oV XV X A= Jogt,
7
where the permeability p exhibits a very strong nonlinear dependence on magnetic induction
B =V x A and causes convergence problems.

3.3 Incompressible flow

Equations governing incompressible flow are as follows:

pv-Vv = —Vp+ulAv+f
Vv = 0

Those equations are nonlinear by its nature (the term on the left-hand side of the first
equation) and also its coefficients have to be considered nonlinear in some cases.

In the case of coupled problems, the situation is even more complicated due to mutual
dependence of nonlinear parameters on individual fields. Such problems can be solved in
monolithic formulation using the Hermes multi-mesh capability.

4 Newton method

Various approaches towards the Newton method can be found in a large number of sources
(see, e.g., [1], [2]). The main focus of this paper is to implement different variants (including
the use of automatic or fixed damping factor, different strategies of reusing of the Jacobian
for several successive steps, different stopping criteria, etc.), to compare their performance
in terms of convergence and CPU time and to identify optimal parameters for each type of
equation. The basic algorithm can be written as follows:

initial step
while stopping criterion not reached
recalculate jacobian
solve the linear problem
while condition on residual not satisfied
update damping factor
calculate residual
end
while condition on jacobian reuse satisfied
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solve the linear problem
calculate residual
end

In the presentation, extensive comparisons of different choices of stopping criterion, condi-
tions influencing the calculation of damping factor and strategies for Jacobian reuse and
other parameters will be provided. The comparisons will be done for all mentioned equations
with the aim to allow more effective calculations.

Acknowledgements

This work was supported by the European Regional Development Fund and Ministry of Ed-
ucation, Youth and Sports of the Czech Republic (project No. CZ.1.05/2.1.00/03.0094: Re-
gional Innovation Center for Electrical Engineering - RICE) and by the project P102/11/0498
(Grant Agency of the Czech Republic).

References

[1] P. WRIGGERS, Nonlinear Finite Element Methods, Springer-Verlag, Berlin Heidelberg,
2010.

[2] P. DEUFLHARD, Newton Methods for Nonlinear Problems, Springer Series in Compu-
tational Mathematics, 35 (2004).

[3] P. SoLIN, K. SEGETH AND 1. DOLEZEL, Higher-Order Finite Element Methods, Chap-
man & Hall/CRC Press, Boca Raton, 2004.

[4] P. KArBAN, F. MacH, P. Kus, D. PANEK AND I. DOLEZEL, Numerical solution of
coupled problems using code Agros2D, Computing In press (2013) DOI 10.1007/s00607-
013-0294-4.

[5] P. SoniN, J. CERVENY, I. DOLEZEL, Arbitrary-Level Hanging Nodes and Automatic
Adaptivity in the hp-FEM, Math. Comput. Simul. 77 (2008), 117-132.

[6] P. SoLIN, L. Korous, Adaptive Higher-Order Finite Element Methods for Transient
PDE Problems Based on Embedded Higher-Order Implicit Runge-Kutta Methods, J.
Comput. Physics, accepted (2011).

[7] http://www.hpfem.org/hermes

[8] http://www.agros2d.org

©CMMSE Page 878 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 20185.

A Stabilized Finite Volume Numerical Scheme
for Solving the Partial Differential Equation
in the Heston Model

Pavol Kitik! and Karol Mikula®

U Department of Mathematics and Descriptive Geometry, Slovak University of Technology

emails: pavol.kutik@gmail.com, karol.mikula@gmail.com

Abstract

This article is aimed to provide a stable numerical scheme, based on the finite
volume method discretization, for solving the partial differential equation arising in
the Heston model. In order to build a scheme which does not violate the discrete
minimum-maximum principle a diamond-—cell approximation of the gradient is used
and a splitting into an inflow/implicit and an outflow/explicit part is applied. By the
use of appropriate weights, a sufficiently large set of the outflow fluxes are transfered
to the corresponding inflow fluxes of the neighbouring finite volumes. We illustrate the
stability and accuracy of the scheme on two numerical experiments, the former one with
a European binary option and the latter one with a European call option.

Key words: Finite volume method, Heston model, Stabilized scheme

1 Introduction

Since its introduction in 1973 the Black-Scholes formula (cf. [1]) has remained the most
widely used application for pricing of European call options. However, as Hull and White (cf.
[8]), Heston (cf. [9]) and many others point out, some of the underlying assumptions which
determine the stock price dynamics, have to be modified in order to replicate the option
prices more accurately. Particularly, Heston relaxes the constant variance assumption and
allows it to follows the so-called mean reverting square root process originally proposed by
Cox, Ingersoll and Ross in [3]. Hence the couple of stochastic differential equations which
govern the price evolution looks as

dSt = MStdt + \/;tStth, (1)
d?/t = Ii(g — Wt)dt + O'\/;tdZt (2)
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where {S;}i>0 and {#}+>0 are stochastic processes for the underlying stock and the vari-
ance of the underlying, respectively. Processes {W;};>0 and {Z;}+>0 are Wiener stochastic
processes mutually correlated by E[dW;dZ;] = pdt. The list of other parameters reads as
follows:

(i) p is the correlation parameter,
(ii) & is the reversion speed,
(iii) o is the volatility of variance,
(iv) 6 denotes the long-term variance,
(v) p represents the drift of the process for the stock.

Modeling the asset price by means of (1)-(2) allows to capture important skewness effect
of the spot returns that arise from the mutual correlation |p| > 0 between the two Wiener
processes. Now, if we follow the hedging procedure of a synthetic portfolio, omit the sub-
scripts t indicating time dependence in S; and z and assume zero market price of risk we
can write the governing partial differential equation as follows:

G\% oV 1 L0V 92
ot 7% a7 a5z T8
1 4, 0%V oV _
+§0' TJW—FK(Q—U)%—TV—O (3)

where » > 0 is the risk-free interest rate. What is more, the Heston model provides a
closed-form solution (cf. [9]) for a European call option which we later take as a benchmark
when testing the accuracy of our scheme.

2 Numerical Schemes

In order to obtain an efficient numerical scheme we apply the finite volume discretization
method to the linear advection-diffusion-reaction equation of the form (3). Before we do
S0, it is convenient to transform the governing equation into a form with the diffusion
and advection term in divergent form. To this end we first use standard substitutions
z = In (%) vy = v,7 = T —t and u(z,y,7) = V(S,2,t) and rewrite equation (3) in a
compact form as follows

%+E~Vuzv-(BVu)—ru, (4)

ot
1 1 po
By . ) 5)

where
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and L L
- r— sy — 5p0
A=— 2 2 .
( ﬁ(Q—y)—%aQ ) (6)
If we shrink the computational domain, for implementation purposes, to  ~ (X, X,) X

(0,Y) and denote the uniform lengths of each rectangular finite volume in the x- and y-
direction by

X, — X

h = _

T Nx I
Y
h = _—
Y ly

we can define the admissible mesh 7}, in the sense of [5] of the domain © C R? by

Dij = (af:if%,acwr%) X (yjfé,yﬁ%), fori=1,...,Nyand j=1,...,N,. (7)
The boundaries of each finite volume (cell) p;; are defined by the set of points
il =T + hy, fori=1,..., N,

Yj-1 + hy, for j=1,...,N,.

Concerning the time discretization, we use uniform discrete time step K = Nlts in order to
discretize the time interval I = (0,7).

Before integrating equation (4) let us rewrite also the advection term into conservative
and nonconservative part as follows:

A-Vu=V-(4du) — (V- Au. (8)

Inserting this identity into (4) and integrating it over a finite volume p we obtain its following
integral form:

pgzdwr/p[v.(gu) — (V- A)u)dz = /pV-(BVu)dx—/prudx. (9)

—

On the terms V - (Au) and V - (BVu) we can apply Green’s theorem to obtain

—,

%dx—i— Z Eu-npqdy—/(V-A)uda;—

p O qeN(p) ~ P P
Z BVu-ny,dy — /rudx (10)
qeN(p) " 7P P

where o,, represents a mutual edge between finite volumes p and ¢. Furthermore, the
symbol n,, denotes the unit outer normal vector relative to the finite volume p and N(p)
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Figure 1: A detail of the finite volume p and corresponding adjacent points with represen-
tative solution values .

is the set of all cells which have a common edge with the cell p, i.e. N(p) = {e,w,n, s} (see
Figure 1).

Let us denote by v,, the approximation of the averaged exact advection velocity on the
face 0,4 in the inward normal direction to the finite volume p, i.e.

1

m(0pq)

Upg = — / A -mnp,dy (11)
Opq

where m(o,q) denotes the measure of a mutual face between cells p and ¢. Hence for each

edge we can write vy, = —ffm - ny,, where A’pq denotes the mean value of the advection

vector along o,,. Particularly, for each edge o), the velocity approximation v,, can be

formulated as

— 42 _ 1 __ 1 _ 2
Vpn = — 0y Vpw = gy Upe = —Qpe, Ups = Gypg (12)
where aj,, agq are the mean scalar elements of the advection velocity vector A = o2

evaluated along the edge op,.

In order to approximate the exact gradient Vu along the edge 0,4 let us introduce a
discrete diamond-cell gradient operator VP¢ = (VD¢ V5 @) which we define for each edge
Opgs q € N(p) as follows (cf. [4]):

Te—Tp TUp—Tw
vaeC(u) = < 'L_’«pneh_zﬂpse ) Y v]l))’wc(u) = ( ﬁpnwh_z'l_ltpsw > ) (13)

h’y hy
ﬂpnefﬁpnw ﬁpse *’D«psw
vé)nc (U) = < 17«'n.hjj'ljfp ) ’ vgsc (’LL) = ( 17fphfﬁs > (14)
hy hy

where 1,4, ¢ € N(p) denotes a representative value on the edge o,,. Furthermore, by
defining N'(p)\N(p) as a set which contains all cells ¢ having a common point with the

©CMMSE Page 882 of 1797 ISBN: 978-84-616-2723-3



PavoL KUTIK, KAROL MIKULA

finite volume p, i.e. N'(p)\N(p) = {ne,nw, se, sw} (see Figure 1), we can define ,q, ¢ €
N'(p)\N(p) as a representative value in the vertex x,,, ¢ € N'(p)\N(p). Analogically,
Ui, denotes a representative value in the finite volume p. In what follows we assume the
representative points to fulfill the most natural choice for reconstructions

m m
Uy, +u

m _ug@—l—u;”—ku?e—l—uzl m _ugl—i-u?f—l—uz@w—i-uﬁ 16
upne - 4 ) upnw - 4 ) ( )
. _u;”—i-ufﬁ—i-ug’fu—i-ug” . _u;”—i-ug”—i-ugﬁ%-ug”

upsw - 4 ) upse - 4 (17)

where m denotes the old time layer m = n — 1 or the new time layer m = n. Using the
following approximations for the advection terms

/ Au -y dy ~ upq/ A - n,, dy, (18)
Opq (2

rq

/(V - Audz ~ ﬂp/ A np, dy (19)
p Ipq

and inserting the approximate advection velocity (12) and the diamond-cell approximation
of the gradient (13)-(14) into the equation (10) we obtain

ou _ _
/ de + Z Upg (Up — Upq) M(0pg) =
P )

geEN(p
bllvxDC U +b12vDC U B
> ( piatr o) ) (o) < [rae 20
qu(p) Pq x,pq pq Y,pq P

To simplify the notation of the numerical schemes to come we introduce advection-associated
coefficients a,q,¢ € N(p) and diffusion-associated coefficients 6,4, ¢ € N'(p) which we define
as follows:

1 1 1 1
Ape = _§hya;176’ Gpw = §hya}17w7 Apn = _ihl’a?m7 aps = §h$a1205’ (21)
21 21 21 21
5 _@bn bﬂ_bﬁ 5 _@bll_bﬂ bﬁ (22)
P by P4 47 P Y4 47
12 12 12 12
b _@522_1_[)?;6_()1’7” b _@522_1)?;6 bﬂ’ (23)
o, — hy 'on A 4 ps — hy s 4 4’
pl2 p21 pl2 b2l
Epne = % + %7 Epsw = % + f’ (24)
b :_%_@ b :_%—@ (25>
'Pnw 4 4 ’ pse 4 4 '
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Now, if we insert the reconstructions(15)-(17) into (20) with m = n and replacing the time
n_,n—1
derivative % by a backward difference “2—2—

basic diamond-cell-based fully-implicit scheme:

in a representative point x, we obtain the

n k‘ n n n—
Atk + s Z tpg (upy —ut) = ul ™! (26)
aeN'(p)

where
tpg = Opg + bpg, g € N(p),
tpq = bpqg; q € N'(p)\N(p).

and m(p) = hgyhy is the measure of any finite volume p. Following the ideas in [2, 4] we
are able to prove that for h, > 0, h, > 0 sufficiently small an unique solution of the scheme
(26) does exist and it is conditionally stable in Lo(7,) norm. Similarly, it may be also
possible to prove the convergence of the discrete numerical solution to the weak solution
of the Heston model (3) accompanied by some appropriate boundary conditions. However,
since for some h, > 0, hy > 0 the solution delivered by the numerical scheme (26) may not
always exist and if it does it is only conditionally stable our further goal is to enhance these
properties.

In order to obtain a scheme which is always solvable our goal is to construct a non-
singular system matrix. We can take advantage of the Levy-Desplanques theorem (cf. [7])
which states that a strictly diagonally dominant matrix is regular. Such matrix can be built
by splitting the coefficients ¢, into two groups as follows

out

= max(cyg,0) and ¢y = min(gy, 0) (27)

in
Cpq

where c;;Z denote the so-called inflow coefficients and c;gt the so-called outflow coefficients,

cf. [6]. Now, taking all numerical fluxes ¢y, (uy' —uy') associated with the inflow coefficients,

i.e. ¢pg > 0, implicitly (from the time layer m = n) and all numerical fluxes cyq(uy® — ug")

associated with the outflow coefficients, i.e. ¢ < 0, explicitly (from the time layer m =
n — 1) leads to the split scheme:

(1+ kr)up + mf ) > deup —up) =
Pl genv)
up™ — L > utupt —uph. (28)
mp) 4
q€N'(p)

The system matrix of scheme (28) is a M-matrix which not only is diagonally dominant but

also keeps the numerical solution on the new time layer in the range of the right-hand side

vector. However, if the magnitude of the outflow coefficients c;’;‘t (actually corresponding

to backward diffusion) in the right-hand side vector is too significant, spurious oscillations
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in the solution may occur. Hence the final goal is to propose a scheme which would ensure
that the discrete minimum-maximum principle is not violated. The stabilized scheme can
be formulated in the following form:

(L kol + — 37 i — uf) =

m(p) geN’(p)
n— k- out ou n— n—
Up l_m( ) Z epqt’:pqt(“p l_uq Y (29)
P) jeniin)

where outflow weighting factors Hggt € [0,1] and corrected inflows C;;Z were used. We define

the coefficients %% as
max,n— 1 n—1
L m(p)(up ) £ ne1 1
Opg = min <1, R T 2_1) , i ey (ug ™ —uy ) >0, (30)
P ‘pq
min,n—1 n—1
t . m(p)(up ’le ) . t -1 —1
0,y = min <1 Kn"“tc‘mt(uqfl — 271) it e (ug T —uy ) <0, (31)
P ‘pq
oot =1, if ot (up~t —un™) =0 (32)

where the symbol n"“t is defined as the number of nonzero outflows from the finite volume
p to all its nelghbours Symbols up "' and u)"™™" ! denote the upper and lower bound
for an arbitrary right-hand side element p € 7}L. By using definitions (30)-(32) we have
reduced the outflow coefficients in the scheme (29) by the factor (1 — 694")coy* which must
be added to the inflows of the neighbors. To this end we define

iy = ey — (1= O3 (33)

which determines the new inflow coefficients in the stabilized scheme (29).

3 Numerical Experiments

We have performed two types of numerical experiments. The first one is related to the
overall accuracy respectively convergence and the second one to the discrete minimum-
maximum principle. In the former case we have exploited the fact that we are provided
with a quasi closed-form solution for a European call option in the Heston model. We shall
thus use it as a benchmark for the numerical test. Table 1 lists all parameters and variable
ranges used in this section. Furthermore, a quadratic coupling between the time step K and
the space mesh sizes h,, h, have been chosen, i.e. K = h;hy. Errors el N Ny are estimated
in the Lo(1, ) numerical norm and the experimental order of convergence 1s defined as

N
lenyiw Il

llesntan, Il
€aN, 2N,

EOCKNhI hy = 10g2
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Table 1: Variable ranges and parameter values used for the computation of the numerical
solution for the Heston model.

Parameter Value H Parameter Value ‘
x [—7,3] S [0.1,2008]
Y [0,1] v [0,1]
T [0,0.05] t [0,0.05]
FEq 100 Es 120
P —0.5 K 5
0 0.07 o 0.5
0.1 T 0.05

We have applied the basic scheme (26) and the stabilized scheme (29) on the evolution
of the European call option initial profile described by V(S,v,T) = max(S — E,0) with
FE = FEj. Since the call option is a continuously differentiable function V7 > 0 and does
not contain large gradients we can expect that not much stabilization is needed during the
computation. This fact is clearly visible in Table 2 where the basic scheme only slightly
outperforms its stabilized version regarding both accuracy and convergence. Nevertheless,
for this solution profile the stabilized scheme seems to exhibit second order convergence in
space as expected.

Table 2: Errors in Lo(Z,Q2) norm and EOCs of the schemes (26) and (29) compared with
the exact solution of a European call option.

| N. | N, | Ny | Basic | EOC || S’IIOE | EOC |
20 [10 |1 1.341 1073 | - 1.390 1073 -

40 |20 |4 5.491 10~* | 1.29 || 5.387 10~* 1.37
80 |40 16 1.952 107*] 1.49 | 2.105 104 1.36
160 | 80 | 64 6.118 107> | 1.67 || 6.943 10~ 1.60
320 | 160 | 256 | 1.720 10°°| 1.82 | 1.993 10~° 1.80

The second experiment is related to the discrete minimum-maximum principle. We
have investigated the evolution of an European-style binary option under the Heston model
whose payoff is defined as follows (cf. Figure 2):

V(S, ’U,T) =1,if Se [El,EQ]
V(S,v,T) =0, otherwise. (34)

For the analysis of the violation of the global minimum-maximum principle we can exploit
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Figure 2: Payoff function V' (S, v,T) for a binary option with strike prices F; = 100 and
E5 = 120: 3D view (left) and contour plot (right).

the non-arbitrage principle which implies that the price of such a product can never reach
negative values and it can never exceed its payoff maximum V(S,v,t) < 1, Vt € [0,T).
In this example the interest rate has been put r = 0.3. The space discretization has been
chosen as follows: h, = 0.05, hy, = 0.01, i.e. N, = 200, N, = 100. The coupling between
time and space stepping has been set to K = h;h,, i.e. Ny, = 100.

Figure 3: Numerical solution computed by the basic diamond-cell scheme (26) for a binary
option with r = 0.3 at 7' = 0.05: 3D view (left) and contour plot (right).

In Figures 3 - 4 numerical solution profiles in time ¢ = 0 are presented. Clearly, the
unstabilized basic scheme exhibit oscillations — on both sides of the main mass (S < 100
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Figure 4: Numerical solution computed by the stabilized scheme (29) for a binary option
with r = 0.3 at 7' = 0.05: 3D view (left) and contour plot (right).

and S > 120) and on both ends of the original range [0,1]. It is the consequence of the
backward diffusion inherent in the basic scheme applied on a solution profile containing
large gradients. The global extremes are exceeded by an error of order 1072, On the other
hand, the stabilized scheme gives results which behave according to the discrete minimum-
maximum principle.

4 Conclusion

We have introduced three numerical schemes based on the finite volume discretization for
solving an advection-diffusion-reaction partial differential equation arising in the Heston
model. In order to obtain the basic scheme we have replaced the diffusion fluxes by means
of the diamond-cell approximation and all reconstructed values have been taken implicitly.
Secondly, we have split the flux coefficients into inflow and outflow group. Taking all inflows
implicitly and all outflows explicitly has led to a system M-matrix and favourable solvability
properties of the split scheme. Thanks to an adjustment of weights of certain coefficients in
the split scheme we have been able to propose a stabilized scheme which does not violate
the discrete minimum-maximum principle and is second order accurate in space. Finally,
we have shown on numerical experiments that all these theoretical properties hold.
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Abstract

This paper provides a mathematical model for a predator-prey system, with recruit-
ment and capture on both species, and analyzes its qualitative dynamics. The model is
formulated considering a population growth based on a general form of recruitment and
predator functional response, as well as the capture on both preys and predators at a
rate proportional to their populations. In this sense, it is proved that the dynamics and
bifurcations are determined by a two-dimensional threshold parameter R = (mq,m2)
with mq1, me > 0. Finally, some numerical simulations, varying the parameters values
my and mo, show different scenarios about the evolution of the system and allow to
validate the model.

1 Introduction

Dynamics of predator-prey systems continue being of interest to both applied mathemati-
cians and ecologists due to its universal existence and importance [2]. Predator-prey in-
teraction is one of the basic interspecies relations for ecological and social models [24].
Mathematical models to describe this type of interactions have their origin in Lotka [17]
and Volterra [23], who, in the 1920s, formulated a similar model, but independently, which
is known as Lotka-Volterra model in honor to them [12]. Since then, a logistic type growth
has been usually assumed for the prey species in the models, while a linear mortality rate
for the predator species [24].

Some time later, a predator functional response began to be incorporated, i.e., it was
assumed that the rate of predation depends on the density of the population of victims [12].
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Some models with these features, known as Rosenzweig-MacArthur models [20], are of the

form
i = af(z) - wyo(a)
{ y = cryg(r) — ey, W)

where: zf(x) represents the growth rate of the prey species in the absence of predators; the
term xy@(x) is called predator functional response; x¢(z) is the number of preys consumed
per predator in a unit time; the constant c is the conversion efficiency of preys into predators
(usually 0 < ¢ < 1 [24]); the term cxy¢(x) is named the predator numerical response; and
the constant e is the predator mortality rate [4].

So far, some conventional forms for the predator functional response that have been
used (see [4, 5, 11, 14, 15, 18, 22, 24]) are:

rop(x) =957, 0<axz< M, z¢(x)=a, >M, (o, M >0) [Holling type I
rd(z) = 25, (a, A >0) [Holling type II]
vp(r) = £, (a,A>0) [Holling type I1I]
zp(x) = a(l — e %) [Ivlev type]
zp(x) =ax?, (¢<1) [Rosenzweig type]

The harvesting and capture in mathematical models of population dynamics have been
treated by authors as Brauer and Castillo-Chavéz [4], Britton [5], Murray [18] or Isaza
and Campos [12]. In particular, for predator-prey systems, authors have only studied the
capture on predators. However, Brauer and Castillo-Chavéz suggest studying the capture
also on preys, since this could be appropriate for an examination of the extent to which one
can control a population by tampering with its food supply [4].

When studying populations that are fishery resources, researchers are generally inter-
ested only in the exploitable population, since it is the part of the total population that is
visible to fishing and fisheries research [7]. For this reason, it is necessary to know about the
different changes of state of the fish concerning to its biological life cycle and its exploita-
tion. The life cycle of the fishes develops to the extent that each individual goes through
stages of egg, larva, juvenile and adult. In the early stages of life, the fish cannot be cap-
tured by those engaged in fishing activities, either because they are too small or because
they are outside the fishing areas [7]. But, as the fish grows, the conditions are modified
until a change (in the size, location and/or habits of the new fish) which provokes that the
fish can be detected and caught by the existing fishing methods for the first time [7]. The
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number of individuals that arrive in the fishing area for this first time is called recruitment
to the exploitable phase [6]. These individuals grow, spawn (once or several times) and
die. The variations in their abundances are mainly due to predation and environmental
factors (winds, currents, temperature, salinity, etc.) [6]. In these non exploitable phases,
the mortality is not directly caused by fishing [6] and is usually very high, particularly at
the end of the larvae phase [9]. This results in a small percentage of survivors until the
recruitment [6]. In [16], the authors set out an approach to these kinds of models, providing
one that considers recruitment in a two-stage species.

The relationship between stock S and recruitment R in fish populations has been sub-
ject of many studies (see [8, 9, 10, 13, 21]). Among the models that have been developed to
fit stock-recruitment curves to data sets are the well-known Beverton-Holt [3] and Ricker
[19] curves, namely:

R— 5«755, (o, B> 0) [Beverton-Holt]

R =689, (0,A>0) [Ricker]

In this sense, the main purpose of this work is to provide and analyze a mathematical
model for the dynamics of a predator-prey system, which is formulated considering a pop-
ulation growth based on a general form of recruitment, a fairly general predator functional
response and capture on both predators and preys at a rate proportional to their popula-
tions. Thus, the results obtained cover the casuistry originated by the different types of
functional response and recruitment stated before.

So, we set out a continuous mathematical model for the dynamics of a predator-prey
system with recruitment and capture on both species, which can be modeled by the following
system of nonlinear differential equations,

{ 2(t) = w() f(x(t), y(t)) = 2@)[r(z(t)) — y()p(2(t)) —m] 2)
y(t) = y(t)g(x(t),y(t)) = y(®)[s(y(t)) + cx(t)p(x(t)) — me]

All the parameters in this model are non-negative, in order to have a biological signifi-
cance. Additionally, the following properties are satisfied,

e V>0, r(x)>0, r(x) <0and lim r(z) =0,

T—00

e Vy>0, s(y)>0, s’(y) <0and lim s(y) =0,

y—+00
o [zr(z)] > 0 and [ys(y)] = 0,

e Vx>0, ¢(x) >0, ¢(x) <0 and [z¢(x)] > 0, being z¢p(x) bounded as x — oo
[4, 15].
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The proposed model constitutes a new perspective for mathematical modeling of bio-
logical populations, because it incorporates a growth rate based on the recruitment, a fairly
general predator functional response and the capture of both predators and preys, as sug-
gested by Brauer and Castillo [4] at a rate proportional to their populations.

The mathematical results achieved have great biological interest, since they allow to
predict when the predator and prey populations tend to be stable or, on the contrary, when
they tend to disappear, either both or only one of them.

These theoretical results have been validated by numerical simulations which have been
executed by means of a software develop by the authors [1], using statistical data of some fish
stocks of the genus Prochilodus and Pseudoplatystoma, that interact as prey and predator,
respectively, in the Orinoco basin in Colombia.
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Abstract

Radial basis function (RBF) based approximation methods for numerical solution of
partial differential equations are interesting due to their potentially spectral accuracy
and due to being meshfree. This could be especially beneficial for high dimensional
problems, where meshing is non-trivial. In this work, we present different RBF ap-
proaches and evaluate them on a multi-asset option pricing problem. The conclusion is
that the properties of the problem need to be taken into account in the solution method
in order to have an approach that is viable for higher dimensions. Furthermore, we
suggest to use an RBF based partition of unity approach in order to introduce locality
and reduce the computational cost.

Key words: radial basis function, option pricing, partition of unity, collocation
MSC 2000: 65M70

1 Introduction

Radial basis function (RBF) based methods [4] have become quite popular for pricing of
financial derivatives based on partial differential equation (PDE), or in the case of jump
diffusion partial-integro differential equation (PIDE) formulations of the pricing problem.
One of the main arguments is that RBF methods are easy to use in high-dimensions, i.e.,
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for several underlying assets. The methods work only with scattered node points and do
not require meshing. Furthermore, the basic mathematical formulation is the same in any
number of dimensions. In an RBF method, the RBF approximation s(z,t) to the value
u(z,t) of the financial derivative is typically of the form

N
s(z,t) = N(Oolellz — z;]) =D A(H)e(2), (1)
i=1

j=1

where ¢(r) is a (conditionally) positive definite RBF, ¢ is the shape parameter, which
makes the RBF more flat as it goes to zero and more peaked as it goes to infinity, and x;
are scattered node points that act as the center points for the RBFs. The coefficients \;
can be determined through collocation with equations and boundary conditions.

As can be seen from (1), the RBF approximation yields a continuous representation of
the solution function. This allows explicit evaluation of derivatives of the approximation,
which is an advantage in finance where the partial derivatives % and %, denoted by A
and I, are needed for hedging purposes.

In the following sections, we will describe some different approaches, comment on their
strengths and weaknesses, provide some relevant citations, and show numerical experiments
to demonstrate the performance. Finally, we will reach to what we think is currently the
most promising approach, radial basis function partition of unity methods, and present
some preliminary results for these.

2 The model problems used for demonstrations

We will use the simplest possible option pricing problem to test the numerical approaches.
We consider this to be a European basket call option, priced using the multi-dimensional
Black-Scholes equation. Any added features like jump diffusion, stochastic volatility and
exoticity may need special treatment by the numerical methods, but this is not an issue
that we are pursuing in this paper.

The d-dimensional Black-Scholes equation for an option on d underlying assets is de-
fined on ]Ri. For computational purposes, we define a computational domain 2 C Ri.
Furthermore, we define I' C 0f2 as the part of the boundary of the computational domain
where we impose boundary conditions. After transformation of the time-variable [17] and
scaling of the spatial variables as in [13], we can write the Black-Sholes equation as the
following initial-boundary value problem

% 1) = Lulz, 1), zeQ, t>0, @
u(z,t) = g(z,1), zeT, t>0, (3)
u(z,0) = @(z), reQ, (4)
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where u(z,t) is the value of the option, z € Ri contains the scaled values of the d assets,
and t is the time left to the exercise time T of the option. The spatial operator has the

form
d d

ou 1 0%u
Lu(x,t) =71 Ti— + = ool mixj—— —ru
(7’ ) Z 18.%'2' + 2 Z [ Lj ‘ ]8902-6333» ’
=1 7,7=1
where 7 is the risk free interest rate and o is the volatility matrix. For our numerical
examples, we use the contract function

d

¢ (z) = max(0, é Z z; — K), (5)
i=1

where, in our present case, the exercise price K is always equal to 1 due to scaling. The
boundary conditions are linked to the contract function [19]. At the near-field boundary,
consisting of the origin z = 0, we use

g(L t) = 07 (6)

and at the far-field boundary, here defined as the part of the boundary where %Z?:l T >

4K, we impose
d

gz, t) = % Z x; — K exp(—rt). (7)

3 Discretization in time and approximation in space

Let the time interval [0, 7] be divided into M steps of length k" =t —¢"~1 . n=1,..., M,
and let the approximate solution at the discrete times t" be denoted by

v (z) ~ ulz, t").

In the majority of the numerical experiments we discretize the PDE problem (2-4) in time
using the unconditionally stable, second-order accurate, implicit BDF-2 method [11, p. 401],
resulting in

v (z) - kﬁv()z O(a), z€Q, (8)
Un(—) Un( ) = Bn " 1( ) - Bgvn72(§)v z €9, n=2..,M, (9)
v (z) = g(z,t"), zel, n=1,...,M, (10)

W(z) = (). z e, (11)
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The details of how we choose the coefficients §; are described in [13]. For the approximation
in space, we use (1) in its time discrete form, evaluated at the node points to get

n

o(z) = S Ny(ay), i=1,...,N, (12)

Jj=1

corresponding to the linear system
ot = AN, (13)

where v™ = (’Un(gl), .- 'avn(QN))T7 Aij = ¢j(£z‘)> and A" = ()‘n(il)v s 7)‘n(£N))T' In a
similar fashion, we get
Ly = B)\", (14)

where B;; = L¢j(z;). Combining the two, we get
L™ = BA™ ", (15)

allowing us to work with nodal values as unknowns. Note that we can easily exchange the
set of evaluation points {z;}}¥, in the matrix B for some other set of points z € Q to
compute solution values or derivatives at arbitrary locations.

4 Numerical results for different RBF approaches

We use two different radial basis functions for the numerical experiments. The multiquadric
RBF, which is conditionally positive definite, but nevertheless guarantees a non-singular
interpolation matrix for distinct nodes and € > 0,

o(r) =1+ ¢e2r?,

and the Gaussian RBF, which is positive definite,

o(r) = exp(—e?r?).

The scaled exercise price K = 1, and the exercise time used is T = 1 year. In the volatility
matrix, we set 0y; = 0.3 and o0;; = 0.05, 7 # j. The risk free interest rate is set to r = 0.05.
As computational domain we use Q@ = R%\ {z | > 2; > 4K}, which results in the interval
[04] in 1-D, a triangle with corners in(0, 0), (0, 8), and (8, 0) in 2-D, and higher order
simplexes in more dimensions. This is possible because the RBF method is meshfree, and it
leads significant savings in the computational cost compared with solving over a hypercube.
This approach was used in [19] and [13]. In [13], we also showed that there is no loss of
accuracy from this truncation of the domain.

Figure 1 shows examples of node layouts used in the numerical experiments in the 2-D
case. The uniform and Chebyshev nodes can be generated for any number of dimensions
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and are based on barycentric coordinates within the simplex [14]. In the Chebyshev case,
the nodes are clustered in a Chebyshev fashion towards each boundary. The adapted nodes
are more dense in the region of interest, and take the strike location into account.

Figure 1: Examples of the uniform nodes, Chebyshev nodes, and adapted nodes that are
used in our 2-D experiments.

In the following, the one-dimensional problem will be used as a starting point for quan-
titative investigation of different methods (due to the reasonable computational cost), the
two-dimensional problem will be used for testing if the 1-D results carry over, and the
potential for solving higher dimensional problems is discussed.

As asset prices are typically given with four or five digits of accuracy, we consider
7 =1-10"% to be a reasonable target accuracy for the solution of the option pricing problem.
Of course, the desired accuracy significantly influences how large or how high-dimensional
problems we can solve, so with a lower accuracy the projections become brighter. In the
following subsections, we discuss different approaches in detail.

4.1 Global collocation using uniform node layouts

The most straightforward approach of an RBF method to option pricing is to use (1) directly
on a set of uniformly distributed nodes. This was done for European and American options
in one dimension by Hon et al. in [12, 23], and for one and two dimensions by Fasshauer
et al. [6] and Marcozzi et al. [16]. RBF methods have also been applied to other types of
options and contracts such as a digital option [5], a currency option [2], and a credit default
swap [10], as well as to problems with jump diffusion [1, 9, 22]. In all cases, the methods
work well.

Figure 2 shows the results for different values of N as a function of . It should be
noted that due to ill-conditioning that grows with increasing N and decreasing €, the errors
blow up and are not shown for the lower left corner of the figure. The target accuracy is
reached the first time for N = 46 node points. The solutions are shown to the right and
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the errors are about equally large at the boundaries and at the region of interest near the
exercise price K = 1. It should also be noted that the results are sensitive to the placement
of nodes near the strike discontinuity (see also [19]). Therefore, the number of node points
have been chosen in the most favourable way.

” N=46

Maximum error
Error

Figure 2: Left: The maximum error in the solution to the one-dimensional European option
pricing problem as a function of e for different values of V. From top to bottom, N = 4j+2,
J=2,...,24. The dotted line shows the target error. Right: The solution error as a function
of the scaled asset price for different values of ¢ € (1.25, 2.25) for N = 46.

Now, consider the same problem in two dimensions. We can try to estimate how many
points we are likely to need to achieve the same accuracy. It is reasonable to assume that
we want the same node distance along the diagonal 1 = x5 in the two-dimensional case as
we had along the interval in the one-dimensional case. This line is v/2 times longer than the
interval, leading to v/2N1p nodes. We can use this as a measure of the number of points per
dimension in the 2-D case. We can apply similar arguments in higher dimensions, leading
to the special and general cases

(V2N1p)?
2

NQD XX

d!
where the factorial in the denominator is due to the ratio of the simplex to the hypercube.
With 46 points in one dimension, this indicates that we need around 2100 points in two
dimensions. The best solution we could come up with, without an extensive search of the
parameter space, was for ¢ = 1.5 and N = 2939 with a maximum error E = 5.2-1073. The
error, displayed in Figure 5, is largest in the strike region. In the three-dimensional case,
formula (16) indicates over 28 000 nodes. Since we need to solve a dense linear system of
this size, this becomes very expensive, both in terms of computational cost and memory
requirements. In four dimensions, we judge it to be unfeasible in practice.

(VdNip)?
I

=N%, N x : (16)
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4.2 Global collocation using adapted node layouts

As discussed in the previous subsection, the problem is sensitive to the placement of nodes
near the strike region. Furthermore, the errors are large in this region, which is where we
want to know the solution. Typically, options are traded with exercise prices in the vicinity
of the current asset value.

By employing an adapted node layout, we aim to reduce the error in the region of
interest, while possibly sacrificing accuracy in other parts of the domain. Therefore, we
introduce a different error measure, the financial error [19], defined by

Ey = max |s(z,T) — u(z, T)],
z€QK

where Qx = {z|K — 2K < 52?:1 z; < K+ 2K}. We use the type of adapted node
layout shown in Figure 1 and perform the same experiment as for the uniform nodes, but
using the financial error measure. The results are shown in Figure 3. We can see that the
errors in the strike region are much smaller than in the rest of the domain, and we reach
the target accuracy already at N = 17 points. If we again use formula (16) we now need
around 300 points in 2-D, 4000 points in 3-D, and 56 000 points in 4-D. This means that
3-D is definitely accessible, while 4-D might be stretching it a bit, but could be done with
a lower target accuracy.

Financial error

Figure 3: Left: The financial error for the adapted nodes as a function of ¢ for different
values of N. From top to bottom, N = 35+ 2, j = 3,...,33. The dotted line shows the
target error. Right: The solution error as a function of the scaled asset price for different
values of € € (1.03, 1.41) for N = 17.

Actual experiments in 2-D show that we can reach the target accuracy. However,
because of the special node layout, we cannot hit the target exactly. At N = 599 points,
we get a financial error Ky = 5.1 - 10~°. The result is shown in Figure 5.
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The approach with adapted nodes is compared with the adaptive finite difference
method from [18] in [19]. With our target tolerance, the adapted node RBF method is
about 40 times faster in 1-D and 30 times faster in 2-D.

In [20], it is shown why using exponentially converging methods on uniform nodes must
lead to exponential ill-conditioning. This issue can be overcome by clustering the nodes
toward the boundaries, which was done successfully in [7]. However, for the option pricing
problems, it results in reducing the errors at the boundaries while increasing them in the
strike region, and is hence not an effective approach. Another example of an approach
with node adaption that seems to work well is given in [1], where the adaptive residual
subsampling method of [3] is used. There, the shape parameter is scaled individually for
each RBF, proportionally to the inverse of the local node distance. This was suggested
in [8], based on a heuristic exploration of optimal node locations and shape parameter
values for some test problems. Here, we have employed this strategy for scaling the shape
parameter in the adapted node approach. The results are shown in Figure 4. The error
does become smaller outside of the strike region and the general behaviour of the error is
somewhat improved, but there are no dramatic changes.

%107 N=17

Financial error
Error

x

Figure 4: Results for adapted nodes and individually scaled shape parameters.

4.3 Least squares and multi-level approximations

Using a least squares approach, i.e., using more evaluation points than node points, leads
to a better approximation of the non-smooth initial condition in terms of capturing the
low frequencies compared with using pure collocation. By using uniform nodes and a least
squares approximation we reach the target accuracy with N = 26 nodes. Solving the least
squares problem is more expensive than solving the collocation system, but in [14], we show
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that a least squares method is more effective than collocation in terms of the total work for
a given accuracy.

An issue regarding the solutions to the option pricing problems that we have not men-
tioned so far is the transition from non-smooth to smooth. The non-smooth initial condition
is best approximated using a large shape parameter, but the smooth solution at the final
time fares better with a small shape parameter. The solution we propose in [14] is to use
a multilevel approach with different shape parameters at different levels. This results in a
method that is quite robust with respect to the choice of method parameters, that has a
quite uniform error distribution and has a comparatively small error over the whole time
interval.

Figure 5 shows how the least squares multilevel method compares with the other ap-
proaches. The number of nodes at the fine level (which determines the computational cost)
is comparable to the adapted case, so the potential for solving higher dimensional problems
is the same. However, the new method is more robust and the overall error behaviour is
better. Therefore, we consider this to be the most promising approach so far.

5 The RBF partition of unity method

The main obstacle to using the different versions of global RBF methods is computational
cost. An attractive compromise between high order and locality is offered by RBF based
partition of unity (RBF-PU) methods. We have developed a method of this type in the
manuscript [15]. This first paper deals with time-independent PDEs, and we are able to
show theoretical results of the types below for the RBF-PU approximant.

m—%—qa
ls(z) —w@)lwz @ < CmaxCp; * lulnq,), (17)

5(2) — w(@)llwz (@) < CeE™/VE max [[ullx ), (18)

where ); are the partitions that cover 2, p; is the radius of the partition 2;, h is the local
node distance, and « is the degree of the PDE operator. An example of adapted partitions
and nodes is shown in Figure 5. The meaning of the two estimates is the following

(i) If we fix the number of nodes/partition, we get algebraic convergence in p.
(ii) If we fix the partitions, we get spectral convergence in the local node distance.

A numerical demonstration of the theoretical results is given in Figure 6. Note that the
target accuracy can be reached without using RBF-QR [7]. This is relevant for higher
dimensions since RBF-QR is currently only available in up to three dimensions. The system
matrix of the RBF-PU method is sparse, which allows us to solve very large systems of
equations. We are currently working on a parallel iterative solver for these systems.
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Figure 5: Top left: Collocation on N = 2939 uniform nodes for ¢ = 1.5. The dashed line
indicates the location of the strike discontinuity. Top right: Collocation with N = 599
adapted nodes. Bottom left: The least squares multilevel method with Ny = 592 nodes
at the fine level and N. = 96 at the coarse level for e; = 2 and e, = 0.1. Bottom right:
Partitions and nodes for the RBF-PU method.

In [21] the RBF-PU method is applied to a convection-diffusion problem and an Amer-
ican option pricing problem with promising results. The node and partition layout used for
the American option pricing problem is shown in Figure 5.
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Abstract

In this paper, we consider generalized centro-invertible matrices, which are an ex-
tension of centro-invertible matrices introduced by R.S. Wikramaratna in [The centro-
invertible matrix: A new type of matrix arising in pseudo-random number generation,
Linear Algebra and its Applications, 434, 1, 2011, 144-151]. An application to image
encryption is given by means of the design of algorithms for encrypting and decrypting
based on generalized centro-invertible matrices.
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1 Introduction

An involutory matrix is a matrix that is its own inverse. They appear in a wide range
of different topics such as: computing elementary matrices (permutation matrices), the
signature matrices, an orthogonal matrix which is also symmetric, reflection against a plane,
classification of finite simple groups, taking the transpose in a matrix ring, etc.

On the other hand, in cryptography, it was suggested by Hill [1] to use an involutory
matrix as a key while encrypting with the Hill Cipher. The Hill’'s idea was to use the
same matrix for encrypting and decrypting avoiding the computation of an inverse matrix.
Therefore, the Hill cipher’s keyspace consists of all matrices of a given size that are invertible
over the ring Z,, of the integers modulo m. The number of such matrices was computed
in [2]. The authors also compared this number with the total number of matrices and the
number of involutory matrices (for a given size and modulus).
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Let J be the square matrix with ones on the cross diagonal and zeros elsewhere; J is
often called the centro-symmetric permutation matrix. This matrix J allows us to introduce
the centro-invertible matrices as those matrices X such that its inverse coincides with the
rotation of all the elements of the matrix through 180 degrees about the mid-point of the
matrix, that is JXJ [4]. The author studied these matrices computing the total number
of them by means of a bijection with the involutory matrices of the same size. As an
application of this type of matrices, an algorithm to generate uniformly distributed pseudo-
random numbers was developed in [3].

In what follows we consider a special type of matrix, namely generalized centro-invertible
matrices. They are an extension of the centro-invertible matrices where an involutory ma-
trix R is used instead of the centro-symmetric permutation matrix J. Specifically, let R
be an n x n integer involutory matrix. An integer n X n matrix A is called generalized
centro-invertible matrix if satisfies RAR = A~L.

In this paper algorithms for encrypting and decrypting based on generalized centro-
invertible matrices are presented.

2 An application

Next we present algorithms for encrypting by computing previously an involutory matrix
R and then a generalized centro-invertible matrix A.

Let Z52" be the set of n x n matrices with coefficients in Zgsg. The part of the image to
be encrypted is subdivided in X1, ..., X; where X; denotes n x n sub-images of the original

one. The encryption algorithm can be applied to every sub-images X; or to a subset of

them. Consider the encryption function ey : Z35" — Z52" defined by

ea(X;) = AX;(mod (256)) for X; € Z5".

ALGORITHM FOR ENCRYPTING
Inputs: Sub-image X; and the size n of A and R.
Outputs: Encrypted sub-image Y.

Step 1 Generate n x n random integer matrices Tr, T4 and Q g, Q4 such that
TR, T4 are lower triangular and Qr, Q4 are upper triangular, all of them
with 1’s in the main diagonal.

Step 2 Compute Pr = TrQpr and Py = T4 Q 4.
Step 3 Choose an arbitrary integer r(R) such that 1 <r(R) <n —1 and set

R=py| Iy ©
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Step 4 Choose an arbitrary integer r(A) such that 1 < r(A4) <n —1 and set

Ir(A) @)

A=RPa| 7§ A

Pt

Step 5 Y; = AX;(mod (256)).
End

In order to decrypt we proceed as follows. Let us now consider the decryption function
da: 25" — Zh" defined by

da(Y) = (RAR)Y (mod (256)) for Y € Z32".

We first restrict the function d4 to the set ) = {Y7,...,Y;} where Y; are the encrypted sub-
images by means of A. Then, for every i = 1,...,t, we get d4(Y;) = (RAR)Y;(mod (256)) =
A71Y;(mod (256)) = X;. Thus, the decrypted sub-images coincide with the matrices X;.

This reasoning allows us to design an algorithm for decryption. The inputs are the
encrypted sub-images Y; and the key matrices R and A obtained in the encryption algorithm.
And the output will be the decrypted sub-images.

3 Numerical example

Our algorithms can easily be implemented on a computer. We have used the MATLAB
R2010b package.

First, we obtain an involutory matrix R € Z'2*!2 and a random integer generalized
centro-invertible matrix A € Z!2X12. Figure 1 (a) shows the original image partially en-
crypted via the algorithm for encrypting. In this example, the algorithm has been applied
to the sub-images Xi,... X193 grouped as indicated in Figure 2 where the corresponding
mesh can be observed. Figure 1 (b) shows the decrypted image.

We can conclude that our encryption method provides a large number of keys because
a large number of matrices A and R can be chosen for encrypting and decrypting. This
large quantity of matrices is due to the randomness of the selection of these matrices as the
algorithm for encrypting shows. It is important to remark that our decrypting algorithm
does not compute inverse matrices.
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Figure 1: (a) Partially encrypted image and (b) decrypted image
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Figure 2: Mesh for the encrypting to the sub-images X1, ..., X193
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Abstract

Lid-driven cavity flows have been widely investigated and accurate results have been
achieved as benchmarks for testing the accuracy of computational methods. This paper
verifies the accuracy of a mesh refinement method using 2D lid-driven flows. The
accuracy is shown by comparing the coordinates of centres of primary and secondary
vortices located by the mesh refinement method with the corresponding benchmark
results. The accuracy verification shows that the mesh refinement method provides
refined meshes that all centres of primary and secondary vortices are contained in refined
grids based on the numerical solutions of Navier-Stokes equations solved by finite volume
method. The well known SIMPLE algorithm is employed for pressure-velocity coupling.
The accuracy of the numerical solutions is shown by comparing the profiles of horizontal
and vertical components of velocity fields with the corresponding benchmarks and also
streamlines. The mesh refinement method verified in this paper can be applied to
find the accurate numerical solutions of any mathematical models containing continuity
equations for incompressible fluid or steady state fluid flows.

Key words: finite volume method, lid-driven cavity flow, mesh refinement
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1 Introduction

Meshing is the process of breaking up a physical domain into smaller sub-domains (called
grids or elements or cells) in order to evaluate the numerical solutions of differential equa-
tions. Adaptive mesh refinement is a computational technique to improve the accuracy of
numerical solutions of differential equations by starting the calculations on a coarse basic
mesh (initial mesh) and then refining this mesh where less accuracy may occur locally.
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There are a large number of publications on adaptive mesh refinements and their ap-
plications. Some refinement methods use a refinement criterion which is based on local
truncation errors (e.g. Almgren et al. [1]; Bell et al. [3]). Other common methods in-
clude h-refinement(e.g. Lohner [18]; Speares & Berzins [21]), p-refinement (e.g. Bell et
al. [3]; Zienkiewicz et al. [23]) or r-refinement (e.g. Miller & Miller [19]; Mosher [20]),
with different combinations of these also possible (e.g. Capon & Jimack [4]; Demkowicz
et al. [5]). The overall aim of these adaptive algorithms is to allow a balance to be ob-
tained between accuracy and computational efficiency. The h-refinement is a method where
meshes are refined and/or coarsened to achieve a prescribed accuracy and efficiency. The
p-refinement is a method where the accuracy orders are assigned to elements to achieve
exponential convergence rates and r-refinement is a method where elements are moved and
redistributed to track evolving non-uniformities. In summary, all these mesh refinement
methods are proposed based on the quantitative considerations of numerical solutions of
differential equations.

We introduced adaptive mesh refinement methods from a different point of view for 2D
velocity fields (Li [12]) and for 3D velocity fields (Li [11]) based on a theorem in qualitative
theory of differential equations (Theorem 1.14, page 18, Ye et al. [22]). The theorem
indicates that a divergence free vector field has no limit cycles or one sided limit cycles,
that is, the trajectories (or streamlines) of divergence free vector fields are closed curves
in bounded domains (singular points are streamlines). Identification of accurate locations
of singular points and asymptotic lines (planes), and drawing closed streamlines are some
of the accuracy measures for computational methods. The accuracy of the adaptive mesh
refinement methods for the numerical velocity fields obtained by taking the vectors of the
analytical velocity fields at nodes of meshes has been verified with examples by locating
the singular points and asymptotic lines for two-dimensions [12]; the singular points and
asymptotic plane for three-dimensions [11]; and drawing closed streamlines (Li [10]; Li &
Mallinson [13]) using the refined meshes with a pre-specified number of refinements of the
initial meshes. The Lebesgue measure of the set of the grids on which the mesh refinement
criteria are satisfied tends to zero as the number of mesh refinements tends to infinity
from the examples. However, it is impossible to achieve such numerical velocity fields
in practice. The sensitivity analysis of the 2D adaptive mesh refinement for achieving the
same above results for the numerical velocity fields obtained by solving mathematical models
numerically is considered using 2D lid-driven cavity flows (Li & Lal [16]). The accuracy of
the 2D adaptive mesh refinement method is investigated using coarse meshes [17].

This paper establishes the accuracy of the 2D mesh refinement method using 2D lid-
driven cavity flows, a different finite volume method from the one used for sensitivity analysis
[16] and finer meshes than those used before [17]. A comparison of the accuracy between
the second order colocated finite volume method (GSFV) with a splitting method for time
discretization [7] and a finite volume method with SIMPLE algorithm [8] has been done
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[15]. Our programs for these two finite volume methods use different stop conditions but
the same number of grids. The comparison shows that our implementation for the finite
volume method with SIMPLE algorithm provides more accurate outputs. We report the
results from the refined meshes using the numerical solutions of Navier—Stokes equations
obtained from the latter finite volume method.

2 Algorithm of mesh refinement and finite volume method

In this section, we summarize the mesh refinement method based on the law of mass con-
servation (Li [12]) and the finite volume method used (Ferziger & Peric [8]).

Assume that V; = AX + B is a vector field obtained by linearly interpolating the
vectors at the three vertexes of a triangle, where

Ao (0 o) g 5:1

a1 a2 by
are constant matrices and vertical vector respectively, and X = (z1, J:Q)T. V; is unique if
the area of the triangle is not zero [13]. Mass conservation for an incompressible fluid or

steady flows means that
V-V, = trace(A) = 0. (1)

Let f be a scalar function depending only on spatial variables. We assume that fV; satisfies
Equation (1) and then calculate the expressions of f. Li [12] gives the expressions of f for
the four different Jacobian forms of coefficient matrix A in Table 1. The conditions MC
(MC is the abbreviation of mass conservation) are the functions f in Table 1 not equaling
zero or infinity at any point on the triangular domains when fV; satisfies Equation (1) on
these triangular domains.

We take that V; does not satisfy mass conservation (1) or f does not satisfy the condi-
tions MC as the criteria for the adaptive mesh refinement. Such adaptive mesh refinement
method can be used to both triangular and quadrilateral grids. We have applied the adap-
tive mesh refinement method to quadrilateral grids for analytical velocity fields [11, 12]. In
this paper we also consider quadrilateral grids. Li [12] presents the algorithm of the 2D
mesh refinement.

In Section 3, we use the finite volume method with SIMPLE algorithm for pressure-
velocity coupling to evaluate numerical velocity fields [8]. This finite volume method has
different arrangement for pressure-velocity from the finite volume method we used before
[7].

In this paper, we subdivide a quadrilateral by connecting the mid-points of the two
opposite sides of a quadrilateral and the threshold number T=1, i.e., we subdivide a grid
once only for testing the accuracy of the refinement method.
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3 Accuracy analysis by comparisons with benchmarks

We take the results obtained by using a mesh with 601x601 uniform grids, stream function
and vorticity as the benchmarks (Erturk et al. [6]). We consider the accuracy of the mesh
refinement method in the following two aspects:

e the variations of the refined meshes according to the comparison of horizontal profile of
the numerical velocity fields with the corresponding benchmarks (omitted the vertical
profile due to the limit of the paper length but the final results are the same).

e inclusion of the centres of vortices located in the benchmarks in the refined mesh.

3.1 Variation of refined meshes

We consider the refined meshes for 2D lid-driven cavity flows for different mesh sizes and
Reynolds number Re = 1000 and 2500, respectively. We show horizontal profiles at z = 0.5
as the corresponding benchmarks are known, streamlines of V;, and refined meshes. The
streamlines are generated by Matlab build-in function streamline. The streamline generates
streamlines from vector data so the numerical velocity fields are accurate if the streamlines
are closed. A grid is said to be a refined grid if a cross is drawn inside.

One of the possible comparisons is the adaptive mesh refinement which refines every-
where that solution gradients are large (Henderson [9], 293-299). The refinement criteria

enforce
IVu®|| < el|u||;

everywhere in the mesh, where ||-|| is the Lo norm, ||-||1 is the H! norm, € is the discretization
tolerance, u” is finite-dimensional approximation for u, and k in ||[Vu®|| is the number of
subdomains. Figure 5.7 of [9] shows the refined meshes for e = 1073, 1074, 1075, and 10~
for lid-driven cavity flow at Re = 1000. Even though there might be some relations between
the refined meshes and the vorticity field as € decreases, no one provides any information
on the pattern of the flow field such as locations of the centres of vortices and separation
curves of the regions (e.g., primary and secondary vortex regions).

3.1.1 Re = 1000

We show the figures for Re = 1000 generated from a mesh with 99x99 uniform grids.
From Figure 1, the profile of the horizontal component u of the numerical velocity field at
x = 0.5 shows a slight difference with the corresponding benchmark. The horizontal and
vertical profiles reflect the local accuracy of the numerical velocity field. The streamlines
in Figure 2 provide the global accuracy of the numerical velocity field. The streamlines
in Figure 2 are not closed (spiral lines) so we conclude that the velocity field V; does not
satisfy Equation (1) [22, 6] or f does not satisfy the condition MC on some grids in the
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u profile for Re=1000
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Figure 1: Horizontal profile of velocity field at = 0.5 for mesh size 99x99.

Streamlines for Reynolds number 1000

Figure 2: Streamlines for mesh size 99x99.
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Figure 3: Refined mesh for Re = 1000 with mesh size 99x99.

regions. Figure 3 shows the refined mesh. There are three isolated grids in the refined mesh:
one in the primary region and two in the secondary regions. The refined grid in the primary
regions contains the centre of primary vortex, and the isolated refined grid on the bottom
left side contains the centre of the bottom left secondary vortex, and the isolated refined
grid on the bottom right side contains the centre of the bottom right secondary vortex (refer
to Table 1). Even though the centres of tertiary vortices are included in some of the refined
grids, we can not identify them in the refined mesh. Further mesh refinement is needed for
more information on this matter.

3.1.2 Re = 2500

We show the figures for Re = 2500 generated from a mesh with 121x121 uniform grids.
From Figure 4, the difference between the horizontal profile u of the numerical velocity
field at x = 0.5 and the corresponding benchmark is small. The streamlines in the primary
vortex region in Figure 5 are almost closed with very small errors. If the errors come
from the process of generating of streamline, we conclude that the velocity field V; satisfies
Equation (1) or f satisfies the condition MC and there is no refinement in the region. If the
errors come from the numerical velocity field, there are refinements in the region. There
is no refinement in the primary vortex region in Figure 6 so the errors shown in Figure 5
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u profile for Re=2500
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Figure 4: Horizontal profile of velocity field at = 0.5 for mesh size 121x121.

Streamlines for Reynolds number 2500

Figure 5: Streamlines for mesh size 121x121.
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Figure 6: Refined mesh for Re = 2500 with mesh size 121x121.

come from the generation of the streamlines. The difference between the coordinates of the
centre of primary vortex from the benchmark and linearly interpolated velocity field Vj is
shown in Table 1. Even though the centre of primary vortex is not shown in Figure 6 due to
the linearly interpolated velocity field V; satisfying Equation 1 or fV; satisfying condition
MC in the primary region, the centre of an extra tertiary vortex is shown in the bottom
right corner. This result is different from the case using 85x85 uniform grids [17]. The
three isolated refined grids in the two bottom corners contain the centres of two secondary
vortices (refer to Table 1) and the isolated grid located at the top of the bottom right corner
comes from the error of the numerical velocity field. There are no such isolated grids for
analytical velocity fields [11, 12].

3.1.3 Vortex centre locations

This subsection shows the comparison of the centres of vortices between the benchmarks
and the corresponding estimates obtained in this paper.

Table 1 presents that coordinates of centres of vortices in the benchmark (blue) and the
corresponding coordinates for Re = 1000 and 2500 from the linearly interpolated velocity
fields V;. In this table, the abbreviations BR, BL and TL refer to bottom right, bottom left
and top left corners of the cavity, respectively. The numbers following these abbreviations
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Table 1: Locations of the centre of vortices

Reynolds numbers

Vortex type Re = 1000 Re = 2500
_ (0.5316,0.5659) | (0.5202,0.5446)
Primary vortex | g 5300.0.5650) | (0.5200,0.5433)
(0.8634,0.1128) | (0.8318,0.0910)
BRI (0.8633,0.1117) | (0.8350,0.0917)
(0.0839,0.0779) | (0.0845,0.1108)
BL1 (0.0833,0.0783) | (0.0850,0.1100)
- (0.9851,0.0056)
BR2 (0.9917,0.0067) | (0.9900,0.0100)
(0.0075,0.0075)) | (0.0090,0.0083)
BL2 (0.0050,0.0050) | (0.0067,0.0067)
- (0.0441,0.8904)
TL1 ; (0.0433,0.8900)

refer to the vortices that appear in the flow, which are numbered according to size (e.g. BR1
refers to bottom right secondary vortex, and BR2 refers to bottom right tertiary vortex,
etc.).

3.2 Refined grids containing centres of vortices

We take Re = 2500 as an example to verify if the centres of vortices are contained in some
refined grids of the refined mesh except the centre of the primary vortex. If the centres
of vortices are included in refined grids, further refinements of the mesh will provide more
accurate estimate locations of the centres. The following figures show the sub plots of
bottom left and bottom right corners of the refined mesh for Re = 2500. The red dots
are the centres given in the benchmark [6]. We conclude that the centres are contained in
refined grids in these enlarged sub plots clearly. The top left corner is the same as bottom
left and bottom right corners. Figure 7 shows the refined mesh and the centres of vortices
in region [0 0.3]x[0 0.3]. Figure 8 shows the refined mesh and the centres of vortices in
region [0.6 1]x[0 0.4]. The centre of the secondary vortex is almost located at the centre of
the refined grid.

4 Discussions

We considered the accuracy of the 2D adaptive mesh refinement method using two cases
of 2D lid-driven cavity flows and finer meshes. We use horizontal profile of velocity fields

©CMMSE Page 919 of 1797 ISBN:978-84-615-5392-1



FURTHER ACCURACY ANALYSIS OF A MESH REFINEMENT METHOD USING 2D. ..

0.25~

0.2~

0.15 -

0.1+

0.05 -

0.05 0.1 0.15 0.2 0.25 0.3

Figure 7: Sub plot of bottom left corn of refined mesh for Re = 2500.
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Figure 8: Sub plot of bottom right corn of refined mesh for Re = 2500.
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at x = 0.5 and the streamlines generated by Matlab built-in function streamline for the
accuracy of the numerical velocity fields. We then consider whether the refined meshes can
locate the centres of vortices. Besides the centre of primary vortex for Re = 2500 which
has been estimated accurately, the other centres of vortices locate in the refined grids in the
refined meshes. Further refinement for the refined meshes provide more accurate estimates
for location of the centres of the vortices.
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Abstract

In this work, we will present our new high-order energy-conserved splitting FDTD
scheme for solving Maxwell’s equations. The proposed scheme has the significant prop-
erties that are energy-conserved, unconditionally stable, non-dissipative, high-order ac-
curate, and computationally efficient. We prove that the scheme satisfies energy conver-
sations and is unconditionally stable. We analyze theoretically the convergence of the
scheme by using the energy method and obtain the optimal spatial fourth-order error
estimates in the discrete Lo-norm for the approximations of the electric and magnetic
fields. Further, the divergence-free convergence is also analyzed and the error estimate
of the approximation of divergence-free is obtained. Numerical experiments show that
the proposed scheme preserves energy conservations and has high-order accuracy, which
confirm our theoretical results.

Key words: Energy-conserved, S-FDTD, High order, Mazwell’s equations
MSC 2000: 65M10, 65M15, 65N10, 65N15

1 Introduction

In computational electromagnetics, a very popular numerical method for solving Maxwell’s
equations is the finite-difference time-domain (FDTD) scheme, which was first introduced
by Yee in [1] and was further developed in [2, 3], etc. The scheme has been widely applied to
simulate transient electromagnetic wave propagations in a broad range of practical problems
with perfectly electric conducting boundary conditions or absorbing boundary conditions.
For problems requiring long-time integration and problems of wave propagations over longer
distances, it has led to the development of high-order FDTD schemes which produce smaller
dispersion or phase errors for a given mesh resolution. The fourth-order explicit schemes
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were developed for solving Maxwell’s equations in [4, 5], etc. However, some developed high-
order FDTD schemes are conditionally stable and require large computational memory and
huge computational cost. On the other hand, during the propagation of electromagnetic
waves in lossless media without sources, the electromagnetic energy keeps constant for all
time, which explains the physical feature of conservation of electromgnemtic energy in long
term behavior.It thus is significantly important to physically keep the invariance of energy
in time, for developing efficient numerical schemes in computation of Maxwell’s equations
and specially in a long term computation of electromagnetic fields. Based on the Yee’s grid
and splitting technique, [6] first proposed second-order energy-conserved splitting FDTD
schemes. It was proved both theoretically and numerically that the EC-S-FDTD I&II
schemes are energy-conserved and unconditionally stable and the EC-FDTDII scheme is
of second order convergence in both time and space steps. Thus, it is very important and
challenging to develop high-order splitting FDTD schemes which provide discrete energy
conservations, unconditional stability, non-dissipativity, and higher-order accuracy.

2 Problems
The Maxwell’s equations in an isotropic, homogeneous and lossless medium are
0B
_VXxE = — 1
B = 22 (1)
oD
VxH = —, 2
X 5 (2)

where E and H are electric and magnetic fields; D and B are the electric displacement and
magnetic flux density, D = ¢E and B = pH. (1) is Faraday’s Law and (2) is Ampere’s
Law. In the absence of electric charge, the electric displacement and magnetic flux density
satisfy divergence-free conditions (Gauss’s Law)

V-B = 0, (3)
V-D = 0, (4)

where € is the electric permittivity and p is the magnetic permeability. The speed of the
electromagnetic wave is ¢ =

For the simplicity of notatiﬁgns, we shall focus on the two-dimensional transverse electric
(TE) problems in a lossless medium and without sources and charges, where the electric field
is a plane vector while the magnetic field is a scalar. Let the domain € = [0, a] x [0, b] and
the time period 7" > 0. The electric and magnetic fields are E = (E,(x,y,t), Ey(x,y,t)) and
H,=H,(x,y,t). We consider the perfectly electric conducting (PEC) boundary condition:

(E,0) x (n,0) =0, on (0, T] x 04, (5)

©CMMSE Page 924 of 1797 ISBN: 978-84-616-2723-3



DoONG LIANG AND QIANG YUAN

where n is the outward normal vector on the boundary. The initial conditions are given as

E(x,y, O) = Eo(.%',y) = (Exo(.l‘,y),Eyo(ZC,y)) and HZ($,y,0) = HZO(xay)' (6)

3 The high-order EC-S-FDTD scheme and Resutls

We define the spatial fourth-order difference operator to %Ey for the strict interior nodes
by a linear combination of two central differences, one with a spatial step and the other
with three spatial steps above, as

1
By sy = 500 = )BT s, Q

fori =1,2,---,I —2and 5 =0,1,---,J — 1. However, when we treat the near boundary

nodes with ¢ = 0 and 7 = I — 1, the function values in the definition of do , F 1 will

n

i+5.0+5

go out the domain where E, i+l and Ey; j+1 are not defined. We propose the spatial
WJT 2 WJT o

fourth-order difference operator do , F, for the near boundary node with ¢ = 0 by

E? + E7 —2E7
T m Y15+3 Y2.5+4 Yo.i+4
bo by, | = . (8)
5:J+3 3Aa’:

Thus, we can define the difference operators to approximate %Ey for the near boundary
node with ¢ = 0 by

1 ~
A;pEy’g . = g(gém - 62’x)Eyg,j+%’ (9)

foryj=0,1,---,J — 1.

Based on the proposed high-order difference operators on the strict interior node and
the near boundary nodes, we proposed the high-order energy-conserved splitting FDTD
scheme.

In this work, we develop and analyze the spatial high-order energy-conserved split-
ting FDTD scheme. One important issue is to construct the numerical boundary differ-
ence schemes to be energy conservative and high-order relative to the interior difference
schemes. It is because the high-order difference operators often have a large spatial stencil
which cannot be used in the near boundary nodes. The one-sided differences and extrap-
olation/interpolation numerical boundary schemes normally break the property of energy
conservations near the boundary. The proposed scheme in this work has the significant
properties that are energy-conserved, unconditionally stable, non-dissipative, high-order
accurate, and computationally efficient. We prove that the scheme satisfies energy con-
versations and is unconditionally stable. We analyze theoretically the convergence of the
scheme by using the energy method and obtain the optimal-order error estimates in the
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discrete Lo-norm for the approximations of the electric and magnetic fields. Further, the
divergence-free convergence is analyzed and we obtain the error estimate of the approxima-
tion of divergence-free. Numerical experiments show that the proposed scheme preserves
energy conservations and has fourth-order accuracy in space.
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Abstract

We introduce a protocol based on blind signatures using elliptic curves that allows to
trace those users, in any service, that share their legitimate licence to access a service,
with other people, avoiding the abuse or the unauthorized use of the legal licences. Blind
signature are very useful to provide the users anonymity and the signers privacy. The
scheme uses the inherent advantage of elliptic curve cryptosystem in terms of smaller
key size and lower computational resources.

Key words: elliptic curve, blind signature
MSC 2000: AMS codes (optional)

1 Introduction

A digital signature provides proof of authenticity that a transaction originated from a par-
ticular sender but also reveals the identity of the individual in the process. Blind signatures
provide the same authentication but do so in a non-identifiable or ’blind’” manner. The re-
cipient is assured of the fact that a transmission is authentic and reliable, without knowing
who actually sent it.

Besides the property of blindness, a blind signature scheme must satisfy an additional
requirement: unlinkability. This property refers to the fact that the signer cannot trace
the requester of a blind signature after the corresponding message-signature pair has been
published.

The blind digital signature is a digital signature protocol created by David Chaum in
[4].

One of the goals of the blind signature schemes is to preserve the anonymity in trans-
actions, and therefore are used in applications where the sender privacy is important. This
includes various ”digital cash” [4, 2] schemes and voting protocols [3].
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Another situation where anonymity of users is desirable is the use of online services,
nowadays widely used thanks to the popularization of platforms of video and/or audion
on demmand. These services make use of what it is known as multicast secure schemes
to distribute both the encrypted contents and the secret key to access them. The schemes
that are becoming more popular are those with a computational approach due to the low
requiremets of storing at the client part and because of their good properties concerning
self-synchronism. Some specific examples of such multicast secure schemes based on com-
putational approaches are presented in [5][6] and [7]. However the problem of identifying
those users that abuse on the licences , i. e. those that share the private information that
allow the access to the private contents is still and open problem.

Our aim is the use of a scheme based on blind signatures with elliptic curves to detect
those users that share their licence or key in an illegal way in order to third people access
some service in a fraudulently. Our idea is that as it is made in the case of double spending
with digital cash, protocol that also uses blind signatures, traintors, i.e. those users that
share their licence or key, will be used when a double access is detected. The protocol also
allows anonymity to any user.

2 The protocol

The situation is as follows: A Server provides an online service, e.g. TV, audio stream-
ing, antivirus, etc., that will be accessed only by using a determined key that it is also
broadcasted in an encrypted way; the user recovers the key by using a private key that was
previously distributed individually at the moment of subscription together with a unique
licence corresponding to that individual key; everytime a user demands access to the service,
he contacts an agent that verifies the validity of the licence and who will detect a fraudulent
use in that case.
Thus in this protocol there exist three different parts:

1. A Server - that will provide the service as well as the session key to access it.

2. An Agent - that will check the validity of a licence shown by the user requesting the

service.
3. The User.
2.1 Set up

We are assuming that the service provided by the Server makes use of a session key Kg.

Let E be an elliptic curve and P a point in E generating a subgroup of order a prime
p and let ¢ be a prime such that g|p — 1. Then the Server computes a point G multiple of
P of order q.
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The Server computes

G1 :k'lG and G2 :]CQG
for k1 and ko secret random numbers and it makes public
{p7 q, Ga G17 GQ}
The Server now chooses a secret identity x, computes and makes public

{Qo=2G Qi1=2G1 Q2=1zGs}.

We will also consider three different hash functions Hy, Ho and H3 whose inputs are 1,
5 and 4 integers and that outputs each one a unique integer modulus gq.

2.2 The protocol

1. When a user access for the first time a session on the Server, he chooses a random
secret integer u and sends I = u Gy to the Server.

2. The Server stores I, together with some information that identifies this user and sends
a private ticket T', used to recover the session key Kg and that will allow to access
the service.

3. The Server chooses w, computes and sends back the triple
{Z=2z(I+Gs), h=wqG, k=w(l+G)}
4. The User chooses seven random secret numbers
(s,x1,x2,n1,N2,N3,N4)

and computes:

o A=5s(I+G3)

o B=121G1+ x22G>
o 2 =352

e a =n1h+nG

o b=snk+nA

a = ngh +nyG
c=q nl_lﬂg(AxO, Bz, 2,a,b)
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o d =, n3 Hy(Ayy, By, 2,a, Hi(T)), where Hy(T) denotes the hash value of the
ticket T and A,,, By, denote the first coordinate of the points A and B respec-
tively.

5. The User sends to the Server the pair {c, d}.

6. The Server computes and sends back the pair

{ai=qgcx+w, di=de+w}

7. The User computes r =, nici + nz and r =4 n3di +n4.

The licence that corresponds to the ticket 1" will be

L={A B,z a,b,rad,r}

Theorem 2.1 The following equalities hold for the licence L = {A, B,z,a,b,r,a’,r'} cor-
responding to the ticket T':

rG =a + QOHZ(A:E07 Bz(n Z, @, b)?

rA=b+ zHs(Az,, Bz, 2,a,b),
r'G = d + QoHa(Ayy, Bag, 2, a, Hi (T))
Proof. Firstly we recall that v’ =, n3dy + n4 and so r’ =4 nzdx + nzw + ny. Then
d=, nngg(Azo, By, z,a, Hi(T)).

a' +QoHa(Ayy, By, 2,0, H1(T)) = nsh+n4G+xGHs(Ayy, Bry, 2,0, H1(T)) = nswG +
naG + .TGHQ(AJ;O, on, z,a, Hq (T)) = G(ngw + ng + xdng) = (n;;dl: + nyw + TZ4)G =r'G

Analogously we get that rG = a + QoH2(Az,, Bay, 2, a, b)

We check that b+ zHs(Ag,, By, 2,a,b) = rA since Hy(Ayy, Byy, 2,a,b) =¢ nic and
c1 =qw+cx. g
2.3 Accessing the contents

1. When the User wants to access the service, the Agent in charge of validating the
licence requires him the pair (h(T"), L).

2. The Agent verifies equalities of Theorem 2.1. In that case (if the theorem holds) the
Agent computes the hash value Hs(Az,, By, H1(T'),t) where t denotes a timestamp,
which is sent to the User.
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3. The User computes
s1 = H3(Agzy, Bzy, Hi(T),t)us + 1 and s2 = H3(Azy, Bay, H1(T),t)s + x2

where w is his own private information and s, 1 y z9 are the random numbers gen-
erated on step 4.

4. The Agent verifies that s1G1 + s2G2 = A+ BH3(Az,, Bzy, H1(T'),t) and in that case
the Agent sends to the Server the pair (h(7T), L) together with the triple
(517 52, H3(Ax07 Bx()u Hl(T)v t))

5. The Server sends Kg to the User, encrypted using his private ticket T" and the infor-
mation concerning the licence will be stored while the user is still using the service.

Theorem 2.2 With the above notation, the following equality holds

51G1 + 590Gy = AHg(AwO, Bwov Hl(T),t) + B

Proof: Since I = uG1, A= s(I + G2) and B = 21G1 + £2G2, we get
$1G1+52Go = (Hg(Axo,BxO,Hl(T),t>US+LE1)G1 +(HB(AIO,BxO,Hl(T),t)S+$2)G2 =
H3<A$O, By, Hl(T),t)usGl +21G1 + Hg(AzO, Bg,, Hl(T),t)SGQ + 290Gy =
Hg(AxO, By, Hy(T),t)sI + Hg(AxO, By, Hy(T),t)sGo + 21G1 + x2Go =
Hg(AIO, BIO, Hl(T),t)S(I + Gg) + B = AHg(AIO, Bmo, Hl(T),t) + B ]

Proposition 2.3 The above protocol avoids the use of a determined licence by two different
users simultaneously, protects and avoids the use of a stolen licence and the reuse of a
recorded message previously utilised to get a determined service.

Proof: Assume that a legal user shares all his private information, including the ticket,
the licence and every number generated throughout the protocol, and the copy is used to
authenticate (H1(T), L) along with a different triple (s}, sb, H3(Azy, Bay, H1(T'),t") while
someone else is logged in the system using the same (H;(7T'), L) along with

(s1,s2, H3(Azy, Bzy, H1(T),t). Then the Server will detect that there is a double use of
the same licence and by computing u =, (s; — s})(s2 — s5)™!, the Server will identify the
traitor given by I = uG1. Now considering that computing u from I involves solving the
elliptic logarithm, it is highly probable that the user identified by I has share his private
information to someone else.

Suppose now that an outsider records or steals a licence (H3(7T), L) in order to get the
service. Then the forger should know the private information u to generate s; and so. We
note that generating s; and se such that verify Theorem 2.2 involves solving the elliptic

logarithm
81G1 = AHg(AIO, on, Hl(T),t) + B — SQGQ
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Proposition 2.4 The above protocol provides anonymity to the users.

Proof. This follows again by observing that identifying user I = u( requires solving an
elliptic logarithm even in case an attacker knows every number generated on step 4 for the
given licence (H1(T), L). O
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Abstract

The HEVC is the very last video coding standard that significantly increases the
computing demands to encode video to reach the limits on compression efficiency. Our
interest is centered on applying parallel processing techniques to HEVC encoder in
order to significantly reduce the computational power demands without disturbing the
coding performance behavior. So, we propose several parallelization approaches to
the HEVC encoder which are well suited to multicore architectures. Our proposals
use OpenMP programming paradigm working at a coarse grain level parallelization we
call GOP-based level. GOP-based approaches encode simultaneously several groups of
consecutive frames. Depending on how these GOPs are conformed and distributed it is
critical to obtain good parallel performance, taking also into account the level of coding
performance degradation.

Key words: Parallel algorithms, video coding, HEVC, multicore, performance

1 Introduction

The new High Efficiency Video Coding (HEVC) standard has been recently developed by
the Joint Collaborative Team on Video Coding (JCT-VC) which was established by the
ISO/TEC Moving Picture Experts Group (MPEG) and ITU-T Video Coding Experts Group
(VCEG). This new standard will replace the current H.264/AVC [1] standard in order to
deal with nowadays and future multimedia market trends. 4K definition video content is a
nowadays fact and 8K definition video will not last to become a reality too. Furthermore,
the new standard supports high quality color depth at 8 and 10 bit. The HEVC standard
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aims to provide a doubling in coding efficiency with respect to the H.264/AVC High profile,
delivering the same video quality at half the bit rate.

Regarding complexity, HEVC decoder does not appear to be significantly different from
the H.264/AVC one [2]. However, HEVC encoder is expected to be several times more
complex than H.264/AVC encoder and will be a hot research topic in years to come. At the
time of developing this work, the current version of the reference software, called the HEVC
test model (HM), is HM 10.0 which corresponds to the HEVC text specification draft 10
[3]. A good overview of HEVC standard can be found in [4].

We can find in the literature several works about complexity analysis and parallelization
strategies for the emerging HEVC standard as in [5] [6] [7]. Most of the available HEVC
parallelization proposals are focused in the decoding side, looking for the most appropriate
parallel optimizations at the decoder that provide real-time decoding of High-Definition
(HD) and Ultra-High-Definition (UHD) video contents.

Currently, there are few works focused at the HEVC encoder. In [8] authors propose
a fine-grain parallel optimization in the motion estimation module of the HEVC encoder
allowing to perform the motion vector prediction in all prediction units (PUs) available at
the Coding Unit (CU) at the same time. In [9] authors propose a parallelization inside the
Intra prediction module that consist on removing data dependencies among subblocks of a
CU, obtaining interesting speed-up results.

In this paper we will analyze the available parallel strategies in the HEVC standard
and its viability over the HM reference software. Furthermore, we present a parallelization
alternative for the HEVC encoder which is specially suited for low delay encoding profiles.
Our proposal works at Group Of Pictures (GOP) processing level, following different parallel
GOP-based strategies and analyzing the overall behavior in terms of complexity reduction
and coding performance.

The remainder of this paper is organized as follows: In Section 2 an overview of the
available profiles in HEVC and common condition test are presented. Section 3 provides an
overview of the high-level parallelism strategies proposed in the HEVC standard. Section 4
presents the GOP-based parallel alternatives we propose for the low delay application profile,
while in Section 5 a comparison between the proposed parallel alternatives is presented.
Finally, in Section 6 some conclusions and future work are discussed.

2 HEVC profiles

In [10] the JCT-VC defines the common test conditions and software reference configurations
to be used for HEVC experiments. In that paper it can be found a series of settings in order
to evaluate HEVC video codec and to compare the different contributions made to it.

A total of 24 video sequences are specified, arranged in 6 classes. Also the Quantization
Parameter (QP) and the set of configuration files for the encoding process are detailed.
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Using these common conditions, makes easier to perform comparisons between innovative
proposals. JCT-VC also provides a spreadsheet to calculate Rate-Distortion (RD) curves
and the percentage of gain in bit rate, by using Bjontegaard-Delta (BD) measurements [11].

Classes from A to E include natural video sequences at diverse frame sizes. Class F
comprises sequences than contain synthetic video in part of them or in its whole. Two of
the sequences in class A have a bit depth of 10 bits and the rest of the sequences have a bit
depth of 8 bits. The frame rate of the sequences ranges from 20 to 60 fps.

It is indicated to code and decode test sequences to compare them with the anchors at
four QP values: 22, 27, 32, 37. For each of these points, bit rate and Peak Signal-to-Noise
Ratio (PSNR) are obtained. With these values, RD-curves can be drawn and by using cubic
interpolation or piecewise cubic interpolation, BD rate differences can be computed.

Configuration files are provided within reference software package [12]. There are 8
different test conditions which are a combination of 2 bit depths: Main (8 bits) and Main10
(10 bits) with 4 coding modes: All Intra (AI), Random Access (RA), Low-Delay B (LB),
and Low-Delay P (LP). When a sequence has a bit depth of 8 bits and we choose to code it
with one of the Main10 modes the coder converts each source sample value by multiplying
it by 4. If a sequence has a bit depth of 10 bits and we choose to code it with one of the
Main modes the coder converts every source sample by adding it 2 and dividing it by 4 in
order to clip it to the [0, 255] range.

In All Intra mode every frame is coded as an I-frame i.e. it is coded without any
motion estimation/compensation. So each frame is independent from the other frames in
the sequence. This mode gets lower compression rates (compared to the other 3 modes)
because P-frames and B-frames can usually obtain better compression rates than I-frames
at the same quality level. On the other hand, the coding process for All Intra mode is faster
than for the other 3 modes because no time is wasted in motion estimation. Every frame
is coded in rendering order. Applications that require a fast encoding process and are not
concerned about limited bandwidth or storage capacity, fit perfectly in this coding mode.

Random Access mode combines I-frames and B-frames. A B-frame is a frame that uses
motion estimation/compensation in order to achieve good compression rates. Each block
of a B-frame can use up to 2 reference frames, so in the coding process 2 lists of reference
pictures are maintained. The GOP (Group Of Pictures) size used is 8. Reference frames
can be located earlier or later than the frame we are currently coding. So, in this mode,
coding (and decoding) order is not the same as rendering order. So as to allow navigating
along the coded sequence (pointing to a certain moment) or to allow functions like fast
forward, an I-frame is inserted periodically. Depending on the frame rate of each sequence
the intra refresh period varies. We have a value of 16 for 20 fps, 24 for 24 fps, 32 for 30 fps,
48 for 50 fps, and 64 for 60 fps. The intra period is a multiple of 8 (the size of the GOP)
which inserts an I-frame approximately every second. Applications that do not have time
constraints (when coding a video sequence) and need features like the aforementioned fast

©CMMSE Page 936 of 1797 ISBN: 978-84-616-2723-3



ANALYZING GOP-BASED PARALLEL STRATEGIES WITH THE HEVC ENCODER

forward, are the target applications of this coding mode.

Low-Delay modes (LP and LB) code each frame in rendering order. First an I-frame
is inserted in the coded bit stream and then only P-frames (or B-frames) are used for the
rest of the sequence. GOP size is 4. All the reference pictures are located earlier than the
current frame. This two modes achieve better compression performance than Al mode and
do not suffer from the delay that RA mode introduces. Applications like video-conference
which have bandwidth and time constraints can benefit from low delay modes.

3 HEVC high-level parallelism strategies

High-level parallel strategies may be classified in a hierarchical scheme depending on the
desired parallel grain size. This classification should carefully be applied taking into account
the available parallel hardware resources in order to perform the most adequate and efficient
implementation. So, we define from coarser to finer grain parallelism levels: GOP, tile,
slice, and wavefront. When designing a HEVC parallel version we first analyze the available
hardware where the parallel encoder will run, in order to determine which parallelism levels
are the most appropriate.

The coarsest parallelization level, GOP-based, is based on breaking the whole video
sequence in GOPs in such a way that the processing of each GOP is completely independent
from the other GOPs. In general, this approach will be the one that best parallel efficiency
should provide. However, depending on the way we define the GOPs structure and remove
the inter-GOP dependencies, the coding performance may be affected.

Tiles are used to split a picture horizontally and vertically into multiple sub pictures.
By using Tiles, prediction dependencies are broken just at Tile boundaries. Consecutive
tiles are represented in raster scan order. The scan order of Coding Tree Blocks (CTBs)
remains a raster scan. When splitting a picture horizontally, tiles may be used to reduce
line buffer sizes in an encoder, as it operates on regions narrower than a full picture. Tiles
also permit the composition of a picture from multiple rectangular sources that are encoded
independently.

Slices follow the same concept as in H.264/AVC allowing a picture to be partitioned into
groups of consecutive Coding Tree Units (CTUs) in raster scan order, each for transmission
in a separate network adaptation layer unit that may be parsed and decoded independently,
except for optional inter slice filtering. There is a break in prediction dependences at slices
boundaries, which causes a loss in coding efficiency. The use of slices is more concerned
with error resilience or maximum transmission unit size matching than a parallel coding
technique, although it has undoubtedly been exploited for this purpose in the past.

Wavefronts split a picture into CTU rows, where each CTU row may be processed
by a different thread. Dependences between rows are maintained except for the CABAC
[13] context state, which is reinitialized at the beginning of each CTU row. To improve
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the compression efficiency, rather than performing a normal CABAC reinitialization, the
context state is inherited from the second CTU of the previous row.

All high-level parallelization tools become more useful with image sizes growing beyond
HD for both encoder and decoder. At small image sizes where real-time decoding in a
single-threaded manner is possible, the overhead associated with parallelization might be
too high for there to be any meaningful benefit. For large image sizes it might be useful to
enforce a minimum number of picture partitions to guarantee a minimum level of parallelism
for the decoder.

Current HM reference software does not directly support most of the high-level par-
allelism approaches mainly due to its implementation design. In the next section we will
present several GOP-based parallelization approaches that may be implemented in cluster-
based or multicore-based hardware architectures.

4 Parallel algorithms

In previous sections we have reviewed the main features of the HEVC video compression
standard. We have parallelized the HEVC reference software using LB and Al modes, both
of them combined with Main profile (bit depth of 8 bits). This two modes are useful for
applications that have time constraints, so we think they can benefit from parallelization
strategies. Obviously, this work can be easily extended to use Low-Delay P mode. But this
is not true for Random-Access mode due to the way it uses reference frames. In particular,
Random-Access mode uses both past and future frames as reference pictures so dependencies
between frames are tighter than in the two evaluated modes.

The developed parallel algorithms are designed at GOP-based parallelization level. First
of all, note that in AI mode the GOP size is 1, because all frames are computed as I-frames
(no reference frames are used at all). In LB mode the GOP size used is 4, however this value
could be changed. On the other hand, we have considered synchronous algorithms where
the synchronization process is performed after the GOP computation. We have developed
four parallel approaches:

e Option I: (LB) in this option we sequentially assign each GOP to one process in the
parallel execution, so processes will encode isolated GOPs.

e Option II: (LB) in this approach we divide the sequence in as many parts as the
number of parallel processes, so that each process will encode a block of adjacent

GOPs.

e Option IIT: (LB) similar to Option II, except that each process begins the coding by
inserting an I-frame.
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Figure 1: Option I: Parallel distribution.
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Figure 2: Option II: Parallel distribution.

e Option IV: (AI) similar to Option I where each GOP is sequentially assigned to a
process, but here a GOP consists of only one I-frame.

Figure 1 shows the parallel distribution performed when Option I is used. Note that
the synchronization processes are located after each GOP. The root process (Proc. 0 or
P0) computes the first frame as an I-frame. After that, all processes encode a GOP of 4 B-
frames. All processes, except the root process, encode their first B-frame without reference
pictures, therefore the number of bits needed to encode this first B-frame is similar to the
number of bits needed to encode an I-frame.

In order to increase the performance of the proposed parallel algorithms, each process
will have its own working buffers. This fact changes the real pattern of the reference pictures
used. For instance, in sequential processing the second B-frame of a GOP uses frames -1
-2 -6 -10 as reference pictures (-1 means the previous frame, and so on). As the GOP
size is 4, frame -2 points to the last frame of the previous GOP (the frame two positions
before the current frame in the original video sequence). In parallel processing, as we assign
isolated GOPs to each process, the previous GOP is not the previous adjacent GOP in the
original video sequence and therefore frame -2 will not point to the frame two positions
before the current frame. If, for instance, the number of processes is 6, then the previous
GOP for this process will be located in the video sequence 6 GOPs away from the current
GOP. So for the second B-frame of a GOP, the reference picture -2 will point to frame -22
(-2-(6-1)x4=-22) in the original video sequence. We can conclude that both parallel and
sequential algorithms will produce different bit streams. We will analyze, in Section 5, the
impact of this fact in terms of PSNR and bit rate.

In Figure 2 we can see a representation of the Option II parallel distribution. As in
Option I, the synchronization processes are located after each GOP. Then, all processes,
except the root process, encode their first B-frame without reference pictures. Note that the
root process encodes the first I-frame. In this case the reference pictures are not significantly
disturbed, because each process works with a group of adjacent GOPs. In the previous
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Figure 3: Option III: Parallel distribution.
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Figure 4: Option IV: Parallel distribution.

example, for the second frame of the GOP, the pattern is only altered for the first three
GOPs. From this point onward all reference pictures needed are available in the private
working buffer of each process.

Figure 3 shows the parallel distribution of Option III, where the parallel structure is
similar to Option II. Here each process starts the encoding procedure computing the first
frame as an I-frame. In this case, the parallel and sequential executions can be exactly the
same if in the sequential execution we perform a slight change in the standard configuration.

In order to get the same bit stream with both the parallel and sequential algorithms we
must change the IntraPeriod parameter according to the number of processes of the parallel
execution. Table 1 shows the value of the IntraPeriod parameter when we compute 240
and 480 frames. Moreover the I-frame included must be an IDR (Instantaneous Decoding
Refresh), so we set the DecodingRefreshType parameter equal to 2.

Finally, in Figure 4 the parallel distribution for Option IV is shown. Note that the
parallel structure is similar to the parallel structure of Option I, but the GOP always
consists of one I-frame. Moreover the I-frames are IDRs, therefore there are no differences
between the parallel and the sequential execution.

Number of Processes | 240 frames | 480 frames
2 120 240
4 60 120
6 40 80
8 30 60
10 24 48
12 20 40

Table 1: Option III: IntraPeriod parameter to match sequential and parallel execution.
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Figure 5: Computational times for the parallel algorithms. 120, 240 and 480 frames.

5 Numerical experiments

We will analyze the parallel algorithms described in Section 4, in terms of parallel per-
formance, PSNR and bit rate. First of all, we have used the OpenMP [14] programming
paradigm.

The multicore platform used is a HP Proliant SL390 G7 with two Intel Xeon X5660,
each CPU with six cores at 2.8 GHz, therefore the experiments reported use up to 12
processes. The testing video sequence used is BasketballPass_416x240.yuv, and disposes of
500 frames at 50H z with a frame size equal to 4162240 pixels. We have run the parallel
algorithms encoding 120, 240 and 480 frames and low delay mode. Note that the low delay
profile sets the GOP size equal to 4, computes only the first frame as I-frame and the value
of quantization parameter (QP) is equal to 32.

In Figure 5 we present the computation times for Option I, Option II, Option III, and
Option IV parallel algorithms. The results show good parallel behavior in all cases. On the
other hand, when using just 1 process, all the proposed algorithms show the same timings
than the ones obtained with the sequential version. Respect to Option IV, the reference
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Figure 6: Efficiency for the parallel algorithms. 120, 240 and 480 frames.

sequential execution is not the same, as we are using Al mode configuration.

Figure 6 shows the efficiency associated to the results shown in Figure 5. This figure
confirms the good behavior of the proposed parallel algorithms, obtaining nearly ideal effi-
ciencies in some cases, and above 0.85 in most of the performed experiments. We want to
remark that Option IV obtains an average efficiency greater than 0.95.

As it was said in Section 4, the parallel versions do not provide the same results than
the ones produced by the sequential algorithm. So, in Figure 7 we show how parallel
versions modify the sequential version bit rate. It is important to remark that Figure 7
shows results for Option I, IT and III, but not for Option IV, because in the last case the
parallel and sequential versions exhibit the same bit rate. Furthermore, we can observe that
the bit rate increase introduced by Option I algorithm is not acceptable. This algorithm
drastically changes the structure of the reference pictures, and as a consequence it causes
the large bit rate increase shown in Figure 7. In all cases the bit rate increase becomes
larger as the number of processes does. Note that the first frames of each process are
encoded without reference frames, lineally increasing the bit rate as the number of processes
increases. Finally, the bit rate increase is greater in Option III, because the initial I-frame
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Figure 7: Percentage of bit rate increase for the parallel algorithms. 480 frames.
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Figure 8: Speed-up for Option III parallel algorithms. 480 frames.

is encoded with higher quality than the initial B-frame in Option II algorithm, as specified
in the low delay profile configuration.

Table 2 shows the PSNR data, i.e. a quality measurement, for the parallel algorithms
IT and III. We can observe that using Option II algorithm the quality of the encoded video
decreases, although, in Figure 7, we have showed that the bit rate increases. In contrast, the
bit rate increase for Option III algorithm showed in Figure 7 is compensated by a quality
increase as can be seen in Table 2.

Finally, we modify the low delay profile configuration in order to obtain the same PSNR
and bit rate results with both parallel and sequential versions of Option III algorithm. Fig-
ure 8 shows as Speed-up NON_EQUIV the speed-up when parallel and sequential algorithms
obtain slightly different results, and as Speed-up EQUIV the speed-up when they provide
equivalent executions. We can conclude that the proposed Option III algorithm obtains
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Algorithms‘l Proc 2 Proc 4 Proc 6 Proc 8 Proc 10 Proc 12 Proc
Option II 33.23 33.23 33.20 33.18  33.17 33.16 33.15
Option IT1 33.23 33.26 33.31 33.35 33.39 33.44 33.47

Table 2: Luminance PSNRs (dB) for parallel algorithms. 480 frames.

good efficiencies in the range of 0.80 (worst case) to 0.91.

6 Conclusions

In this paper we have proposed several parallel algorithms of the HEVC video encoder.
These algorithms are based on a coarser grain parallelization approach with the organization
of video frames in GOPs and different GOP process allocation schemes. They are specially
suited for multicore architectures. After implementing the algorithms in the HEVC software
under low delay mode, some experiments were performed showing interesting results as
(a) GOP organization determines the final coding performance, being the best approach
the Option IV (AI mode) when comparing both sequential and parallel versions in terms
of speed-up/efficiency, and (b) Although the Option III algorithm introduces a bit rate
overhead as the number of processes increase, the overall parallel performance and the
improvements in PSNR make it a good approach when LB coding mode is demanded.In
general, all proposed versions attain high parallel efficiency results, showing that GOP-
based parallelization approaches should be taken into account to reduce the HEVC video
encoding complexity. As future work, we will explore hierarchical parallelization approaches
combining GOP-based approaches with slice and wavefront parallelization levels.
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Abstract

One of the main problems in celestial mechanics is the study of the motion of the
planets in the solar system. To solve this problem numerical, semi-analytical and a-
nalytical methods can be used. This paper is focused on the study of semi-analytical
theories, these theories involve the use of the Fourier Poisson series developments de-
pending on entire combinations of the anomalies. Poisson series involve two problems
one the slow convergence rate when the eccentricities or mutual inclination of orbirs are
not small and the presence of small denominators in the integration process that can
induce great inequalities. In this paper we show that the use of an appropriate anomaly
in the genelalized Sundman family con improve the convergence rate and the value of
the great inequalities.

Key words: Celestial Mechanics. Planetary Theories. Algorithms. Orbital Mechan-
ics. Perturbation Theory. Computational Algebra.
MSC 2000: 7T0F05, 70F10, 70F15,70M20.

1 Introduction

One of the main problems in celestial mechanics is the study of the motion of the main bo-
dies of the solar system. Its solutions are the so-called planetary theories. To obtain these
solutions there are three main procedures: numerical methods, based on the integration by
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the appropriate numerical methods of the differential equation of the motion; the analytical
ones, based on the literal expansion of the second member of the Lagrange planetary equa-
tions [10], [14] and the semi-analytical theories, based on the use of numerical values for the
amplitude coefficients of developments and literal values for the anomalies. The second and
third ways are based on the integration of the differential equations through the solution of
the well known two body problem and using the perturbation theory.

To integrate these differential equations using analytical or semi-analytical methods
it is necessary to develop the second member of Lagrange planetary equations as Fourier
series of the anomalies. Classical methods use the mean anomaly (or mean longitude) of
the planets as temporal variables.

In the year 1977 Nacozy [13], in order to improve the performance of the numerical
methods, introduces the intermediate anomaly as an extension of the Sundman transfor-
mation dt = Cr®dr defined by ¥, = ¥, (M), where ¥, (M) satisfies that U, (M) is a 27
periodic function of M, ‘ﬁ; >0, Uo(—M) = =V, (M), ¥,(0) =0, ¥,(2m) = 2m. This
family includes the mean (o = 0), eccentric (o = 1), true (a = 2) and intermediate (o = 3)
anomalies.

The analytical properties of the generalized Sundman anomalies have been studied by
Lopez [12], these proprerties include

[e.o]
Uy =M+ Z\Ils(e,a) sin sM (1)
s=0

the Kepler equation obtained through the use of the Deprit algorithm [6].
o0
M=V, + Y Heq)sin sU, (2)
s=1

and the developments of the quantities 7, sin V' and cos V' where r is the vector radius, and
V the true anomaly.

2 Integration of the Lagrange equations

To integrate the Lagrange planetary equations by semi-analytical methods it is necessary
to develop the second member of the planetary equations as Fourier series of the selected
anomalies [1],[7],[3],[10]. To obtain these developments the main problem is to develop the
inverse of the distance between two planets. For this purpose we can use the Kovalevsky

iteration algorithm [9], [5]
1 3/1 1/1)°
— =2 (=) -2 (=) A2
(2)..,72(2), 73 (), ®
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where A is the distance between the two planets.

The quantity A? can be computed using the developments of r, sin V, cos V with great
accuracy.

An appropriate first approximation for the inverse of the distance is given by

1 1 " :
5, = | Pt k@) cosi - X) (4)
j=1

)

The use of the Kovalewsky algorithm produces a development

where bg‘j are the Laplace coefficients [14], and A, " the mean longitudes of the planets.

1 :
X = > (A, cos(k1 ¥ + kaWs) + B g, sin(ky Uy + kaUs)] (5)
k1,k2

and from them the osculating elements o satisfies

o= Z [Skl,kz COS(]ﬁ\I/l + k‘Q\IIQ) + Rkl,kg Sin(k‘qul + k‘Q\IIQ)] (6)
k1,k2

To integrate with respect of ¢ each term of the series using the generalized Sundman
anomalies W1, ¥y of two planests as temporal variables we can proceed as [11].

To handle with this developments a new C++ Poisson series processor poisson.h has
been developed. A Poisson series processor is a especialised software package to manage
aritmethic, and functional operations with Poisson series [8],[4].

3 Concluding Remarks

The use of appropriate anomalies in the generalized Sundman family can improve the con-
vergence rate of the Poisson series developments of the osculating elements of the bodies,
especially if the eccentricities are not small.

In the case of the small denominators, the value of the induced great inequalities can
be decreased using an aprorpiate value of the parameters « in the generalized Sundman
family.
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Abstract

In this work, we present an efficient algorithm that performs the refinement of 3D
meshes composed of triangular facets. Each original facet is subdivided into four new
ones and this process may be repeated iteratively as many times as necessary in order
to obtain the desired level of refinement. The method is based on an octree spatial
subdivision with Z-ordering (also known as Gray encoding) that facilitates the task
of avoiding the insertion of duplicated vertices. The computational complexity of the
developed solution is O(N) in terms of time. Moreover, in order to reduce the memory
usage (which may be a limiting factor), we use linked lists to store the vertices in each
octree box. Finally, we show some results that demonstrate the low runtime and the
moderate memory consumption of our solution. Thus, this method is ideal to produce
the meshes composed of millions (or even billions) of facets that the most challenging
scattering problems require.

Key words: mesh refinement, octrees, algorithmic efficiency

1 Introduction

In the field of acoustic and electromagnetic scattering, it is of great interest to analyze
realistic objets in a wide range of frequencies. The increasing efficiency of the techniques
that compute the scattered field [1, 2, 3] is widening its range of application to big size
objects [4, 5].
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By means of methods such as the Boundary Elements Method (BEM) [6] or the Method
of Moments (MoM) [7] it is possible to numerically solve the scattering problem. In order
to obtain accurate results, the BEM and MoM require between 6 and 10 basis functions
(or elements) per linear wavelength. As a consequence, the analysis of big objects may
require geometrical meshes with a huge number of facets that may need more than one
billion unknowns for the biggest problems analyzed until the moment [5].

In this work, we present an algorithm whose goal is the efficient refinement of 3D surface
meshes composed of triangular facets. The algorithm proceeds iteratively subdividing, in
each iteration, every facet of the original mesh into four new ones until the desired level of
refinement is gotten. The algorithm guarantees that no duplicated vertices are inserted on
the new mesh. In this manner, the target geometry has a lower memory footprint and the
possibility of BEM (MoM) numerical instabilities caused by repeated facets is eluded. The
presented algorithm relies on the use of octree [8] structures to efficiently avoid the insertion
of repeated nodes. Among different types of mesh subdivision algorithms, our algorithm
pertains to the category of vertex insertion [9], in a similar manner as the Butterfly scheme
presented in [10].

This paper is organized as follows. Section 2 presents a brief summary of the theory
associated to tree structures in d dimensions, 2%-trees. In Section 3, we explain the algorithm
that we have developed for mesh subdivision. In Section 4, some results of the computational
cost of the algorithm are shown. Finally, some conclusions are presented in Section 5.

2 2%trees theory review

In this Section, we describe the fundamental aspects related to the 2%-tree structures [8]
that result more relevant in the development of the presented algorithm. A 2%tree structure
is a type of space subdivision! that may be used to group the facets of a mesh within that
space. Although we apply the 2%-tree structures to 3D problems, this review is developed
for a general d. This does not complicate the algebra so much and it allows us to use 2D
examples (d = 2, or quadtree structure) which eases its representation.

The first step consists on enclosing the geometry under study on a box, that is assigned
the level 0. Afterwards, the 0 level box, noted parent boz, is subdivided into 2¢ equal size
boxes whose sides have a length that is half of its parent box. All these boxes are assigned to
level 1, and are called children bozes respect to the level 0 box. This process of subdivision
may be repeated as many times as necessary (see recursive division on Figure 1). Two boxes
are called neighbors when they share at least one point.

!'Note that d is the dimension of the space.
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2.1 2%tree numbering

In the level | of a 2%-tree, there are 2% boxes, each of which is assigned an index n =
0,1,...,2% — 1. Therefore, every box may be characterized by the pair (n,l) (also called
universal number [8]). It is also possible to identify each box by another number that is
more adequate for the calculations that must be performed. Every box is associated to a set
of [ numbers in the form (Ny, No, ..., N;), being N; the index of the box at j level. This set
is known as string number [8]. Finally, the string number may be mapped to the universal
number by means of the following expression:

n = YN + 22Ny + ..+ 2O)N + N . (1)

In Figure 1, a quadtree numbering example is represented. According to equation (2.1),
the red box has the string number (2, 3,1) and universal number (45, 3).

i D i J
0] 2
L=
103143 1/37T1)3
U . U .

Figure 1: Hierarchical numbering for a quadtree.

2.2 2%tree generation

During the process of the 2%-tree generation, it is necessary to map the 0 level box to a
reference box (coordinate normalization). In this manner, if the coordinates of any point of
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the geometry are given by r = (x1, 9, ..., xq), the normalized coordinates become:

7: = (5;17'%2,7.%(1) = 2Lt'ree <T_-£ﬂ’lln>7 (2)

where D is the biggest geometry size, Lyyee is the highest 2¢_tree subdivision level, and 7y,
is the vertex coordinate of 0 level box that is closest to the origin of coordinates.

Finally, each point of the geometry may be represented by the string number of the
group it pertains to, just by applying an interleaving process [8] to the binary representation
of the normalized coordinates.

3 Efficient mesh refinement algorithm

The method presented in this work operates in an iterative manner in order to refine meshes.
A 3D mesh, composed of triangular facets, inputs the algorithm and, throughout the itera-
tive execution, it produces a new set of meshes. After each iteration, every original triangle
is divided into four new ones that are obtained by connecting the midpoints of each side, as
shown in Figure 2. Thus, the number of facets that form each new mesh may be calculated
as follows:

fout = 4i ’ fin; (3)

where 7 is the iteration number, f;, is the number of facets of the original input mesh, and
fout is the number of facets of the output mesh in the ith iteration.

3 4 3 9
VIII Vil
. \Y VI
6 7
| Il \V
I 1]
1 2 1 5 2

(a) Iteration 0. (b) Iteration 1.

Figure 2: Simplified example. Arabic numerals are used to identify vertices whereas roman
numerals are used to enumerate facets.(a) Input mesh. (b) Output mesh.

At the beginning of every iteration, two different files are read. The first file is the
facets file, which defines every triangle by means of three vertex indices. The second file
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is the vertices file, which contains the three coordinates of each vertex. Table 1 shows the
facets and vertices files corresponding to the geometry of Figure 2(b).

Table 1: facets and vertices files in the iteration 1 (related to Figure 2)

F (facets file) V' (vertices file)

Ji: U1 U5 Vg v a1 Y1 21
fa: U5 v7 Vg va: T2 Y2 29
3] ws Vo vy v3:| 3 Y3 23
fai| we v7 v3 vgi| @y Y4 24
I5: U2 Us U7 Vs Ty Ys 25
fe: U7 Ug V9 Vg L6 Yo <6
fri|  vs vy Vg vr:| g Y7 27
fs: U7 &) U3 vg: g Y8 <8

vg: xg9 Y9 29

Once the files that define the mesh have been loaded, the refinement process begins. For
every facet of the previous iteration, its three original vertices are preserved. In addition,
three new vertices are created. These new vertices are the midpoints of each side in the
original facet (see Figure 2). Then, the six vertices related to the previous facet produce
four new facets that are created by connecting the midpoints of each side (see Figure 2).
Thus, the new vertices file will contain the previous vertices and the new ones, but the new
facets file will only contain the new facets (see Figure 2 and Table 1).

All the process described in the above paragraph would be straightforward if there were
no duplicated vertices. But, in a closed surface, each new vertex belongs to two different
facets. For example, in Figure 2(b) it is showed that the vertex 7 belongs to the facets I and
IT of the previous iteration (Figure 2(a)). In order to avoid duplicated vertices, we use two
different data structures: octrees and linked lists. Every time a new vertex (a midpoint of a
previous facet side) is going to be included in the vertices file, the algorithm checks whether
it is new or duplicated. First, the octree box that encloses the new vertex is calculated.
Then, the algorithm accesses to the linked list associated to that box (using the box number
as an index). Thus, the search for a duplicate is confined to a single octree box instead of
the whole mesh. If the vertex was present in the list, that would mean the new vertex is a
duplicate and it would be discarded. If the vertex was not in the list, then the new vertex
is inserted in the list and it is also written in the vertices file. Once the algorithm has the
indices of the correct vertices, the new facets are generated and then written to the facets
file.

In order to achieve a time cost of O(N) per iteration (where N is the number of facets
of the current mesh), the search for a duplicated vertex in its associated list must be of
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O(1). This requirement is satisfied whenever the maximum number of vertices per list is
constant. Because of this, the octree box size must be carefully chosen. Furthermore, the
side of the octree boxes is halved (i.e, the octree level is increased) every iteration in order
to keep constant the maximum number of vertices per list.

The use of an array of linked lists to store the vertices in each octree box allows to keep
a low memory footprint, since only non-empty boxes take up space. Moreover, since the
vertices are added to the list as needed, we avoid the usage of preallocated memory prior
to knowing the exact number of vertices per list.

4 Results

To obtain the results presented in this section, we used a workstation that consists of 1 CPU
(Intel Core i7-3820 with 4 cores at 3.6 GHz) and 64 GB of RAM. The source code is written
in C and was compiled using Intel icc 12.1. It is also worth noting that the implementation
is fully sequential and based on single-precision arithmetic.

The first example is a mesh of a sphere with 1000988 triangular facets. The input
mesh is refined 5 times in order to obtain a set of meshes, each one with 4x the number of
facets of the previous one. Table 2 shows the runtime and the memory consumption for this
example. It should be noted that the runtime is the wall time (including the refinement
process and I/0). The algorithm is able to generate a mesh with a billion facets in about 5
minutes and using only 28 GB of RAM.

Table 2: Runtime and memory consumption using a sphere.

Input: mesh with 1000988 triangular facets (2 4 m sphere)
Iteration facets Octree boxes | Runtime [s] | RAM usage [GB]|

1 4003952 218 1.2 0.1

2 16 015 808 221 4.6 0.4

3 64063 232 2% 19.7 1.7

4 256 252928 227 77.1 7.1

5 1025011712 230 317.3 28.0

The second example is a mesh of a full-scale Airbus A380 airplane with 1009392 tri-
angular facets. The input mesh is also refined 5 times in order to obtain a set of high
resolution meshes. As shown in Table 3, in this case the algorithm is able to generate a
mesh with a billion facets in about 8 minutes and using only 26 GB of RAM.
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Table 3: Runtime and memory consumption for an Airbus A380 airplane.

Input: mesh with 1009 392 triangular facets (full-scale airplane)
Iteration facets Octree boxes | Runtime [s] | RAM usage [GB]

1 4037 568 218 5.4 0.1

2 16150272 221 10.9 0.4

3 64601 088 224 34.3 1.7

4 258 404 352 227 124.3 6.6

5 1033617 408 230 484.2 26.0

5 Conclusions

In this work, we present an algorithm based on the octree theory that efficiently performs the
refinement of 3D meshes. The developed solution has a time complexity of O(V) and enables
obtaining meshes with a billion facets within minutes using a workstation. Additionally,
its iterative operation is ideal for scattering problems, since the algorithm produces sets of
meshes of the same object, which allows the analysis of the object at different frequencies.
As a result, the developed solution has a great applicability on the field of acoustic and
electromagnetic scattering.

Acknowledgements

This work has been partially supported by the European Union under COST action 1C1102
(VISTA); by “Ministerio de Ciencia e Innovacién” from Spain/FEDER under the projects
TEC2011- 24492/ TEC (iScat) and CONSOLIDER CSD2008-00068 (TeraSense); by “Gob-
ierno del Principado de Asturias” (PCTI)/FEDER-FSE under the projects IPT-2011-0951-
390000 (Tecnigraf), EQUIP08-06, FC09-COF09-12, EQUIP10-31, and grant BP11-166.

References

[1] M. LOPEZ-PORTUGUES, J.A. LOPEZ-FERNANDEZ, J. MENENDEZ-CANAL,
A. RODRIGUEZ-CAMPA AND J. RANILLA, Acoustic scattering solver based on
single level FMM for multi-GPU systems, J. Parallel Distrib. Comput. 72 (2012)
1057-1064.

©CMMSE Page 956 of 1797 ISBN: 978-84-616-2723-3



MESH REFINEMENT BASED ON OCTREES AND LINKED LISTS

[2] M. LOPEZ-PORTUGUES, J. A. LOPEZ-FERNANDEZ, J. RANILLA, R.G. AYESTARAN
AND F. LAS-HERAS, Parallelization of the FMM on distributed-memory GPGPU sys-
tems for acoustic scattering prediction, J. Supercomput. 64 (2013) 17-27.

[3] J.M. TaBoADA, M. G. ARAUJO, J. M. BERTOLO, L. LANDESA, F. OBELLEIRO AND
J. L. RODRIGUEZ, MLFMA-FFT parallel algorithm for the solution of large-scale prob-
lems in electromagnetics, Prog. Electromagn. Res. 105 (2010) 15-30.

[4] M. G. ARrRAUJO, J.M. TABOADA, F. OBELLEIRO, J. M. BERTOLO, L. LANDESA,
J. RIVERO AND J. L. RODRIGUEZ, Supercomputer aware approach for the solution of
challenging electromagnetic problems, Prog. Electromagn. Res. 101 (2010) 241-256.

[5] J. M. TABOADA, M. G. ARAUJO, F. OBELLEIRO, J. L. RODRIGUEZ AND L. LANDESA,
MLFMA-FFT parallel algorithm for the solution of extremely large problems in elec-
tromagnetics, Proc. IEEE (Special issue on Large Scale Electromagnetic Computation
for Modeling and Applications) 101 (2013) 350-363.

[6] T.W. Wu, Boundary Element Acoustics, WIT Presss, Southampton, 2000.
[7] R. HARRINGTON, Matriz Methods for Field Problems, Proc. IEEE 55 (1967) 136-149.

[8] N. A. GuMEROV, R. DuraiswaMI AND E. A. BOROVIKOV, Data structures, optimal

choice of parameters, and complexity results for generalized multilevel fast multipole
methods in d dimensions, Technical Reports from UMIACS (2003).

[9] D. ZORIN AND P. SCHRODER, Subdivision for Modeling and Animation, SSIGGRAPH
99 Course Notes, Los Angeles, 1999.

[10] N. DyN, D. LEVIN, AND J. A. GREGORY, A butterfly subdivision scheme for surface
interpolation with tension control, ACM Transactions on Graphics 9 (1990) 160-169.

©CMMSE Page 957 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSFE 2013
24-27 June, 20135.

Aircraft noise scattering computation using GPUs

M. Lépez-Portugués?, J. A. Lépez-Fernandez', José Ranilla®? and
R. G. Ayestaran'

I Departamento de Ingenieria Eléctrica, Electrdnica, de Computadores y de Sistemas,
Universidad de Oviedo, Spain

2 Departamento de Informdtica, Universidad de Oviedo, Spain

emails: mlopez@tsc.uniovi.es, jelofer@tsc.uniovi.es, ranilla@uniovi.es,
rayestaran@tsc.uniovi.es

Abstract

In this work, we present an efficient tool, implemented in CUDA, that computes the
scattered noise by an object over whose surface the pressure distribution and its nor-
mal derivative are known. The method essentially implements a Matrix-Vector Product
where the matrix elements are calculated on the fly in order to keep a low memory foot-
print. Our implementation is tested using two different GPU architectures (Fermi and
Kepler) and we achieve a reduction of an order of magnitude in the runtime compared
to our reference OpenMP codes. As a result, the use of the presented implementation
together with an efficient computation of the acoustic field over the obstacle surface
enables a powerful tool for noise control applications.

Key words: heterogeneous, acoustic scattering, MVP, CUDA, OpenMP

1 Introduction

Nowadays, acoustic scattering is a topic of major concern for the industry. Scattering pre-
diction applications are, among others, the simulation of the acoustic behavior of industrial
products, such as aircrafts. Scattering simulations allow to predict the acoustic behavior
of a product in early stages of the design phase in contrast to the traditional try and error
prototyping methodology.

The solution of the scattering problem may be carried out in two steps: i) computation
of the acoustic field (pressure and its normal derivative) over the obstacle surface, and
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ii) calculation of the pressure at any point outside of the obstacle from the previously
calculated acoustic field on its surface.

The Boundary Elements Method (BEM) [1] provides an accurate numerical formulation
of this type of problems. Nonetheless, the BEM solution of the scattering problem may be
very expensive from a computational viewpoint. The first step requires to solve a linear sys-
tem with N equations and N unknowns. Efficient solvers based on spectral representations
on the k-space —Fast Multipole Method (FMM) [2] and its Multilevel counterpart [3]— may
reduce the solution complexity up to O(N log(NN)) per iteration. In addition, the compu-
tation of the noise scattered by the aircraft over a surrounding wide region may be very
computationally demanding, since it requires a Matriz- Vector Product (MVP) where the
matrix size is proportional to the discretization of the obstacle times the noise observation
points.

For its part, hardware accelerators may help in the reduction of the run time of de-
manding problems. Especially, the Graphics Processing Units (GPUs) may provide large
speedups in those compute-intensive algorithms that have a high degree of parallelism [4].
Since similar MVPs are proved to be prone to parallelization [5, 6], the second step in the
solution of the scattering problem seems to fulfill the requirements to exploit the massively
parallel architecture of modern GPUs.

This work actually complements the ones presented by the authors in [7, 8] where
an efficient GPU solver for computing the acoustic field over the obstacle surface (the
above mentioned first step) was presented. BEM is used to model numerically the physical
problem.

2 Developed solution using CUDA

In this work, we tackle a MVP whose computational complexity is of O(NM) in terms of
time, where NN is the number of source points and M is the number of observation points.
Moreover, when analyzing the noise generated by a real-scale object —such as an aircraft—
on a plane with a meaningful area, M and N may be on the order of millions. Thus,
the N x M matrix that relates the source points and the observation points may be huge.
Because of this, the MVP should not be performed in the usual way, but calculating the
matrix elements on the fly in order to minimize the memory footprint.

Prior to develop the CUDA [9] algorithm, we chose to begin with a simpler parallel
approach. The algorithm that we have used as a starting point is based on the OpenMP
parallel for construct [10]. In this algorithm, each thread only deals with the vector and a
single matrix row at a time, thus calculating a single element of the solution vector (scattered
pressure on the observation points). In this manner, we have a parallel algorithm that is
suitable for shared memory systems and does not require large amounts of RAM.

Nevertheless, the number of parallel tasks of the above-mentioned solution is not suffi-
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cient for many-core architectures like GPUs. Thus, the chosen approach to deal with GPUs
had to be different, in order to turn the original MVP into thousands of sub-problems that
may be computed concurrently.

The calculation of the MVP is accomplished in such a way that matrix rows are assigned
to CUDA thread blocks [9] and the elements within a row are assigned to those threads within
the same block. Moreover, the assignment is performed in a cyclic fashion, since M and N
may be much larger than the grid size and the block size [9], respectively.

First, each thread computes its matrix element on the fly —thus avoiding the storage
of the matrix in global memory. After that, each thread multiplies its matrix element and
its vector element and stores the result in a register. Finally, in order to obtain the MVP,
all the threads within the same block add its partial results by performing a reduction in
shared memory [9].

Table 1 shows the kernel execution parameters when compiling for Ferm:i and Kepler
architectures. The occupancy has been calculated using the occupancy calculator that is
part of the CUDA toolkit and has been verified by means of the NVIDIA Visual Profiler.
The parameters shown below are the ones that delivered the best performance throughout
our tests.

Table 1: CUDA kernel execution parameters for both Fermi and Kepler architectures.

Common parameters

Registers per thread 26
Shared memory per block 2KB
Grid size * block size 8192 * 256

Shared memory : L1 cache ratio | 16 KB : 48 KB
Fermi architecture

Compute capability 2.1
Multiprocessor occupancy 67 %
Kepler architecture
Compute capability 3.0
Multiprocessor occupancy 100 %

3 Results

In order to obtain the results presented in this work, we used two workstations with differ-
ent GPU architectures. The first workstation consists of 1 CPU (Intel Core 15-2500T with
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4 cores at 2.3 GHz), 16 GB of RAM, and 1 NVIDIA Fermi GPUs (GTX 560 with 336 cores
at 1.62 GHz). The second workstation consists of 1 CPU (Intel Core i7-3820 with 4 cores /
8 threads at 3.6 GHz), 64 GB of RAM, and 1 NVIDIA Kepler GPU (GTX 680 with 1536 cores
at 1.07 GHz). The source code is written in C and CUDA C, and was compiled using Intel
icc 12.1 and NVIDIA CUDA compilation tools 4.2, respectively. It is also worth noting that
single-precision arithmetic was used in all cases.

In this section, we analyze the noise generated by a real-scale aircraft model (Airbus
A300 series) at a frequency of 1 kHz. The mesh that is used to represent the aircraft consists
of 1009392 triangular facets (N = 1009392) and has been generated to model the geometry
using approximately six elements per linear wavelength. First, we calculated the acoustic
field over the aircraft surface by means of the tool presented in [8]. Then, we calculated the
acoustic field on a plane at z=0m (beneath the aircraft) by using the tool presented in this
work. The dimensions of the observation plane are 80.07m x 80.07 m, with a resolution of
four elements per linear wavelength (M = 889249). Figure 1 shows the magnitude of the
total pressure on the observation plane when the engines (noise sources) are placed beneath
the wing.
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Figure 1: Magnitude of the total pressure on a plane at z = 0m (beneath the aircraft).
Engines placed beneath the wing. Frequency: 1kHz.

Table 2 shows a comparison between the OpenMP implementation and the CUDA
implementation using the first workstation (Fermi architecture). It should be noted that the
incident field calculation is not much demanding, so we decided to perform this computation
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Table 2: CPU implementation (OpenMP) vs GPU implementation (CUDA) using the first
workstation.

] Workstation with Fermi GPU \
| Problem size: N = 1009392, M — 889249 |

Incident field calculation time 0.03s

OpenMP Scattered field calculation time 2069.96 s
Overall runtime 2070.63 s

Incident field calculation time 0.03s

CUDA Scattered field calculation time 308.09s
Overall runtime 309.62s

using the CPU. On the other hand, it is noticeable that the scattered field calculation —the
MVP whose computational complexity is of O(N M )— is much more demanding. Using a
mid-range Fermi GPU (GTX 560), the CUDA implementation achieves a speedup of 6.7x
when compared to the OpenMP parallel algorithm.

Table 3: CPU implementation (OpenMP) vs GPU implementation (CUDA) using the sec-
ond workstation.

’ Workstation with Kepler GPU ‘
’ Problem size: N = 1009392, M = 889249 ‘

Incident field calculation time 0.05s

OpenMP Scattered field calculation time 1162.60s
Overall runtime 1163.86s

Incident field calculation time 0.05s

CUDA Scattered field calculation time 112.56s
Overall runtime 113.52s

Table 3 also shows a comparison between the OpenMP implementation and the CUDA
implementation, but this time making use of the second workstation (Kepler architecture).
Using a NVIDIA GTX 680, the CUDA solution is 10.3 times faster than the OpenMP

solution.
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It is also worth noting the advantage of calculating the matrix elements on the fly. For
this problem, the storage of the matrix that relates the source points and the observation
points would require at least 6.5 TB of RAM (assuming 8-byte complex numbers are used).

4 Conclusions

In this work, a method for computing the scattered acoustic pressure using GPUs is pre-
sented. We test our implementation using two different GPU architectures. Using a mid-
range Fermi GPU, the presented solution achieves a speedup of 6.7x when compared to
our own parallel algorithm for CPUs. In addition, the CUDA implementation allows re-
ducing the runtime in an order of magnitude with a Kepler card compared to the reference
OpenMP implementation. As a result, we get a tool for acoustic-scattering prediction that
clearly surpasses the performance of our parallel algorithm for CPUs, thus allowing the
accomplishment of accurate and more efficient analyses in noise control applications.

Acknowledgements

This work has been partially supported by the European Union under COST action IC1102
(VISTA); by “Ministerio de Ciencia e Innovacién” from Spain/FEDER under the projects
TEC2011- 24492/ TEC (iScat) and CONSOLIDER CSD2008-00068 (TeraSense); by “Minis-
terio de Economia y Competitividad” from Spain under project TEC2012-38142-C04-04;
and by “Gobierno del Principado de Asturias” (PCTI)/FEDER-FSE under the projects
IPT-2011-0951- 390000 (Tecnigraf), EQUIP08-06, FC09-COF09-12, EQUIP10-31, and grant
BP11-166.

References

[1] T.W. Wu, Boundary Element Acoustics: Fundamentals and Computer Codes (Ad-
vances in Boundary Elements), WIT Press, Southampton, 2000.

[2] V. ROKHLIN, Diagonal Forms of Translation Operators for the Helmholtz Equation in
Three Dimensions, Appl. Comput. Harmon. A.; 1 (1993) 82-93.

[3] J. SoNG AND W. CHEW, Multilevel Fast-Multipole Algorithm for Solving Combined
Field Integral Equations of Electromagnetic Scattering, Microw. Opt. Techn. Let. 10
(1995) 14-19.

[4] J.D. Owgens, M. Houston, D. LUEBKE, S. GREEN, J.E. STONE aAND J.C.
PuiLLips, GPU Computing, P. IEEE 96 (2008) 879-899.

©CMMSE Page 963 of 1797 ISBN: 978-84-616-2723-3



MIGUEL LOPEZ-PORTUGUES ET AL.

[5]

[10]

J.A. LOPEZ-FERNANDEZ, M. LOPEZ-PORTUGUES, Y. ALvAREZ, C. GARCiA, D.
MARTINEZ-ALVAREZ AND F. LAS-HERAS, Fust antenna characterization using the
sources reconstruction method on graphics processors, Prog. Electromagn. Res. 126
(2012) 185-201.

M. LOPEZ-PORTUGUES, Y. ALVAREZ, J. A. LOPEZ-FERNANDEZ, C. GARCiA, R. G.
AYESTARAN AND F. LAS-HERAS, A multi-gpu sources reconstruction method for imag-
ing applications, Prog. Electromagn. Res. 136 (2013) 703-724.

M. LOPEZ-PORTUGUES, J.A. LOPEZ-FERNANDEZ, J. MENENDEZ-CANAL,
A. RODRIGUEZ-CAMPA AND J. RANILLA, Acoustic scattering solver based on
single level FMM for multi-GPU systems, J. Parallel Distrib. Comput. 72 (2012)
1057-1064.

M. LOPEZ-PORTUGUES, J. A. LOPEZ-FERNANDEZ, J. RANILLA, R. G. AYESTARAN
AND F. LAS-HERAS, Parallelization of the FMM on distributed-memory GPGPU sys-
tems for acoustic scattering prediction, J. Supercomput. 64 (2013) 17-27.

NVIDIA CORPORATION, CUDA C Programming Guide (Design Guide), avail-
able online at: http://docs.nvidia.com/cuda/pdf/CUDA_C_Programming_Guide.
pdf (2012).

THE OPENMP ARB, OpenMP, available online at: http://www.openmp.org/ (2004).

©CMMSE Page 964 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 20185.

DyRM: A Dynamic Roofline Model Based on Runtime
Information

O.G. Lorenzo!, T.F. Pena', J.C. Cabaleiro', J.C. Pichel' and F.F. Rivera'

L Centro de Investigacion en Tecnolozias da Informacion, CITIUS, Univ. of Santiago de
Compostela, Santiago de Compostela, Spain

emails: oscar.garcia@usc.es, tf.penaCusc.es, jc.cabaleiro@usc.es,
juancarlos.pichel@usc.es, ff.riveraQusc.es

Abstract

Modern systems present complex memory hierarchies and heterogeneity among cores
and processors. As a consequence, efficient programming is challenging. An easy-to-
understand performance model, offering guidelines and information about the behaviour
of a code, may be useful to alleviate these issue. In this paper, we present a new model,
the Dynamic Roofline Model, an extension of the well known Berkeley Roofline Model.
The aim is to take into consideration the complexities of multicore and heterogeneous
systems, to understand their influence in the performance of a code when it is executed
in a particular system. A set of tools to obtain and represent the model have been
implemented. Different views are displayed by the tool that can be used to extract
the main features of the code. Results of studying the NAS Parallel Benchmarks for
OpenMP with these tools using the Dynamic Roofline Model are presented.

Key words: Roofline Model, Performance, Hardware Counters, PEBS, NPB.

1 Introduction

For a parallel code to be correctly and efficiently executed, its programming must be careful.
Taking into account architectural features, particularly the behaviour of memory accesses,
is critical to improve locality among accesses and affinity between data and processors.
Performance bottlenecks can be identified by collecting data related to how an application
or system performs. This collection is known as performance monitoring. Characterising
the nature and cause of the bottlenecks using this information allows us to understand
reasons why a program behaves in a particular way. Some performance issues in which this
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information is important are, among others, data locality or load balancing. Characterising
them may help lead to a performance improvement [1].

In order to help programmers to understand the performance of their codes in a particu-
lar system various performance models have been proposed. In particular Berkeley Roofline
Model [2] (RM) offers a nice balance between simplicity and descriptivism. Nevertheless, its
own simplicity might hide some performance bottlenecks present in modern architectures.
In this paper, an extension to the RM is presented. The RM is extended taking different
measurements during the life of an application, in order to show the evolution of different
phases on the execution. We call this model the Dynamic Roofline Model (DyRM), to
highlight the fact that it shows the evolution in time of a kernel, in a per thread basis.
This has special importance in multicore and heterogeneous systems, since it shows clearly
differences in the execution in each core. To obtain this model we have developed a tool
that takes advantage of the hardware counters present in modern processors. The data it
collects is used in by a second tool to render various figures.

Nowadays, performance monitoring counters, also known as hardware counters, are
powerful monitoring mechanisms included in the Performance Monitoring Unit [3] of most
of modern microprocessors. Their use is gaining popularity as an analysis and validation
tool. Their effect in the monitored program is virtually imperceptible and their precision has
noticeably increased recently thanks to the new Precise Event-Based Sampling (PEBS) [4]
features.

To show the benefits of our extended model an study of the NAS Parallel Benchmark
Suite for OpenMP (NPB-OMP) [5] was carried out. The NPB-OMP is a set of kernels and
pseudo-applications designed to test shared memory systems in general.

The rest of the paper is organised as follows: Section 2 introduces the RM and the
proposed extension, the DyRM. Section 3 introduces the PEBS hardware counters present
in modern Intel processors, and the usage we made of them in the performance tools. In
Section 4 the results of our analysis of the NPB-OMP3.3 benchmark suite are presented.
Finally, the conclusions of this paper are drawn in Section 5.

2 The Dynamic Roofline Model

The RM [2] is an easy-to-understand model, offering performance guidelines and information
about the behaviour of a program. It offers insight on how to improve the performance of
software and hardware. Stochastic analytical models and statistical performance models
can accurately predict program performance on multiprocessors but rarely provide insight
into how to improve the performance of programs, compilers, and computers and can be
difficult to use by non experts [6] [7] [8].

The RM uses a simple bound and bottleneck analysis approach, where the influence of
the system bottleneck is highlighted and quantified. In modern systems the main bottle-
neck is often the connexion between processor and memory. This is why the RM relates
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processor performance to off-chip memory traffic. It uses the term operational intensity
to mean operations per byte of DRAM traffic (measured in Flops/Byte). Note that, it
measures traffic between the caches and memory rather than between the processor and
the caches. Thus, operational intensity predicts the DRAM bandwidth needed by a kernel
on a particular computer. The RM ties together floating-point performance (measured in
GFlops/sec), operational intensity, and memory performance in a 2D graph.

The RM allows the definition of performance limits. A horizontal line showing peak
floating-point performance of the computer can be drawn. The actual floating point perfor-
mance of a particular kernel can be no higher than this horizontal line, since this line is the
hardware limit. A second line that bounds the maximum floating-point performance that
the memory system of the computer can support for a given operational intensity can be
plotted. Its slope would correspond to the peak memory bandwidth. The two lines would
intersect at the point of peak computational performance and peak memory bandwidth.
Thus we get a upper limit for performance, or roof. This way, if a kernel operational inten-
sity is below the slanted part of the roof it means its performance is memory-bound. If it
is otherwise below the flat part, it would be compute-bound.

The RM gives a simple representation of a program performance in a particular system.
Nonetheless, in some cases it may be misleading. Consider an example program which goes
through two phases of execution. One of them might be close to the maximum G Flops/sec
and operational intensity of the machine, while the other might be performing poorly. The
RM would place the program performance at a single point of the figure, perhaps between
the performance of both phases, that would not be entirely representative of the program
real behaviour. In another example, consider an heterogeneous system. While the RM would
give a performance point for the entire system, thus hiding the heterogeneity, differences
inside the system would mean threads would have to be studied separately. Situations like
these justify the proposal of a DyRM, that provides information at regular intervals of an
execution, in a thread by thread basis.

The DyRM is essentially the equivalent of dividing in time slices the execution of a code
and getting one RM for each one, then combining them in just one graph. This way a more
detailed view of the performance during the entire life of the code, showing its evolution
and behaviour, is obtained. With a DyRM different execution phases or behaviours can be
detected. To show the kernel evolution in time we colour each point in the graph sequentially,
using a colour gradient. To better show the phases, a two dimensional density estimation
of the points in the DyRM can be performed. Such an estimation allows to readily find
clusters, the zones in the model where the code spends more time, which allows to easily
identify performance bottlenecks. The resulting groups can be highlighted in the DyRM,
and changing colouring a Density Graph can be shown, giving a better view of these. Using
both graphs DyRM combines the simplicity of the RM with a detailed view of a program
execution.
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Figure 1: Examples of Dynamic Roofline Models for NPB benchmark sp.B.

An example is shown in Figure 1. Here we display the DyRM of an application running
in an Intel Xeon E5-2603. In these models we have drawn three roofs, representing a proces-
sor core maximum performance. The topmost roof represents the peak GFlops/sec using
SIMD instructions and its theoretical maximum memory bandwidth [9], this roof reaches
14.4 GFlops/sec and it is cut from the Figure. The middle roof represents the maximum
GFlops/sec without SIMD instructions, considering one multiply and add operations per
cycle and the maximum memory bandwidth given by the STREAM benchmark [10]. The
lower roof represent the G Flops/sec considering only one floating operation per cycle and
the worst memory bandwidth given by the STREAM benchmark. In Figure 1(a) we show
how the application remains mostly under the lower roof during its life. Each point is
coloured according to the time it was taken. In Figure 1(b) we show the clusters where the
application spend more of its execution time, mainly two. One of these clusters exceeds the
lower roof, meaning it makes more than one flop per cycle, by combining add and multiply
operations. The other cluster is below the slanted side of the roof, so it is memory-bound
and would not benefit greatly from using SIMD operations.

3 DyRM Tools for Data Capture
3.1 Intel PEBS

PEBS [4] is an advanced sampling feature of the Intel Core-based processors in which the
processor is directly recording samples into a designated memory region. Each sample
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contains the machine state of the processor at the time a hardware counter reaches a set
goal. The precision of PEBS comes from the fact that the instruction pointer recorded in
each sample is at most one instruction away from where the counter actually overflowed.
The skid is minimised compared to regular interrupted instruction pointer. Another key
advantage of PEBS is that is minimizes the overhead because the Linux kernel is only
involved when the PEBS buffer fills up, i.e., there is no interruption until a number of
samples are available. A constraint of PEBS is that it works only with certain events.

In the modern Intel processors, starting with the Nehalem architecture, the PEBS record
format allows for detailed information about memory accesses. When sampling memory
operations the virtual address of the operation data is recorded. For load operations the
latency in which the data is served is also recorded (in cycles), as well as information
detailing the memory level from where the data was read.

In order to interact with hardware counters we use the linux perf_events interface.
This interface provides means to interact with the Linux kernel, via a system call, so hard-
ware counters can be programmed and read. This interface is compatible with PEBS, in
this case the sampling buffer is stored in kernel space and can be read in user space once
it has overflowed. The Linux perf_events interface expands the PEBS format, recording
for each sample data like the pid and tid of the active process and timing information. By
using this interface we ensure compatibility across numerous systems, as long as they are
Linux and Intel based.

3.2 Data Capture

A tool to obtain and process performance information of a complete shared memory system
has been implemented. It uses the Linux perf_events interface to read the hardware
counters in each CPU to characterise the performance of the whole system. Then the data
are processed in an R environment[11].

To obtain a DyRM two kinds of data are needed. We need data from the floating
point operations performed in each core. In modern Intel Sandy/IvyBridge processors [12]
this means recording up to ten different hardware events (variations of FP_COMP_OPS_EXE
and SIMD_FP_256). If packed floating point instruction are ignored it can be enough to
measure just two events FP_COMP_OPS_EXE: SSE_SCALAR_DOUBLE and FP_COMP_OPS_EXE:
SSE_FP_SCALAR_SINGLE, since FP_COMP_OPS_EXE:X87 is usually negligible. To measure
memory traffic between the caches and main memory for each core the number of cache
lines read from main memory (event OFFCORE_REQUEST:ALL_DATA_READ) are recorded.
PEBS and a sampling buffer are used to capture the information. In every sample floating
point operations data and data memory reads are captured. The instruction count in each
core is used to set the sampling period, so in each overflow information about instructions,
floating point operations and data reads, is obtained. This way the sampling period can be
easily set, independently, of the floating point load of the program.
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The state of the hardware counters for each core is captured. If more that one process
or thread is executed simultaneously in the same core, the data must be scaled, so each
thread can be measured individually. Each sample has information about the pid and tid
of the specific instruction captured. This, together with the timing information provided
by the perf_events interface, allows us to scale the data in each core to approximate the
values for each thread. In this way programming the hardware counters becomes an easy
task and the complete execution of a program can be recorded, including Operative System
processes needed, but still allowing for a detailed review of the performance.

4 Case Study

In this section we show performance results for some of the NPB3.3-OMP benchmarks [5],
executed in a system with two Intel Xeon E5-2603 processors — 4 core per processor, 8 total
— and 16 GB of RAM. All executions were carried out with 8 threads, and a DyRM for
each thread was obtained. The compiler used was gcc 4.6.3. Since, for the purpose of this
paper, a detailed analysis was not needed, and the resulting models are quite similar for
all threads, only the one thread will be used to represent the benchmark. The benchmark
we study are: CG (Conjugate Gradient), irregular memory access and communication; FT
(Discrete 3D fast Fourier Transform), all-to-all communication; UA (Unstructured Adaptive
mesh), dynamic and irregular memory access; and the solvers LU (Lower-Upper Gauss-
Seidel), BT (Block Tri-diagonal), and SP (Scalar Pentadiagonal). These kernel can use
various sizes for input. The ones we use are Classes A, B, C, the standard test problems;
4X size increase going from one class to the next.

In our DyRM each point in the graph represents the performance of an application
during a small slice of time. Each point can be coloured according to the actual time
in which they are executed, to show the applications progression. Colours are selected
using a gradient format. This way we can distinguish different phases in the execution
of an application, and rate their performance separately. The Density Graphs show the
performance spots where the program stays longer, allowing to see more clearly phases and
to calculate a more general performance.

4.1 Overhead

The data capture application is very lightweight. As such, the overhead is mainly determined
by the sampling rates: the higher the desired resolution, the larger the overhead. Most
figures in this paper were obtained sampling each 10® instructions — about one sample
per bms for most benchmarks —. When the execution time of the benchmark was larger
than 50 seconds, the sampling period was heightened to 3x10% instructions, thereby the
file size of the resulting trace remains reasonable — under 10 MB — | and only a small
effect in the resolution of the graphs is noticed. The overhead we obtained in this study,
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Table 1: Data Capture Overhead.

Size A Size B Size C
Benchmark H Time(s) ‘ Overhead (%) ‘ Time(s) ‘ Overhead (%) ‘ Time(s) ‘ Overhead (%)

bt 53.27 0.23 218.61 0.30 834.15 0.02
cg 0.70 1.07 36.07 3.19 96.46 3.15
ft 3.21 2.18 41.10 1.85 - -

lu 48.67 2.95 197.41 0.36 754.40 0.46
ua 41.37 1.00 164.30 0.77 629.21 1.99
sp 54.36 <0.01 213.29 0.56 786.36 0.27

is shown in Table 1. In this table the execution times for the NPB benchmarks studied,
compiled without any optimisation (column Time), and the overhead obtained with the
same benchmarks running alongside the data capture program (column Overhead), are
displayed. Note that, the overhead from the sampling and data capture program is low
and, in many cases, inside the error of the measurement. In the cases where the sampling
rate was set to 3x10% (in italic in Table 1) the overhead usually remains below 0.80%.

4.2 Effect of Compiler Optimisations

To illustrate the use of the tool we analysed the effect of general optimisations in the model.
In the next paragraphs we describe the NPB benchmarks compiled without optimisation
and with an 02 optimisation level. Due to space constraints only the most representative
cases are shown. Note that, in order to better see the resulting model, the axes values in
the next figures vary.

The FT benchmark shows several differentiated phases (Figure 2), one with an initial-
isation phase. Optimising the program improves the GFlop/sec count, but the difference
among the phases persists, which may indicate the need to manually optimise each one
separately.

The UA benchmark (Figure 3) shows a strange pattern in the non optimised version,
but the density graph shows that it is not very important. Once optimised, the pattern
changes sightly, and the density graph seems to imply that the right side of the graph is
more important.

4.3 Effect of the Problem Size

In this Section we show the effects in our model of different problem sizes in the NAS
benchmarks. Only the most representative kernels are shown.
In the CG benchmark note that it has an initialisation phase, which shows a much lower
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performance. It can be seen in Figures 4(a), 4(b) and 4(c) in the lower left corner, with
a blue colour which means it happens earlier in time. We observe it is a memory-bound
benchmark. As problem size increases, both computational intensity and G F'lops/sec count
decrease, and the initialisation phase still retains its importance. We see how it follows the
roof, since it is memory-bound. In the case of size C, the performance overcomes the
second roof, since it is not using SIMD instructions it probably means it achieves a better
bandwidth than the STREAM benchmark.

In the BT benchmark (Figure 5)at least three phases can be seen, although, a seen in
the density lines, one of them is of greater importance than the others, and it grows with
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Figure 5: Roofline for BT benchmark. Sizes A, B and C.
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problem size. Here we can see how, as the problem size increases, the GFlops/sec count
stabilizes, but not so the computational intensity, with all phases moving left. Anyway, this
is clearly a computational bound program, and would have to use SIMD instructions to be
optimised.

5 Conclusion

In this paper a set of extensions to the Berkeley Roofline Model, an showed their usefulness,
have been presented. To create these models advantage of the PEBS counters of Intel
processors was taken. A set of tools to automate the task were implemented. We have
shown that, while the Berkeley Roofline Model remains a useful and simple model, it hides
some characteristics of the applications that become important in many systems, specially
manycore, NUMA or heterogeneous systems. We use these tools to show how parallel
applications like the NPB-OMP benchmarks present complex behaviours and unbalances in
NUMA systems. These problems can be easily modelled with our tools, without influencing
the normal execution of the applications, and showing a realistic model of their performance.
Thanks to our Dynamic Roofline Model a program behaviour, its phases or unbalances can
be more easily detected, making it easier to correct performance issues.
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Abstract

In this paper, we present two new iterative methods to solve systems of nonlinear
equations. These methods require the evaluation of first-order Frechet derivative and
the main advantage of them is that we achieve high convergence orders using appropriate
computations of Jacobians. The error analysis is presented to prove the convergence

order.
Key words: Nonlinear systems; Matriz; LU factorization; Computational complezity
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1 Introduction

Let the function F' : D C R™ — R"™ has at least, second-order Frechet derivatives with
continuity on a convex set D. Suppose that the equation F(z) = 0 has a solution o € D.
In this work, we introduce two methods of multi-step iterative methods free from second or
higher-order Frechet derivatives for solving nonlinear systems of equations.

In this paper, we improve the convergence behavior of Weerakoon and Fernando method
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[2] and also Parhi and Gupta [1] to solve systems of nonlinear equations.
It is widely known that the Newton’s method in several variables could be written as

L) () F’(g;(k))_lF(x(k)), k=0,1,2,--. (1.1)

Another famous scheme for solving systems of nonlinear equations is the Jarratt fourth-
order method which is the generalization of the scheme in the scalar case given in [3] as
follows

yh) = (k) — %F/(x(k))flp(x(k))j
20 = 50— L3 (0) — P (a®)) 7 GF 0) + F @ ®) P (@) R ).
(1.2)

Note that although most of the works emphasizes on the numerical aspects of these
iterations without some theoretics, there are two general ways for pursuing this aim ana-
lytically. One is based on the well-known n-dimensional Taylor expansion [4] and second is
based on the matrix approach, which is so-called as Point of Attraction, introduced first in
[6]. We here apply the first case by reminding the following:

Let FF : D C R* — R" be sufficiently Frechet differentiable in D. By using the
notation introduced in [4], the gth derivative of F' at u € R™, ¢ > 1, is the g-linear function
F@(u) : R™ x --- x R* — R™ such that F(@(u)(vy,...,v,) € R Tt is well known that,
for x* + h € R" lying in a neighborhood of a solution x* of the nonlinear system F(x) = 0,
Taylor’s expansion can be applied and we have

p—1
F(x*+h)=F'(x") [h+>_ Ceh?| + O, (1.3)
q=2
where C, = (1/¢))[F'(x*)]"'F@(x*), ¢ > 2. We observe that C,h? € R since F@)(x*) €
L(R™ x -+ x R*" R") and [F'(x*)]~! € L(R"). In addition, we can express F’ as
p—1
F'(x*+h) =F'(x*) [T+ qCeh® | + O(hP), (1.4)
q=2

wherein I is the identity matrix, and ¢C,h?™! € L(R™).

2 Development of the first iterative method

We here propose a contributed high-order method of this paper for finding solution of the
nonlinear systems in what follows

yB) = k) — p/ (21 p(2(R),
2® = 2) — 2(F/(2M) + F/(y ™))" F(@®), (2.1)
2 = 20— 3F (y®) — F/(20) 7 (F'(@®) + F/(y ) F'(®) 7 F (),
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Theorem 2.1. Let F': D C R"™ — R" be sufficiently Frechet differentiable at each point of
an open convex neighborhood D of z* € R™, that is a solution of the system F(x) = 0. Let
us suppose that F'(x) is continuous and nonsingular in z*. Then, the sequence {$(k)}k20
obtained using the iterative method (2.1) converges to x* with convergence rate siz.

Proof. Note that in what follows, e®*) = z(®) — 2* is the error in the kth itera-
tion and et = Le®" 4 O(e(k)p+l) is the error equation, where L is a p-linear func-
tion, i.e. L € L(R",R",...,R") and p is the order of convergence. Observe that e =
(e®) e®) . ek,

From (1.3) and (1.4), we obtain F(z®)) = F’(z*)[e*) +Che®? 4 Cge(k)3 + Cre®? 4
C5e(k)5 +C’66(k)6] + O(e(k)7), and

F'(z®) = F'(2) I+ 2Cye) —|—3036(k)2 + 4C4e(k)3 + 5C5e(k)4 + 6C’6e(k)5} + O(e(k)G), (2.2)

where Cy, = (1/EN)[F'(2*)] ' F®) (z*), k = 2,3,.... From (2.2), we have

[F (z)] 1 = [I + X1e® 4 Xpe®? 4 Xae®® 1 L] [P @)+ 0eW?),  (2.3)
where X7 = —2C%, Xo = 4022 —3C5, X3 = —80% 4+ 6C5C5 4+ 6C3Cs — 4Cy, ... . Note that
e®P is a singular matrix, not a vector. Then,

[F (z0)] 1Ry = o) — 0pe®? 4 202 — 0y)e®)?
(403 4 40505 + 30305 — 30)e®! 1. 4 0(e® ), (2.4)
and subsequently y*) = 2* 4 (%) 4 C’ge("“)2 +2(C2 — Cg)e(k)g +(—4C3 + 4C5C3 + 3C3C; —
36’4)@(”“)4 +-- 4 O(e(k)7). The Taylor expansion of the Jacobian matrix F’(y*)) is
F'(y™) = F'(a")[I +2Co(y™ — %) +3Cs(y™ — %)
+ 4Gy =) 4505y — 1) + O
— F'(z") [1 + Npe®? 4 Nge<k>3] Yo OeWy, (2.5)

where Ny = 2C2, and N3 = 203(—2C3 + 2C3). Therefore, we obtain

1
QN - <C§ n C;) 0?4 5 (~6C3 +2C5Cy + CyCy + Cu) B 0™, (2.6)

Hence, taking into account (2.6), it will be easy to write the Taylor series of F(2(®) as
follows

F(z®)) = [F'(z")] (cg — C3’> e<k>3+% (=603 + 20503 + C3C5 + C) UL THOLY

2
(2.7)
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We now should find the Taylor series at the third step of (2.1), thus using (2.3) and (2.7),
we have

Fl(z"Y =1 R0y = (cg - C;) e®’ 4 % (—10C3 + CoCs +2C4) e® 4. 4 O(eWT),
(2.8)
By using (2.8), and similar terminology, we have the final error equation
2
e = ¢y <C§‘ — 20305 — 5403) BOMTEOLY (2.9)

which shows that the new method has sixth order of convergence for solving systems of non-
linear equations. [

3 Development of the second iterative method

We here propose a contributed high-order method of this paper for finding real solutions of
the nonlinear systems in what follows

Yy = k) — p/ ()1 p(2(R),
20 = 2®) — 2(F'(a®) + F'(y®)) 1P (a®), (3.1)
2 = 200 — (F/(20) + F/(y )" BF (@) — P (y®) F' (M)~ P (20,

Theorem 3.1. Let F': D C R"™ — R" be sufficiently Frechet differentiable at each point of
an open convex neighborhood D of x* € R™, that is a solution of the system F(x) = 0. Let
us suppose that F'(x) is continuous and nonsingular in x*. Then, the sequence {x(k)}kzo
obtained using the iterative method (3.1) converges to x* with convergence rate five.

Proof. Similar to the proof of Theorem 2.1, we have then the final error equation
Bt = 2 (402 + 2C5) e®° + O (™), (3.2)

which shows that the new method has fifth order of convergence for solving systems of
nonlinear equations. O

4 Computational complexities

In first iterative method (2.1), we solve four linear systems of equations, while three LU
factorizations must be done due to multiple right hand sides. Also, for using the second
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iterative method, we solve four linear systems of equations, while just two LU factorizations
must be done due to multiple right hand sides. In these situations, one could compute a
factorization of the (Jacobian) matrix and use it repeatedly.

The iterative method (2.1) has the following cost: n evaluations of scalar functions for
F(z), n evaluations of scalar functions for F'(z), n? evaluations of scalar functions for F’(z),
again n? evaluations of scalar functions for F'(y) and three LU decompositions for solving
the linear systems involved.

The computation of LU decomposition by any of the existing algorithms in the literature
normally requires % flops in floating point arithmetic, while the floating point operations
for solving the two triangular systems will be 2n? when the right hand side of the systems
is a vector, and 2n3, or roughly n® (as considered in this paper), when the right hand side
is a matrix.

The computational efficiency of the new algorithms has now been computed by a prac-
tical efficiency index, defined by )

FEI =pc, (4.1)

also known as flops-like efficiency index [5], wherein C' stands for the total computational
cost per iteration in terms of the number of functional evaluations along with cost of LU
decompositions and solving two triangular systems (based on the flops), to observe the
competence of di§tinctive methods. Note1 that for the flops-like efficiency indices, we have

R S IR T )
FEILq,) = g ntsn2y 2l , FEI19) = gr+an2+ T8 Jfor frist method F'EI ) = 62n+8n?+3n% and
1

for second method FEI3) = pantant TE

5 Numerical implementation

In this section, we want to apply our methods to solve three examples, taken from [4]. Also
we compare the computed results and justify the accuracy and applicability of the mentioned
algorithm and theorems. In fact, we want to estimate the zeros of the following nonlinear
systems. Also in tables A; means ||z —z*|| +||F(z®)|| and a x 10~ was shown with a(—b).

(i) F(x1,20) = (sin(x1) + 2z cos(21), 21 — x2), «* = (0,00, 2@ =(0.8,0.8)".
(i7) F(x1,29) = (exp(xf) — exp(V2x1), 1 — mz) , ot = (\/5, \@>T, 20 =(0.1,1.1)7.

T
1 . (13
(iii) F(x1,22) = <x% a5 — 1,27 — 22 + 2) , = (2, {) ;20 =(2,2)T.

As it can be observed from Tables 1-3, our developed methods work in action very
efficiently.
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Methods A1 A2 A3 A4 A5

Newton Method 1.081347 1.96980 0.24646 0.01065 2.44544(-8)
Jarratt Method — 0.36510  0.00070 8.46419(—17) 4.10363(—97)  5.55178(—486)
Frist Method 1.95571  0.01098 6.31628(—19) 1.31219(—132) 2.19151(—928)
Second Method ~ 1.88613  0.00190 1.41255(—21) 1.52068(—151) 0

Table 1: solutions for frist system

Methods A1 A2 A3 A4 A5

Newton 13.81680 4.61691 1.28240 0.21494 0.009634
Jarratt 3.10308  0.05366 4.98801(—8)  3.96362(—32)  1.58035(—128)
Frist method 0.16012  3.68313(—8) 3.17899(—48) 1.31439(—288) 0

Second method 5.059485 0.26508 1.26862(—5)  5.24590(—27)  6.34254(—134)

Table 2: solutions for Second system

Methods Aq As Aj Ay As
Newton 3.16798 0.78191 0.11717 0.00431 6.55581(—6)
Jarratt 0.78191 0.00431 1.51951(—11) 2.35604(—45) 1.361744(—180)

Frist method  0.28530 1.29497(—6) 2.60515(—38) 1.72692(—228) 0
Second method 0.35841 2.38741(—4) 1.57255(—26) 1.42781(—128) 1.58712(—648)

Table 3: solutions for third system
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6

Conclusion

Two new and efficient multi-point iterations have been developed for solving systems of
nonlinear equations.
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Abstract

It is attempted to introduce some new methods with memory for solving nonlinear
equations. This family uses four function evaluations per cycle and is derivative free
with order of convergence 12.

Key words: nonlinear equations, iterative methods with memory
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1 Introduction

Traub introduce for the first time an Steffensen-like method with memory in his book [4].
Indeed he could increase the order of Steffensen method [3] by applying a new parameter
and polynomial interpolation to approximate the mentioned parameter in a genuine way.
Traub’s idea has not been considered until very recently [2, 5].

In this study our primary aim is to introduce a new class of three-point method with
memory. To do this, we first develop an optimal new free-derivative class without memory.
This class uses only four function evaluations per iterate. Then, we try to modify it using
the idea on accelerator in such a way that without any extra function evaluation the order of
convergence increase from 8 to 12. Finally, to justify our method numerically, we implement
it using some example and compare it to some fresh methods in the same class.
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2 Development a new derivative free three-point class with-
out memory
Let a be a simple real zero of a real function f : D C R — R and let xg be an initial

approximate to a. To construct derivative free three-point methods of optimal order eight,
let us start from the tripled Newton’s method (iteration indices are dropped for simplicity)

_ f(2)
Yy=r— ]}’((:c))’
z=1y— f,(é//)), (2.1)
TTETTG:

It is well known that the order of convergence of scheme (2.1) is eight, but its computational
efficiency is low. To improve this disadvantage, we substitute in all three steps by suitable
approximations that use available data, not including calculation of derivatives. To provide
these requirements, in the first step we approximate

f'(z) = flz,w], where w=x+7f(z), 0#7€R,

and flz,y] = %ﬁ(y) denotes a divided difference. Similarly, the other two derivative can
be approximated by weight functions with two variables. We introduce approximations

flywl  _ fly) _ fw) flz, w] _ & [

Atw '~ @) T i@ O ey wes T fw) U fay

fy) =

and apply them in the second and third step of (2.1), where H, G and W are weight
functions. So, the following iterative family of three-point family is obtained

_ o @
_ Tl

2=Y— H(ta U) f[y::/w}’ (22)

B=2—Glt,s) W(v,s) {2,

and the function H, G and W should be determined in such a way that the order of con-
vergence of the three-point method (2.2) is eight.
Now we state the following convergent theorem for the family (2.2).

Theorem 2.1. Let H(t,u), G(t,s) and W(v,s) be differentiable two-variable functions that
satisfy the conditions H(0,0) = W (0,0) = G(0,0) = H;(0,0) = G1,(0,0) = Go,1(0,0) =
1, Ho1(0,0) = Ho2(0,0) = Ho3(0,0) = Hy,1(0,0) = H1,2(0,0) = H20(0,0) = H3,(0,0) =
vao(0,0) = WLU(O?O) = W()J(0,0) =0, G171(0,0) =2 and Gg,o(0,0) = Hg,o(0,0) —6—

#[xw]. If an initial approzimation xq is sufficiently close to the root o of a function
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f, then the convergence order of the family of three-point method without memory (2.2) is
equal to eight. Moreover, we have

e=— é(cz(l +yf (@) (—e3 + AB 4 vf () (—6c2cs + 33 (=24 Goo +Wo2)  (2.3)
— 3c3c3(—22 + 6Go2 + Ga1 + 6Wo2 + 7.f (@) (=6 + 2Go 2 + G2,1 + 2Wo 2))
+ ey (—Hzo(1+ 7" ()? +3Ga1 (1 +vf () 3+ vf'(@)) + 3Go2(3 + 7' (a))?
+3(Wo2(3+7f'()* = 2(13 + v/ (a)(T+1f'())))))e® + O[€”),
We denote by H; j, G; j W ;, the (i, j)th partial derivatives with respect to their vari-
ables.

Some explicit forms of weight functions
Now we present some simple weight functions satisfying the conditions of Theorem (2.1)
H(t,u) =1+t, (2.4)

G(t,s) =14+t+s5+2ts+ (=1 — ¢)t3,
W(s,v) =1+ s?+0%

and
H(t,u) =1+t (2.5)
T (Lt +s+2ts) +1°
G(t7 S) = 1 t2 )
6 T
82
(87 U) + ’UQ + 17

where ¢ = 1/(1 + v flz, w]).
We apply these weight functions in the proposed method (2.2) as concretes in the
numerical section and compare them with some existing methods in the same class.

3 New family of three-point methods with memory

We deduce from (2.3) that the order of convergence of the method (2.2) is eight when
v# —1/f(a). If vy = =1/ f'(«), then the order of convergence is greater than 8, but f’(«)
is unknown in practice since « is unknown. To this end, one can approximate f’(«) using
available data. Here we deal with this problem. In fact, we calculate the forth degree of
Newton’s interpolation for approximate f’(«). In other words
7T @) T Ny

(3.1)
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where
Ny(xr) = flog, zi—1] + fler, 2e—1, yh—1] @k — 26—1) + flZks 2h—15 Y1, Th1] (T — 28—1) Tk — Y1)
(3.2)
+ [Tk 2e—15 Ye—1, Tre1, We—1) (T — 26—1) (T — Yr—1) (T — T_1).
Considering Theorem (2.1) and (3.1) we construct the following new derivative free
method with memory
(*yo and xg are given,

wy = i + Y f(2k),

_ . _fl)
Ye = Tk = Flzpwe] () (3.3)
2k = Yk — H(tk’uk) f[JZi/ky,]ZUk]’

Th41 = 2k —G(tk,sk)W(vk,sk)%, k=0,1,---,
k=1,2,---.

e |
Tk = N (zr)
To determine the order of convergence of the method (3.3) with memory, where v ~ 74

is estimated by (3.1), we state the following convergence theorem.

Theorem 3.1. If an initial approzimation xg is sufficiently close to a simple zero a of f,
then the R-order of convergence of the three-point method with memory (3.3) is at least 12.

Proof. We will use Herzbergers matrix method [1] to determine the R-order of convergence
for (3.3). In other words, the lower bound of order of a single step s-point method x =
G(xp—1,Tk—2,Tk_3,Tk—4) is the spectral radius of a matrix MG = (my,j), associated to this
method, with elements

my,; = amount of information required at pointz;_;, j =1,2,3,4.

mi,i—l = 17 Z = 27 374 (34)

m;; =0, otherwise.
The lower bound of order of an s-point method G = G10G20G30G, is the spectral radius
of the product of matrices M = M7.M>.Ms5.M4. More precisely, we have

8 4 4 4 4 1 11101 1 1 0O 1 000O0(1 1 111

4 2 2 2 2 100 0 O 1L O0OO0OOO(1L OO0O0OT®O0O]|2L O0O0O0O
M=12 111 1l=]Jj0 1 0 O O[O0 1 O O OO0 1 O O OO 1 O O O},

11 1 11 0010O0(0O0T1TO0OT®O0OI(0O0O1O0TO0]001°00O0

1.0 0 00 000100 O0O0OT1TO0O](0O0O0T1TCO0]J00O0T1F@O0

5

(3
with the eigenvalues 12,0,0,0,0. Hence, the R-order of the method with memory (3.3) is
at leat 12. O

Remark 3.2. If we take v, = 1/N/(xy), i = 1,2,3, then we achieve lower R-orders which
has no practical interest.
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4 Numerical results and comparisons

In this section, the family of three-point methods (3.3) is tested on two nonlinear equations
along with several three-point iterative methods of optimal order eight. Some of them are
displayed bellow:

The first concrete of the new method with memory (3.3)

Yo and xg are given,

wy = x + Y f(ar),
_ f(zg)

o= yp — (1+ 1)

f[ylmwk]’
it = 25— (Lt s + 2tksp + (=1 = 6)t2) (1+ 52+ v2) 12800, k=01,
_ -1 _
’Yk_ma k_112a
(4.1)
where ¢ = 1/(1 + i f [k, w])-
The second concrete of the new method with memory (3.3)
Yo and g are given,
wg = Tk + Yk [ (k)
_ f(@k)
Yk = Tk — f[ﬂ?:,ka}’
== (L4 6) 700, 42
T (Lt +s+2ts)+t2 9
k
_ -1 — -
\rYkJ_ NACHE k_1727

where ¢ = 1/(1 + v f[wr, wi))-

For demonstration, among many numerical experiments, we have selected a test prob-
lem. The errors |z, — | of approximations to the zeros are given in Table 1 where A(—h)
denotes A x 10~". These tables include the values of the computational order of convergence
e calculated by the formula [5]

_ loglf(@a)/ )]
“ " log [ (n-1)/ flan2)]

(4.3)
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methods |z — af |zs — af re (4.3)
NEW: (4.1) | 0.71066(-4) | 0.20396(-49) | 0.49715(-596) | 12.0
NEW: (4.2) | 0.80715(-4) | 0.15495(-49) | 0.65738(-595) | 12.0

5] 0.90460(-5) | 0.81817(-56) | 0.30880(-670) | 12.0

Table 1: f(z) = exp(2? + xcosx — 1)sinmx + xlog(zsinz + 1), 2o

5 Conclusion

=0.6,a=0,v=-0.1

A new class with memory has been introduced using four function evaluations per iterate.
This family does not require any derivative and has 12 order of convergence.
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Abstract

The primarily goal of this paper is to provide an optimal three-step class. In other
words, using four function evaluation per iterate with eight-order convergence. More-
over, the proposed class includes both Bi et al families as particular cases.
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1 Introduction

Multipoint methods for solving nonlinear equations f(z) = 0, where f : D C R — R,
possess an important advantage since they overcome theoretical limits of one-point methods
concerning the convergence order and computational efficiency [1, 2, 4]

In this paper we present a new optimal family of three-point methods without memory
which employs the idea of weight functions in the second and third steps. The order of
this family is eight requiring four function evaluations so supports the Kung and Traub
conjecture [3]. The proposed class includes the most cited papers by Bi et al. [1, 2] in three
last years. It is supposed they are the first optimal three point methods in this field and
have made great progresses in the studies as well.

In order to construct new methods, we need the knowledge of divided differences. Let
f(x) be a function defined on an interval I, where [ is the smallest interval containing
k + 1 distinct nodes x1, 2, ...,x;. The divided difference f[xg,z1,...,x;] with kth-order
is defined as follows: f[xg] = f(x0)

N R e
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It is clear that the divided difference flxg,x1,...x] is a symmetric function of its
arguments xg, 1, . . . . Moreover if we assume that f € C(’““)(Ix) where I, is the smallest

FED(e)
interval containing the nodes xg, x1, ...z and z, then flxg, x1,...25] = W,
for a suitable £ € I,.. Specially, if xg = x1 = ... =z = x, then .
B f(k+1)($>
f[$,ﬂf,. ..,x,x] = W

2 The method and analysis of convergence

Newton’s method converges quadratically. To obtain a higher convergence order and a
higher efficiency index than that of Newton’s method, we consider the following three-step
Newton’s method (omitting iteration index for simplicity)

_ . [fl@)
o
Sy
f'y)’ 2
_f(®)
f(z)
f'(2) in the third step can be approximated given in [1, 2] as follows

==z

f'(z) = flz,y] + flz, 2, 2] (2 — y).

We can easily prove that Scheme (2.1) has convergent order eighth and it requires six
function evaluations . it has an efficiency index of [1] 85 = 1.414, which is the same as
Newton’s method. In other words, it does not increase the computational efficiency. To
derive a scheme with a higher efficiency index, the following three step methods is proposed

@
" /
=y-g Bl =1 (22)
&=z h(t) /(z) p= 1)
f[z,y]Jrf[z,x,x](ny)’ f(:L‘)

It is clear that the proposed method by (2.2) requires only four function evaluations
per iteration while it is not eight order method. To recover the optimal eight order, we find
some suitable conditions on the introduced weight functions g(s), and h(t).

To find the weight functions g and h in (2.2) providing order eight, we will use the
method of undetermined coefficients and Taylor’s series about 0 since t — 0, s — 0, when
xz—0.

©CMMSE Page 991 of 1797 ISBN: 978-84-616-2723-3



Lotri, T., MOHAMADI-ZADEH, M.

Let
/ " s? " s
9(s) = 9(0) + ¢'(0)s + g"(0) 5 + 9" (0) 5 + -,
and
! " t2 " t3
h(t) = h(0) + 1 (0)t + H"(0) 5 + h"(0) & + ...

The simplest method for finding the coefficient of the above Taylor expansions is the
use of symbolic computation by a computer algebra system. In the following we disclose our
Mathematica code which provides required conditions. Because of simplicity of the given
code, we prevent ourselves to add comments for them. Program (written in Mathematica)
fle_] = fla(e + > o, cxe¥);

. fle .
ey :f[e }— Serles[f,—H, e,0,8];
e
= 3l
gls-] =80+ glsf[+ ]%32 + 8253 4 B2g%
e
€z :f[eY}_ g[s] * f/[;’] ;
ez,
= 3E0
hlt_] =ho +hit + 22 + Bg3 4 Mgt
- a=b 7
fla_,b_,b_]:= b=l o e, h[t] £[es]

a—b * f[ez,ey}—i-f[ez,e,e](ez—ey);

a2 = Coefficient|er,e?]//Fullsimplify

Out[a2] = co(—1 + go)(—1 +ho)

go = 1;ho = 1 (* Vanish coefficient of €2 *)

a3 = Coefficient|er, e®]//Fullsimplify

0

a4 = Coefficient|er, e?]//Fullsimplify

0

ab = Coefficient|er, e®]//Fullsimplify

Out[ab] = —c3(—2 + g1)%hy

g1 = 2; (* Vanishes coefficient of e

a6 = Coefficient[er,ef]//Fullsimplify

0

Outla7] = —1c3(2cs + c3(—10 + g2))(2c3(—2 + hy) + cZ(—10 + go)hy)

g2 = 10;hy = 2; (*Vanish coefficient of e *)

er//FullSimplify

Outfer] = —1(c3cs(—6cacs + 3cs + c3(—84 + g3)))e® + 0[e]°.
To sum up, g(0) = h(0) =1, ¢’(0) = '(0) = 2, ¢"(0) = 10, |¢""(0)| < oc.
According to the above analysis, we have proved the following theorem.

5*)

©CMMSE Page 992 of 1797 ISBN: 978-84-616-2723-3



ON GENERALIZATION BASED ON BI ET AL ITERATIVE METHODS WITH EIGHT-ORDER CONVERGENCE

Theorem 2.1. Assume that f € C°(D). Suppose x* € D, f(z*) = 0 and f'(z*) # 0. If
the initial point xq is sufficiently close to x*, then the sequence x,, generated by any method

of the family (2.2) has eight-order of convergence to x* if g and h are any functions with
g(0) =h(0) =1, ¢'(0) = R'(0) =2, ¢"(0) =10 and |h"(0)] < oo and |¢g"(0)] < co.

1
Corollary 2.1. If we set g(s) = ﬁ, a € R, our proposed method results Bi et
a—2)s
al’s Method [1].
140t

Corollary 2.2. If we set h(t) =
Method [2].

m b€ R, the proposed method results Bi et al’s

3 Conclusion

In conclusion, a new optimal class of three-step methods without memory has been gener-
alized based on Bi et al families [1, 2].
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Abstract

In this paper we address the problem of finding a geodesic curve that best fits a
given set of time-labeled points on a sphere. Since the corresponding normal equations
are highly non-linear, we formulate the problem as a constrained nonlinear optimiza-
tion problem and solve it using the routine fmincon from MATLAB with the SQP
(Sequential Quadratic Programming) algorithm.

Key words: Manifolds, geodesics, geodesic distance, normal equations, constrained
nonlinear optimization, SQP.

1 Introduction

The astounding development of mechanical and robotics industry in the past few years
has required the generalization of classical methods to more general curved spaces. This
is mainly due to the fact that the configuration systems of the most part of mechanical
systems are particular manifolds, like Lie groups or symmetric spaces. Although obtaining
such generalizations is not as straightforward as we might expect.

In this paper we show how to generalize the linear regression problem on Euclidean
spaces to the n—dimensional unit sphere. This technique of approximating data is a common
procedure in several applications from a wide range of fields including statistics, computer
vision, signal processing, fuzzi control, air traffic and aeronautics control.

In the classical problem, [6], we are given a collection of points and the same number
of instants of time and the objective is to find a parameterized straight line that best fits
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the data. However, finding the best approximant curve is not a trivial task especially when
the points belong to some curved space. We refer to [5], where it has been developed a
variational approach to generate fitting curves on the sphere and to [8] and [9], where this
approach has been generalized to the more general context of Riemannian manifolds. The
major difficulty that we face is the fact that, in general, explicit formulas to the analogues
of straight lines, the so-called geodesics, are not available. Such is not the case of the unit
n—sphere, when equipped with the metric induced by the metric in the embedding space,
where geodesics are the great arc circles, [4].

To get some insight, we start, in Section 2, by recalling the classical linear regression
problem on Euclidean spaces. In Section 3, we formulate the corresponding problem on the
n—dimensional unit sphere and then present the first order necessary optimality conditions.
Unlike the Euclidean case, this system of equations is extremely non-linear and numerical
optimization methods are put to use in Section 4. In this section, the problem is formu-
lated as a constrained nonlinear optimization problem and numerical experiments using the
optimization toolbox from MATLAB will be provided. Some conclusions and future work
ideas are carried out in Section 5.

2 Linear regression problem

Although in the most part of the literature, [6, 11, 3], the linear least squares problem is
addressed for data in R, the approach to more general Euclidean spaces is straightforward,
[7].

Let us consider the Euclidean space R™ endowed with the usual inner product and let

us denote by d the metric induced by the /2-norm ||a|| = (a, a)é.
In the linear regression problem, we are given a finite set of points in R”, pg,...,pn,
and a set of instants of time, tg,...,t5, and wish to find a parameterized straight line

t — (t) = ap + a1t € R™, that best fits the given data, in the sense that the functional
FE, defined by

should be as small as possible.

Theorem 2.1. For each N > 1, the parameterized straight line t — ~(t) = ag + a1t that
best fits the given data is unique and is the solution of the following system of equations

N N
2t = i
i=0 i=0

N N (1)
Y tint) = tipi
i=0 i=0
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The linear system of equations (1), known in the literature as the normal equations,
can be solved explicitly and its unique solution is given by

N N N N N N N
Zt?ZPi - Ztiztipi (N+1)Ztipi - Zti i
y(t)= =0 =0 =0 =0 =0 _ i=0_i=0
(N+1) Z t2 — (Z t:)? (N+1) Z t2 — (Z ti)?
i=0 i=0 i=0 i=0

This classical problem can be naturally generalized to more general curved spaces as
long as explicit formulas for geodesics are available, [8]. Nevertheless, even in those cases
obtaining exact solutions is not an easy task mainly because the counterpart of the normal
equations give rise to nonlinear systems of equations.

In the next section we will present the generalization of this classical problem to the
n—dimensional unit sphere 5™.

3 Regression problem on spheres

Let us consider the unit n—sphere S™ as an embedded submanifold of the Euclidean space
R"™*1. Since the tangent space of S™ at a point p € S™ is

T,5" ={ve R (v, p) = 0},
let us define an inner product in 7;,5™ by
(u,v) =u'v, u,veT,S".

With this inner product, S™ can be considered a Riemannian manifold whose metric is
the one induced by the Euclidean inner product in R"*1,

Geodesics with respect to this metric are the solutions of the second order differential
equation
¥ =, =0.

The unique geodesic t — (t) with initial conditions v(0) = p € S™ and 4(0) = v € T,,S"
is given by y

V() = peos(t]v]]) + msin(tllvll)' (2)

If we settled on the 2—dimensional sphere, S2, geodesics are simply the great arc circles.

In order to find out the geodesic distance with respect to the above metric, one just
needs to compute the velocity vector of the geodesic that joins two points on the sphere.

Let us assume that we are given two points p and ¢ on S™ such that the angle between
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them lies on the interval ]0, 7[. Then, the geodesic that joins p, at t = 0, to ¢, at t = 1, can
be parameterized explicitly as

— pcosa
v(t) = pcos(at) + 1-Pema

i t
o sin(at),

where ¢ € [0,1] and a = arccos(p, q), [2]. Therefore, the geodesic distance between p and ¢
is given by the length of the velocity vector of v at ¢ = 0, that is,

d(p, q) = arccos(p, q). (3)

3.1 Problem’s formulation

Since we have already defined the distance function, we are now in conditions to formulate
the analogous to the linear regression problem on S™. Let us consider a collection of N + 1

points, po,...,pn, on S™ and a monotone increasing sequence of instants of time tg <
ty--- < ty, that we assume, for simplicity, that they form a partition of the unit time
interval [0,1]. Our main goal is to find a geodesic on S™ parameterized explicitly by
v,
Y(t) ZPCOS(t||U||)+mSln(tHUII), (4)

where p € S™ and v € T,5™, that best fits the given data in the sense that it yields the
minimum value for the functional

N

E(y) = Zd2(pi,7(ti)),

1=0

where d is the geodesic distance on S™ defined by (3).
Notice that finding 7 is equivalent to find p € S™ and v € 7,5" that minimize the
function

N
F(p,v) = Z arccos’ <pi, 'y(ti)>. (5)
i=0

Theorem 3.1. ([8]) A necessary condition for t — ~(t) = pcos (||v||t) + ||TU||Sin(||U||t) to be
the geodesic that best fits the given data (points and instants of time) is that the pair (p,v)
satisfies the following system of equations:

N

> g cos([[vllt:) (pi — (pir p)p) =0

v N ,  (6)
aisin(||vlt;) ¢, ‘ ‘ (Piyv), \ _ —a; cos(|[vl[ts) (pi,v)

Z sin (pz — (pi,p)(tiv +p) — vl U) - Z sin; o]l tiv

i=0 i=0

where o; = arccos(p;, p cos(||v||t;) + HZ—H sin(||v||t;)), fori=0,...,N.

©CMMSE Page 997 of 1797 ISBN: 978-84-616-2723-3



L. MAcHADO, T. MONTEIRO

Analogously to what happens in the Euclidean case, we call to the system of equations
(6) the normal equations for the geodesic regression problem on S™.

Since the above system of equations is highly nonlinear, a numerical optimization ap-
proach to find out the approximate solutions of the proposed optimization problem will be
considered in the next section.

4 Numerical tests using an optimization approach

Let us consider the constrained optimization problem:

N
min  F(p,v) = Z arccos® (p;, ()
Py i=0

st ol =1 )

(p,v) =0

whose objective function is defined in (5). The equality constraints mean that the point p
must belong to the unit n-sphere S™ and v must be orthogonal to p.

4.1 Computational experiments

The computational experiments were made on a 2.0 GHz Intel Core i7 with 8GB of RAM,
Windows 7 64-bit operating system. The MATLAB version used was 7.13.0.564 (R2011b).

The problem was codified in MATLAB and solved with the fmincon routine from the
optimization toolbox. This routine, fmincon, attempts to find a constrained minimum of a
scalar function of several variables starting at an initial estimate. This is generally referred
to as constrained nonlinear optimization or nonlinear programming. fmincon has four
algorithm options: interior-point, SQP, active-set and trust-region-reflective (default). In
these experiments the SQP algorithm is used, [10]. SQP is an iterative method for nonlinear
optimization used on problems for which the objective function and the constraints are twice
continuously differentiable. SQP methods solve a sequence of optimization subproblems,
each of which optimizes a quadratic model of the objective objective function subject to a
linearization of the constraints.

Several numerical tests were performed on the two dimensional unit sphere S?. Table
1 reports information from two of them. In the first column it is indicated the number of
points (N + 1) and in the second column the set of instants of time (¢). The third column
reports the N 4 1 points randomly generated on S2. p*, v* and F* are the optimal values
of p, v and F', respectively, and iter denotes the number of iterations carried out by the
fmincon routine.
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Figure 1 shows the geodesic that best fits two (1a) and five given data (1b), respectively,
corresponding to the tests mentioned on Table 1. Notice that, as expected, the geodesic
that best fits two points is exactly the one that joins them (interpolation case).

Table 1: Numerical tests

[ N+1] t [ Data [ P [ v [ F* [ dter |
0.1585 0.5605 0.1585 | -0.9351
2 {0,1} -0.8624 0.4575 -0.8624 | 0.5696 | ~ 10~ 1% 14
0.4807 0.6903 0.4807 | 1.3302
{0, 0.25, -0.89 0.8243  -0.9164 -0.9383 _ 0.0192 | -0.8006 | 4.6366
5 0.5,0.75, 1} | -0.3941  -0.2085  -0.158 0.3022  -0.7635 | -0.2176 | -32,542 3.4203 47
-0.2292  0.5264  -0.3678  0.1678  0.6455 | 0.5583 | 5.3801

(a) Two data points (b) Five data points

Figure 1: Geodesics on S?

5 Conclusions and future work

In this paper we formulated the analogous linear regression problem to the unit n—sphere.
In contrast to what happens in the Fuclidean case this optimization problem cannot be
solved analytically due to nonlinearity of the counterpart of the normal equations (6).

To overcome this difficulty we have successfully used the MATLAB optimization toolbox
routine fmincon.

Since in the Euclidean case higher order degree polynomials can be used to fit a given
data set of points, as future work we aim to find more general fitting curves on spheres.
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Abstract

We study the spread of childhood infectious diseases in geographically detailed popu-
lation focussing on stochastic amplification. We use an individual based SIR model with
demography where individuals reside in small geographical areas representing a portion
of land, and long-distance transmission among different geographical areas occurs due
to mobility of individuals. Mobility is implemented using the recently introduced radia-
tion model [Simini et al., Nature 484, 96 (2012)]. Parameterizing the model for measles,
we observe that some features of the data available for this disease can be understood
within the framework of stochastic amplification, but also that the interplay between
mobility and disease dynamics influences the resulting time-series.

Key words: stochastic amplification, human mobility, measles, SIR

1 Introduction

Stochastic fluctuations around the equilibrium for epidemiological models have been exten-
sively studied in recent years [1, 2]. Substantial research has shown that the time series
observed for various childhood diseases can be understood in terms of stochastic ampli-
fication, that is the increase in amplitude and regularization of the fluctuations around
the equilibrium value observed for finite populations in epidemiological models driven by
stochasticity. Such studies have shown that the frequency and amplitude observed for re-
current epidemics in available datasets for various infectious diseases could be understood
within this framework [2, 3]. The work we present here investigates this idea in a more re-
alistic setup by using realistic geographically detailed populations, where individuals move
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around different geographical areas following a mobility model recently introduced that
was shown to reproduce observed human mobility patterns [4]. We show that some of the
features observed in real datasets can be understood in terms of stochastic amplification;
however we also show that further fine tuning is needed to properly reproduce the observed
data.

2 Methods

We perform individual based simulation of a SIR model with demography, in which we
assume equal death and birth rates, so that the population size is kept constant. Individual
based simulations for this kind of compartmental models show fluctuations of the number of
infective individuals around the endemic equilibrium [2]; these fluctuations have a preferred
frequency which can be easily determined calculating their power spectrum. Spatial and
temporal correlations enhance the coherence and amplitude of such fluctuations [5, 6]. This
phenomenon, known as stochastic amplification, has been suggested as an explanation for
the incidence patterns observed for some childhood diseases.

Our aim is to study this phenomenon using the detailed geographic distribution of
human population provided by the Gridded Population of the World database [7], which
provides estimates for the population of a given geographical area on a regular grid of cells
of angular size 2.5 arc-minutes. This corresponds roughly to 5 km at the equator. Each of
these cells is considered by us as a well mixed population, and disease evolution in described
by a simple individual based SIR model. Since the geographical areas we consider include
population sizes of the order of tens of millions of individuals, we use parallel computation
which grants unlimited complexity. A simulated annealing technique is used to partition
the map under consideration into regions that are similar in population size and compact
in shape. Each of these regions is then assigned a different node of a computer cluster.

Interactions among cells is introduced by moving individuals among the cells: when
an individual leaves a cell, it ceases to participate to the dynamics of that cell, while
it starts to participate to the dynamics of the new cell it moves to. Thus, by moving
around, individuals can spread the disease from their cell of origin to new cells, leading
to long-distance transmission. The way individuals move among different cells reflects
the recently introduced radiation model for human mobility described in ref. [4]. This
model, which gives the mobility fluxes among a set of locations, is influenced by a single
parameter N./N which corresponds to the fraction of individuals in the population that
participates to such long-distance displacements (N is the total population, N, is the total
number of individuals moving, or commuters). This parameter controls the level of long-
distance transmission and hence can be estimated by data on human mobility. Following
previous studies [8], individuals are assigned a set of preferred locations that they visit with
a frequency compatible with the fluxes provided by the radiation model, allowing us to limit
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Figure 1: Infective incidence as a function of time for a grid cell in the city of London;
time is in years. Simulations parameters: By = 1.175 days™!, f; = 0.35, v = 1/13 days~!,
p=55x10"° days~!, N./N = 0.1
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the computational requirements of our simulations.

3 Results

We considered parameters corresponding to measles, a disease that received considerable
attention [9] and was shown to be compatible with the stochastic amplification mechanism
[2]. Since there are available datasets for England, we performed simulations for the geo-
graphical area of the British Isles that we assumed to be isolated: no imports from outer
regions were considered. We introduced seasonality by modulating the contact rate through
term-time forcing:

B(t) = Bo [1 + B1 Term(t)]

where Term(t) is a function taking values +1 during school terms and —1 otherwise [9].
From the time series of the number of infective individuals for different locations in the
area, we calculated the corresponding power spectra which we found to be in agreement with
those calculated in previous studies [2]. The time series also show regular biennial cycles
(see figure 1) for some location as well as propagation of waves from big centres towards less
populated areas. We found however that the regularity of the sequence of peaks observed in
the time series for some locations depends on the intensity of human mobility, controlled by
the parameter N./N. Low populated cities are characterized by extinctions of the disease
that must be imported by another location, however if N./N is low, such import events
might be considerably delayed, leading to a separation among peaks larger than biennial
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Figure 2: Infective incidence as a function of time for a grid cell in the city of York; time
is in years. Due to the low N./N, peaks appear temporally more separated than the
biennial sequence observed for London. Simulations parameters: same as in figure 1, except
N./N =0.02

(see figure 2). When N,./N is high, long-distance transmission becomes efficient, but on the
other hand this leads to higher infectiveness and broader peaks.

Although some of the features observed can also be interpreted in terms of broadness
of the power spectra, we think that additional features should be considered in order to get
a better agreement. An improved description for measles is that obtained using an SEIR
model: our first attempts show that this change influences the time series but does not
solve the discrepancies observed with data. Instead, we believe that more realistic recovery
profiles using multiple infective classes would lead to a higher regularization of the epidemic
sequence while reducing inter-epidemic infectivity. Also, contact restriction on individuals
a few days after being infectives would also act to reduce the overall infectiveness observed
in simulations.
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Abstract

The evaluation of process models require the availability of execution logs, which
hardly are available. Therefore, some techniques have been proposed to generate logs
from a process model. The problem of generating a complete event log is NP-hard,
therefore for complex process model looking for a complete event log might be infeasi-
ble. In this paper we propose an approach,based on an order preserving heuristic, for
sampling the log space which produces equiprobable execution runs.

Key words: process mining, business process, log generation

1 Introduction

Modern enterprises rely on well-defined business processes in order to pursue their mission.
A process can be defined as a set of actions or activities that happen over the time, but
which are related to each other by a common goal. It is possible to identify processes in
companies, hospitals, government institutions, universities, and so on. Process Mining is a
knowledge discovery approach which represents an emerging area of interest able to cover
problems such as the analysis or design of processes, their evolution over the time, the
adaptation of the original process definition to their practice and experience. 4

Data Mining and Knowledge Discovery approaches have been deeply developed with
respect to tabular data, spatial information, text and other specific sources. However, when
applied to business processes it unveils new and specific issues to be faced. Event logs
provide the starting point for process mining techniques,? as they collect most of relevant

©CMMSE Page 1006 of 1797 ISBN: 978-84-616-2723-3



A MODEL TO GENERATE PROCESS LOGS

information to understand how a process is instanced, operated and evolved. They describe
a flow of activities along a graph of functional dependencies between tasks, even when this
structure is implicit in practice. Basically, a process log is made or runs according to a
given abstract process model where each run represents a specific process instance. A great
amount of work in process mining tries to discover from a log the process model that best
describes the set of process instances. To do that, process instances can be represented as
a directed graph, a finite state machine or a Petri net. 4

As logs represent all the information related to a given process, their analysis and
generation represent an important issue because Process Mining approaches normally rely on
the assumption that the log to be mined is complete. However, the problem of generating all
possible runs given a model is NP-hard. This might lead to make infeasible the production
of a complete event log. An alternative way is to sample the log space by picking a given
number of execution runs. In order to avoid any statistical bias, log sampling should rely
on a pseudo random generation of runs which would approximate uniform distribution. i.e.
each run should be equiprobably generated.

This work proposes a heuristic method to sample a process log in a uniform way,
which produces runs considering the correct interleaving of activities according to the given
model. This heuristic is inspired to a general method to obtain linear extensions from a
partial order.! Log generation is complicated by the different gateways which control the
process workflow. In particular, we cope with parallel and exclusive gateways, as these are
the most common in practice. In addition, we did not take into account cycles, as they
generally reflects anomalous executions which require to redo some activities.

In the following section we provide a detailed description of the method as well as some
insights about its application.

2 Algorithm

In this section we present an algorithm based on heuristics able to generate runs quasi-
uniformly. Generating equiprobable runs avoid to bias the log sampling when more extended
and complex process model are considered. Indeed, in this case it is not feasible to determine
in advance which and how many different runs are possible. Algorithm for generating process
runs is described by pseudo code in Algorithm

The algorithm takes as input A, the list of activities entailed by the process; G, the
adjacency matrix of activities in A, so that G(a;, ax) = 1 if a;, follows immediately after a;;
s, the activity starting the process; E, the set of activities ending the process.

As first step, we compute R the transitive closure of the matrix GG, and we assign s as
starting activity; Ro is the closure matrix without considering ag; variable ¢ provides the
current run step (lines 1-4). For each step, we collect in P activities that has no predecessor
in R;: they are the candidate to be selected (line 5). If there is only one activity in P, we
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Algorithm 1 RunGenerator

Input: A, activities

Input: G, adjacency matrix
Input: s, stating activity
Input: FE, ending activities

Output: (ag,ai,...,an), the run
1: R« closure(QG)
2: ag < S
3: Ry < R cleared of ag
4: 140
5. repeat
6: P < {a € A|a has no predecessor in R;}
7. if |[P| =1 then
8: ai+1 +—a € P
9: else
10: if context(a;) = MAIN,PAR then
11: N; < {(u,v) € A?|R;(u,v) =0}
12: for all a € P do
13: Q(a) « # (a,r) € N
14: end for
15: ait+1 < roulette(P, Q)
16: Ri+1 < R; cleared of a;41
17: else
18: ait1 < roulette(P)
19: Rit+1 < R; cleared of a;41 and unreachable nodes in R;
20: end if
21:  end if
22: i+ 1+4+1

23: until q; € £
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select it as the next in the run (lines 7-8); otherwise we have to choose. Choice depends
on the context of a;, that is determined by the last gateway entered. Context values can
be MAIN, PAR and XOR. The different context will affect how the next activity will
be selected. In the case of PAR and M AIN (line 9), we assign to activities a chance of
being that inversely proportional to the number of possible paths that can be originated.
To estimate this number we collect in N; all pairs activities that are not connected in R;.
For each activity a in P we compute the number of times it appears as first element in a
pair (a,-) considered by N; and assigned to @ (line 13). We select an activity from P with
a probability that inversely proportional to @ (line 15). We reduce the closure matrix R;;1
by removing a;4+1 from R; and we move to the next step (line 16). Instead, if the context is
XOR, we just make a random selection in P (line 18), and we prepare R;;; by removing
a;+1 and unreachable nodes from R; (line 19). As output we get the run made of activities
G0y Gy - -y G-

The crucial point here is related to the selection of each activity at step i because
it is necessary to distinguish between parallel or exclusive activities. In a flow, if control
originates a double path which leads to two activities a and a; (parallel gateway), we can
obtain runs in which both activities are interleaved. By contrast, if a decision is made in a;
which leads to aj or alternatively to a; (exclusive gateway), we will get runs in which only
one of the two activities will appear. These two possibilities have to be taken into account
in generating a path.

If the activities belong to an exclusive gateway, the same probability of being selected
is assigned to each activity. Instead, if the activities belong to parallel gateway, it’s not fair
to assign to each activity the same probability to be selected, because the final execution
flows will have different probabilities of being generated.

3 An example

Let’s check the algorithm with an example that contains both parallel and exclusive gate-
ways. Only activities belonging to the same gateway will be referred. Figure [1| shows a
process with 8 activities. Activities a2 and a3 are exclusive. That is, a certain log instance
contains either a2 or a3, but not both. All possible execution flows are showed in Figure

The run tree showed in Figure [3|is explored for the determination of the execution flow
assigning to each activity the same probability of being selected. As it can be seen, the
activity starting the process is al and a8 the ending one. Therefore each log instance starts
with activity al. The activities following next the current activity are a2 and a3. As they
are exclusive, the probability of being selected is 1/2. If a2 is selected just after al, the first
log instance of Figure [2] is obtained.

On the other side, if activity a2 is selected after al, there is more than one possibility
for the third activity. The candidates to be placed in third position are a4 and a5. As

©CMMSE Page 1009 of 1797 ISBN: 978-84-616-2723-3



PASQUALE MARINARO, IRENE DiAzZ, LUIGI TROIANO

Figure 1: Example of a process model by BPMN notation.

Figure 2: Log instances

Figure 3: The run tree (generator). Number in arcs represent the relative weight for any
node
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these activities can be executed in parallel, then the probability of selecting one of them
is inversely proportional to the number of possible paths that can be originated. If a4
is executed at third step, it will affect one log instance (the second in Figure , If ab is
executed at third step, it will affect two log instances (the third and fourth in Figure .
Therefore, the probability of selecting a4 (ab) at third step is 1/3 (2/3). For the logs starting
by al,a3,ab we repeat the proces for selecting the fourth activity. We then continue the
process until some ending activity is reached.

4 Conclusion

The algorithm described in previous section is able to generate different execution runs
according to a given process model. Runs are generated with the nearly equal probability.
This allows a uniform sampling of the log space when it is not feasible to generate a complete
log. The run generation depends on the nature of the different gateways met along the path.
In this paper we considered two main gateways: parallel and exclusive. Other gateways are
possible. In the future we aim to take into account them along the run generation. Also,
we did not consider cycles, as they are generally related to anomalous executions, while we
were interested to outline the nominal behaviour.

Having a uniform log sampling might help to answer questions concerning log com-
pleteness, as non trivial criteria for testing it are not known. There are some works focused
on studying the completeness of logs® but all of them make assumptions hardly to verify
in practice. Other works take a probabilistic approach in order to guarantee, with some
probability, that the event log is complete and the discovered process is similar to the gen-
erating process. We aim to investigate relationship between uniform log sampling and log
completeness more deeply in the future.

Acknowledgements

Author 2 acknowledges financial support Grant TEC2012-38142-C04-04 from Ministry of
Education and Science, Government of Spain.

References

[1] E.F. Combarro, I. Diaz, and P. Miranda. On random generation of fuzzy measures.
Fuzzy Sets and Systems, (0):—, 2012.

[2] Diogo R. Ferreira and Daniel Gillblad. Discovering process models from unlabelled
event logs. In Proceedings of the 7th International Conference on Business Process
Management, BPM 09, pages 143-158, Berlin, Heidelberg, 2009. Springer-Verlag.

©CMMSE Page 1011 of 1797 ISBN: 978-84-616-2723-3



PASQUALE MARINARO, IRENE DiAzZ, LUIGI TROIANO

[3] Laura Maruster, A. J. M. M. Weijters, Wil M. P. van der Aalst, and Antal van den
Bosch. Process mining: Discovering direct successors in process logs. In Proceedings of

the 5th International Conference on Discovery Science, DS '02, pages 364-373, London,
UK, UK, 2002. Springer-Verlag.

[4] A. Tiwari, C. J. Turner, and B. Majeed. A review of business process mining: state-of-
the-art and future trends. Business Process Management Journal, 14(1):5-22, 2008.

[5] W. M. P. van der Aalst and A. J. M. M. Weijters. Process mining: a research agenda.
Comput. Ind., 53(3):231-244, April 2004.

[6] Kees M. van Hee, Zheng Liu, and Natalia Sidorova. Is my event log complete? - a
probabilistic approach to process mining. In RCIS, pages 1-7, 2011.

©CMMSE Page 1012 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 2013.

Modelling the effect of MDR-TB on Tuberculosis epidemic

Silvia Martorano Raimundo!, Hyun Mo Yang' and Ezio Venturino?®

U Faculdade de Medicina da Universidade de Sdo Paulo
LIM0o1, HCFMUSP
Rua Teodoro Sampaio, 115
CEP: 05405-000 - Sdo Paulo, SP, Brazil
, Departamento de Matemdtica Apliacada, IMECC
Universidade de Campinas
Campinas, SP, Brasil

2 Dipartimento di Matematica “Giuseppe Peano”,
Via Carlo Alberto 10,
10123 Torino, Italy, Universita di Torino

emails: silviamr@dim.fm.usp.br, hyunynag@ime.unicamp.br,
ezio.venturino@unito.it

Abstract

Multidrug-resistant tuberculosis (MDR-TB) is a specific and particularly a dan-
gerous form of drug-resistant 7B, which is defined as the form of disease caused by
resistance of a strain of Mycobacterium tuberculosis (MTB) to two or more of the an-
tituberculosis drugs. Key words: Mycobacterium tuberculosis - TB - MDR-TB - Basic

reproductive number - treatment - drug-sensitive strains - drug-resistant strains

1 Main results.

MDR-TB is generally treatable, however, the efficacy of treatment of drug-resistant cases
is reduced compared with that of drug-sensitive cases. Studies have found that drug re-
sistance develops because of inadequate or erratic therapy, although it has been shown
that persons previously treated for drug-sensitive tuberculosis can be reinfected with drug-
resistant strains.

©CMMSE Page 1013 of 1797 ISBN: 978-84-616-2723-3



ErrFECcT OF MDR-TB ON TUBERCULOSIS

A number of theoretical studies have been performed on the mathematical modelling
of coexistence of different pathogens (strains) in the same host [1], [3], [9], [11], [12], [13].
One of the first mathematical model that included the dynamics of both drug-sensitive
and drug-resistant tuberculosis was published by Blower et.al. [2]. More recently others
have modeled the emergence of drug-resistant tuberculosis and predict the future burden
of MDR-TB [4], [5], [8], [10], [14].

This work is concerned with a mathematical model to evaluate the effect of MDR-TB on
TB epidemic and its control by assessing the transmission dynamics of both drug-susceptible
and drug-resistant TB.

Our mathematical model monitors the temporal dynamics of susceptible individuals
(not infected but susceptible to infection), latent individuals (infected but unable to infect
others) and the active-TB infections, given by the infectious individuals (i.e., infected in-
dividuals that are able to infect others). Since the model assesses the drug-resistant and
drug-susceptible tuberculosis transmission, two subclasses of latent and infectious T'B indi-
viduals are required to build it. Hence, the total population (), is divided into five classes,
namely, S, the susceptible individuals; Lg, the drug-sensitive latent individuals; Lg, the
drug-resistant latent individuals; T'Bg, the drug-sensitive with active-TB individuals, and
T Bpg, the drug-resistant with active- T'B individuals.

We assume that MTB infection is transmitted by infectious individuals with active-TB
(T'Bs and T'Bpg), and the infection propagates following the pseudo mass-action incidence
[6], [11]. The susceptible individuals (S) can be infected with either a drug-sensitive strain
or a drug-resistant strain. The rate of newly recruited drug-sensitive and drug-resistant
cases are BsT BgS and BrT BgrS, respectively. The transmission coefficients, Sg and SBgr
specify the transmissibility of drug-sensitive TB, and the transmissibility of drug-resistant
TB individuals, respectively. The transmission of drug-resistant T'B occurs via two indepen-
dent but interacting processes: (i) transmission of drug-resistant to susceptible individuals
(transmitted resistance) and (ii) conversion of sensitive cases to drug-resistant cases during
the treatment (acquired resistance).

The dynamics of epidemic models can be understood in terms of the basic reproductive
number of infection, Ry, which is the average number of secondary cases caused by one
infectious case in a completely susceptible population. It is well-known that the condition
Ry < 1is necessary for disease eradication [7]. Here, the relative reproductive fitness function
will be approximated by the basic reproductive number of infection (Rp) in the absence of
treatment or the effective reproductive number (R) in the presence of treatment.

We identify the steady states of the model to analyse their stability. We find that the
basic reproductive number is composed of two critical values, relative reproductive number
for sensitive (strains sensitive to all drugs) and MDR strains (strains resistant to all drugs).

Paradoxically, we have found that even MDR strains that are considerably less fit (and
thus less transmissible) than the drug-sensitive strains can lead to a high MDR incidence.
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Drug-resistant pathogens gain an advantage over drug-sensitive pathogens because treat-
ment is less effective against drug-resistant strains.

Acknowledgements

This work was supported by grants from FAPESP (Fundacao de Amparo a Pesquisa do
Estado de Sao Paulo), Brazil, Fondazione CRT/Progetto Lagrange and INdAM (Istituto
Nazionale di Alta Matematica), Italy.

S.M.Raimundo gratefully acknowledges, with thanks, the support of FAPESP; Fon-

dazione CRT/Progetto Lagrange and INdAM.

References

1]

2]

Baggaley, R.F., Garnet, G.P, Ferguson, N.M.. Modelling the Impact of Antiretroviral
Use in Resource-Poor Settings. PLoS Med (2006) 3(4):e124

Blower, S.M., Small, P.M., Hopewell, P. Control strategies for tuberculosis epidemics:
new models for old problems. Science (1996) 273:497-500.

Bowong S., Kurths, J. Modeling and analysis of the transmission dynamics of tuber-
culosis without and with seasonality. Nonlinear Dynamics (2012) 67:2027-2051.

Colijin, C. Cohen, T., Ganesh, A., Murray, Spontaneous emergence of multiple drug
resistance in Tuberculosis before and during therapy. PLos ONE (2011) 6(3), e18327.

Feng, Z., Ianelli, M., Milner, F.A. A two-strain Tuberculosis model with age of infection.
(2002) STAM J. Appl. Math. 62(5),1634-1656.

Jong M. C. M., Diekmann O., Heesterbbeek J. A. P. ; 1994. How does transmission of
infection depend on population size? in: D. Mollison (Ed.), Epidemic Models: Their
Structure and Relation to Data, Cambridge University, Cambridge, vol. 5, p. 84.

Hethcote, W. H. The mathematcs of infectious diseases, SIAM Review (42)4 (2000),
599-653.

Liu, Y., Sun, Z., Sun, G., Zhong, Q., Jinag, L., Zhou, L., Qiao, Y., Jia, Z. Mod-
eling transmission of Tuberculosis with MDR and undetected cases (2011). Discrete
Dynamics in Nature and Society doi:10.1155/2011/296905

Moghadas, S.M., Bowman, C.S., Rost, G., Wu, J. Population-wide emergence of an-
tiviral resistance during pandemic influenza. PLos ONE, (2008) 3(3),e1839.

©CMMSE Page 1015 of 1797 ISBN: 978-84-616-2723-3



[10]

[11]

ErrFECcT OF MDR-TB ON TUBERCULOSIS

Okuonghae, D., Omosigho, S.E. Analysis of a mathematical model for tuberculosis:
What could be done to increase case detection. J. Theoretical Biology (2011) 269:31-
45.

Raimundo, S.M., Yang, H.M., Venturino, E., Massad, E. Modeling the emergence of
HIV-1 drug-resistance resulting from antiretroviral therapy: Insights from theoretical
and numerical studies. BioSystems (2012) 10:1-13.

Raimundo, S.M., Yang, H.M., Bassanezi, R.C., Ferreira, M;A.C. The attracting basins
and the assessment of the transmission coefficients for HIV and M. Tuberculosis infec-
tions among women inmates. J. Biol. Syst. (2002) 10,61-83 .

Raimundo, S.M., Engel, A.B., Yang, H.M., Bassanezi, R.C. An approach to estimating
the transmission coefficients for AIDS and for tuberculosis using mathematical models.
Systm. Anal. Model. Simul. (2003) 43,423-442 .

Rodrigues, P., Gomes, MGM, Rebelo, C. (2007) Drug resistance in tuberculosis - a
reinfection model. Theor. Popul. Biol. 71(2):196-212.

©CMMSE Page 1016 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 20185.

Modelling pack hunting and prey herd behavior

Diego Melchionda®, Elisa Pastacaldi!, Chiara Perri! and Ezio Venturino!

L Dipartimento di Matematica “Giuseppe Peano”, Universita di Torino,
via Carlo Alberto 10, 10123 Torino, Italy

emails: melchionda.diego@gmail.com, elisa.pastacaldi@libero.it,
chiarapperri@gmail.com, email: ezio.venturino@unito.it

Abstract

We consider here coordinated behavior of predators, in correspondence of prey indi-
vidual and group gathering. Two models for analysing these situations are introduced.
In both cases the system can thrive at coexistence, but in case of prey herd defense,
quite unexpectedly, we observe that the system may very well collapse, if environmental
conditions are suitable. In addition, in this very same case limit cycles are discovered,
when a certain bifurcation parameter crosses a critical value. Finally, the population
values at coexistence for these two models are compared among themselves as well as
against those of the classical Lotka-Volterra model with prey logistic correction, and
with a previously proposed prey herd behavior system.

Key words: predator-prey, group gathering, stability, ecosystems
MSC 2000: AMS codes 92D25, 92D40

1 Introduction

In this paper we consider two predator-prey models. Common to both, and contrary to
classical models in which predators search for prey on an individual basis, see for instance
the first chapters in [7], is the assumption that they hunt the prey in a coordinate fashion. In
other words, the pack hunts the prey, but the strongest individuals in general have the upper
hand, in the sense that either they occupy the forefront positions of the pack in order to get
the best benefits from the action, or simply they obtain them afterwards. We assume these
positions to be on the outskirts of the pack. In this situation the individuals in these places
will be the first to fall upon the prey. As for the latter, we use the standard assumption
of individual behavior, for which they are kind of isolated, and can be attacked by the
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predators’ pack individually, but we also assume that they can gather together in herds, as
recently introduced in the literature, [2]. In such situation therefore the consequences of the
attacks are felt mostly by the prey on the perimeter of the herd, as they are more exposed
to the predators’ hunting.

In the literature the idea of group defense, first expressed along these lines in [1], had
been explored long time ago, with rather different assumptions, [6]. More recently, it has
been further investigated, [3] and explored also in the context of ecoepidemiology, [4].

Two models are then presented along these lines. Mathematically, the pack and the
herd assumptions correspond to replacing the classical mass action law terms by a nonlin-
ear function of the populations. Specifically, as discussed in [2], these terms involve the
square root of the population densities, rather than the populations themselves. In other
words, here we suitably combine Gompertz-like interaction terms, where the exponent is
not generic, but fixed to the value %, as this value expresses the relationship between area
and perimeter of the territory occupied by the herd or the pack.

2 Modelling pack predation

Here we consider at first the predators gathering together to hunt for food, while the prey
have an individualistic behavior. Let P(7) represent the density of the predators, namely
the number of individuals per surface unit. As described in [2], if the pack occupies an area
A, the individuals who stay at the outskirts of the pack are in number proportional to the
perimeter of the patch on which the pack sits, so that its length is proportional to v/A.
This dependence is thus reflected by the density square root, i.e. v/P. We assume that the
interactions with the prey population occur mainly via these peripheral individuals, hence
the interaction term must be proportional to Qv/P, where @ denotes the prey population.
The model is thus

dQ _ Q ar _
ClT_T(l_K)Q_q\/TDQ, E__mPer\/ﬁQ' (1)

The first equation describes the logistic dynamics of the prey population, while the second
one expresses the corresponding evolution of the predators. The interactions of the predators
with the prey occur essentially through the individuals lying at the outskirts of the herd.
The parameter 7 is the growth rate of the prey, K is the environment’s carrying capacity,
m represents the predators natural death rate. The predation rate is represented by the
parameter g, which affects negatively the prey, while p is the hunting profit, i.e. the benefit
for the predator. Since not the whole prey is converted in food for the predators we need
to impose that p < ¢. All the parameters are nonnegative.
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2.1 Model simplification

The model (1) has a singularity in the Jacobian, due to the presence of the square root
term. It is therefore advisable to remove it, before proceeding to the analysis. We rescale
the variables as follows

P
x-Q y_oP
m

t=mr,

and define the new parameters

by T . P
m’ 2Km?2’

The adimensionalized system for ¥ # 0 can be written as

%:b(l—X)X—XY, %z—%Y%—cX, (2)
while in absence of predators, the system reduces just to the first equation. In this case,
easily, the prey follow a logistic growth, toward the adimensionalized carrying capacity
X7 = 1. We have defined the new dependent variable Y by taking P’s square root, thus Y
is nonnegative. Similarly, but straightforwardly from its definition, we have also that X must
be nonnegative. Also the new parameters b and ¢ are combinations of the old parameters
r, m, p, ¢, K which are nonnegative. As a consequence, they must be nonnegative as well.

2.2 Boundedness

Let us introduce the total population in the environment, Z(t) = X(¢) + Y (¢). Summing
the equations in (2), we find
dz

1 1 1
dt:—2Y+cX+bX—bX2—XY:—zZ+<c+b+2—bX—Y>X.

Thus the following estimates follow on taking the maximum of the parabola in X
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From the theory of differential inequalities we obtain
_1y — _1y —
Z(t) < e3 +2M<1—e : ) <142M =M

and in view of the fact that the total population is bounded, each subpopulation X and Y
must be bounded as well.
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2.3 Equilibria

For the system (2) there are only two equilibria E; = (X;, Y;), namely the origin Ey = (0,0),
at which point both populations become extinct, and the coexistence equilibrium

b 2bc
By=(—,
2 <b+2c’b+2c>’

As mentioned earlier, there is also the equilibrium point E; = (1,0) for the subsystem
without predators. But this does not satisfy the second equation in (2) and furthermore
it is unstable. In fact, since at any point (X*,¢), with € > 0 but arbitrarily small and X*
close to X1 we have 2 = cX* + o(e) > 0, it follows that solution trajectories of (2) move

away from Fj.

which is always feasible.

2.4 Stability

The Jacobian of (2) is
< b—2bX -Y -X >
J = 1 .

c S 3

At the origin Fy, the eigenvalues are Ay = b > 0 and Ay = —%, so that it is unstable.

Let us denote by J5 the Jacobian matrix evaluated at Ey. Applying the Routh-Hurwitz
criterion to the characteristic equation, we find

1. b+2c 1 1 2b% + 2be 202 +2c+b
det(Jy) = —=b+ ———=-b>0, tr(Jy)=—=+b— - _
etll) = =3bt 3o =3b> 0 ulh) =g +b-—mr 5(b + 2¢)

< 0.

Thus both conditions are always satisfied. This means that Js has eigenvalues with negative
real part and therefore Fsy is always a stable equilibrium. The phase plane picture also
sustains this conclusion as we can see in Figure 1. Summarizing, we found the following
result.

Theorem 1. The equilibria Ey and F; are always unstable equilibria. The coexistence
equilibrium FE» is always locally asymptotically stable.

Furthermore, taking the point N* = (N,2cN) on the isocline through the origin in
Figure 1, with N > 1, we can identify a compact set {2, the rectangle having N* and the
origin as opposite vertices, which is positively invariant. On its right vertical side indeed

dXx
—lx=n =b(1 = N)N - 2¢N? <0
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Figure 1: Phase plane sketch of the model (2) with parameters value r = 0.9, m = 0.3,
p=0.6,¢g=15and K =5.

so that trajectories enter into {2 from the right. Similarly on the upper horizontal side, for

X < N, we have

dy 1
%|Y:26N = —§2CN+ cX <0

and again trajectories of (2) enter into 2 from above. Applying the Poincaré-Bendixson
theorem, global stability follows. Hence

Theorem 2. The coexistence equilibrium Fs is also globally asymptotically stable.

No Hopf bifurcations can arise at this point, since tr(Jy) < 0 strictly.

3 Pack hunting with herd response

In this second model we still assume the predator population to hunt in packs, but in
addition the prey population here exhibits an herd behaviour. Using the same notations,
the interactions between the two populations occur via peripheral individuals, those who
take the outermost position in both herds. Thus the interactions between predators and
prey are proportional to the product of the square roots of their densities, v/ P+/Q. The
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model is therefore given by

19 _ <1 - @> Q-aVPVQ L= -mP i pVPVG (3)

Again the first equation describes the evolution of the prey population, while the second
one describes the same for the predators. The parameters retain their meaning as for (1).
3.1 Model simplification

We proceed in the same way as we did for (1). We rescale the variable as follows

[ Q /
X =4/= Y = =
K 2m t=mr,

and define the new parameters, which are nonnegative as a result of the nonnegativity of
the original ones,

r
o e
For Y # 0, the adimensionalized system takes the form
dX dy 1
(1 -XHX-Y, —=--Y+fX. 4
== XX Y, Co= Y g @)

Again, for Y = 0, the prey evolve toward the equilibrium B = (1,0).

3.2 Boundedness

Once again we define the total population Z(t) = X (¢) + Y (¢). Summing the equations in
(4), we have

iz ; 1 B 3 .\ 3
E_GX eX’-Y 2Y+fX—X<e+f+2 eX) 2Z.

Thus we obtain the following estimates

2e +2f+3 -

dz
3 (2 =M.
6e

2

The last estimate follows on taking the maximum of the cubic in X.
Finally, from the theory of differential inequalities we have

2 _ 2 _
Z(t) < e 3+ 2N (1-e73') <14 2M = M.

Each subpopulation X and Y is therefore bounded since their sum is.
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3.3 Equilibria

The two equilibria E; = ()A(Z,XAG) of (4) are once again the origin Ey = (0,0) and the

coexistence equilibrium
~ -2 -2
E2=<\/e f,Zf\/e f).
e e

e>2f. (5)

The latter is feasible if

In Figures 2 and 3 we compare the two situations in which Eg is feasible and when it is
unfeasible.

Figure 2: Phase plane of model (4) with Figure 3: Phase plane of model (4) with
e > 2f, both Ey and FE» exist. e < 2f, Fy is unfeasible.

As we can see in Figure 2 also the point El = (1,0) seems to be an equilibrium, but

it does not satisfy (4). Since at any point (X*,€), with an arbitrarily small ¢ > 0 and X+

near X; we have % = fX* —o(e) > 0, it follows that E; cannot be a stable equilibrium.

3.4 Stability

The Jacobian of (4) is

7 (e(l—f3X2) :i >
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At the origin Eo, the characteristic polynomial is

1 1
)\2+<2—€))\+f—2€:0.

Applying the Routh-Hurwitz criterion we obtain the stability conditions for EO as
1
2f > e, e< g (6)

Thus in this situation the ecosystem may well disappear. Also comparing the first condition
in (6) with (5) we have the following result.

Theorem 3. The origin of system (4) is locally asymptotically stable if (6) holds. There
is a transcritical bifurcation for which Fy emanates from the origin when the parameter e
raises up to attain the critical value e* = 2f.

Letting jQ denote the Jacobian evaluated at EQ, the Routh-Hurwitz conditions are

det(J2) =e—2f >0 and .
tr(fg):—26+6f—§ <0. (7)

The first one is always true in view of the feasibility condition (5) of E,. As for the second
condition we have several cases, which are represented in Figure 4. In summary

7
] E2 stable
[ 1E2 unfeasible
— e=3f-1/4
- - —e=2f

25

o 15

0.5

Figure 4: Region of the e — f parameter space in which the coexistence equilibrium is stable.

Theorem 4. The coexistence equilibrium of system (4) is locally asymptotically stable
in the following cases:
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if 2f < e < 1, (7) holds and then E is stable;
if e > max {3,3f — 1}, (7) holds as well and thus E» is stable;

if L <e<3f—1, (7)is not true, so that F is unstable.

Theorem 5. The equilibria Eo and EQ are both globally asymptotically stable, when-
ever they are locally asymptotically stable.

Proof. We proceed as for the former model (2). Take in this case a point L,=(L, 2fL)
with
L> {1 ° }
max<1l, ——— 5.
3V3f
The rectangle Q with the origin and L, as opposite vertices is a positively invariant set since
on its right vertical and upper horizontal sides, for the latter recalling that here X < L, we

have ax 4y
E‘XZL:e(l_LQ)L—Y<O, Eh/:zf[/:—f(L—X) < 0.

Hence all trajectories enter into Q and therefore the only locally asymptotically stable

equilibrium in its interior, be it Eg or EQ, which are mutually exclusive in view of the
transcritical bifurcation of Theorem 3, must also be globally asymptotically stable.

We can sum up the situation of the equilibria of system (4) in the following table.

Parameters Ey FEs Bifurcation
e<y [>5% STABLE UNFEASIBLE

e < % e =ef Transcritical
e<3 [<E& UNSTABLE STABLE

e>3 e>3f—1 UNSTABLE STABLE

e>% e:eT:3f—% Hopf
e>1 2f<e<3f—3% UNSTABLE UNSTABLE

e>5 f>$ UNSTABLE ~ UNFEASIBLE

3.5 Bifurcations

In addition to the transcritical of Theorem 3, we now try to establish whether for special
parameters combinations Hopf bifurcations originate near E>. We need purely imaginary
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eigenvalues for the characteristic equation, and this occurs when the trace of the Jacobian
vanishes, i.e. (7) becomes an equality and the constant term is positive, det(J2) = e—2f > 0,
which is true in view of (5). Thus, in summary

Theorem 6. The system (4) admits a Hopf bifurcation at the coexistence equilibrium
when the bifurcation parameter e crosses the critical value

eT:3f—%. (8)

For the dimensionalized model (3), Figure 5 contains the simulations of the system
trajectories and the corresponding limit cycles in the phase plane. The experiments are run
over long times to show that the oscillations obtained are really persistent.

pack predation and prey herd defense pack predation and prey herd defense

r=0.75, m=0.2995, p=0.2955, g=0.605, K=10 r=0.75, m=0.2995, p=0.2955, ¢=0.605, K=10
25 T T T T T T T T T

0 2000 4000 6000 8000 10000 2r
time a

0 2000 4000 6000 8000 10000 17 1.8 1.9 2 2.1 22 2.3 2.4 25
time Q

Figure 5: Left: time series of the system trajectories (3); Right: corresponding limit cycle
in the phase plane. The original parameter values are r = 0.75, m = 0.2995, p = 0.2955,
q = 0.605, K = 10, with coexistence equilibrium Es = (2.041,1.9869); they correspond to
e =1.2521, f = 0.4983 in the rescaled model (4).

4 Conclusions

We have examined predators’ pack hunting, in correspondence both of individual prey be-
havior, as well as their gathering in herds. The major difference between the two models
is that when the prey move loose in their habitat, the ecosystem always attains a coexis-
tence equilibrium. Instead, if they gather together, presumably for defense purposes, the
ecosystem may be prone to extinction. This is a rather counterintuitive result, since one
would expect the defensive strategy to work. However, it can be interpreted observing that
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perhaps the group defense is less effective when predators hunt in pack, since the prey per-
haps are more easily discovered. Clearly, if the herd is wiped out, then the predators will
disappear as well, as the model assumes that no other food source is available for them.
Note that ecosystem extinction does occur, but rarely, in the model without pack predation,
[8]. Furthermore, in case of herd defense, we have seen that the populations can exhibit
persistent oscillations. Other than this, in both situations we can find only that popula-
tions coexist, as the prey-only equilibrium is unstable. However, the population values at
coexistence in the two cases differ. Therefore the two proposed models differ almost only
in the equilibria location in the phase plane, but their qualitative behavior is about similar,
apart from the limit cycles arising in the latter system.

In order to better compare these results from the quantitative point of view, we consider
also the classical model, with logistic correction. However, in such case, since the square root
is absent, if we rescale it, we end up with different adimensionalized variables and coefficients
than those used here. It is therefore imperative to return to the original dimensionalized
models, for this comparison, both for the classical model and for those introduced here.

Now, if we consider the classical Lotka-Volterra model with logistic correction for the
prey, i.e. (1) with mass action terms and in place of the square root interaction term, it
is easy to find its equilibria. In particular the coexistence point C, is feasible for pK > m
and in such case always stable. When unfeasible, the equilibrium (K, 0) takes its place,
via a transcritical bifurcation. The coexistence equilibria of the two models presented here,
respectively with loose prey and herd defense, in dimensional form are given by

2 2 2
E, = KL,p—I@ _mr . by = K(l_ﬂ)’pi[((l_ﬂ) )
mr + pgK’ m?2 mr + pgK mr/ m?2 mr
For the classical model and the model with loose hunting and prey group defense instead
the coexistence equilibrium reads, [1],

m T m ~ m2 mr m2
- (i0-5) B (EE(-2)
p’q pK p?’ pq P’K

To assess the population levels we need essentially to compare m and p, i.e. the preda-
tors’ mortality and predation efficiency. The ultimate prey population values of the latter
two models depend on model parameters that belong to predators and not on their repro-
ductive capabilities nor to the environment carrying capacity. When the predators instead
pack together, the prey equilibrium values at coexistence involve also their own intrinsic
characteristics. Still in the last two models if the predators’ hunting efficiency exceeds their
own mortality, m < p, the prey settle at a much lower value when gathering together for de-
fense purposes; the predators instead will reach a higher population value. On the contrary
for m > p the prey defensive strategy keeps them at higher numbers than when they behave
individualistically; the predators instead will have the opposite result, reaching lower values
when the prey use a defensive behavior, and higher ones with individualistic prey.
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The reverse situation occurs for pack hunting and herd defense. The ratio of the preda-

tors’ hunting efficiency p and their mortality m tells whether their population will ultimately
be larger than that of the prey. A similar result could hold for the model of pack hunting
coupled with loose prey, but the predators population at equilibrium depends on the prey
population squared. If the latter is smaller than 1 the conclusion is not immediate. At Fo
and at Eg the prey populations are given by a term in the bracket, smaller than 1, multiplied
by the carrying capacity, so that its value depends on K and may be large, most likely, but
also small. A population smaller than 1 is in fact not counterintuitive, since we can not
just count individuals, but also can measure the population by its weight. Depending on
the units chosen, the claim therefore makes sense.
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Abstract

In this work we solve Mathematical Programs with Complementarity Constraints
using the hyperbolic smoothing strategy. Under this approach, the complementarity
condition is relaxed through the use of the hyperbolic smoothing function, involving a
positive parameter that can be decreased to zero. An iterative algorithm is implemented
in MATLAB language and a set of AMPL problems from MacMPEC database were
tested.

Key words: complementarity constraints, hyperbolic smoothing, SQP

1 Introduction

Mathematical Programs with Complementarity Constraints (MPCC) is a subclass of more
general Mathematical Programs with Equilibrium Constraints (MPEC). These kind of con-
straints may come in the form of a game, a variational inequality or as stationary conditions
of an optimization problem. The main applications areas are Engineering and Economics
[1], [2], [3]- They are so widespread in this areas because the concept of complementarity is
synonymous with the notion of system equilibrium. They are very difficult to solve as the
usual constraint qualifications necessary to guarantee the algorithms convergence fail in all
feasible points [4]. This complexity is caused by the disjunctive nature of the complemen-
tarity constraints. They have been proposed some nonlinear approaches to solve MPCC,
starting with the smoothing scheme [5], [6], the regularization scheme [7], [8] the interior
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point methods [10], the penalty approaches [11], [12], [13] and the "elastic mode" for nonlin-
ear programming in conjunction with a sequential quadratic programming (SQP) algorithm
[14]. On this paper we present the hyperbolic smoothing strategy [15] and we apply it for
solving MPCC. The proposed method adopts a C* differential class function, in order to
overcome the difficulties on solving the complementarity constraints.

This paper is organized as follows. Next section defines the MPCC problem. Some optimal
issues are presented in Section 3. The hyperbolic smoothing technique and the MATLAB
algorithm are described in Section 4. Numerical experiments using the hyperbolic smooth-
ing algorithm are reported in Section 5. Some conclusions and future work are exposed in
Section 6.

2 Problem definition

We consider Mathematical Program with Complementarity Constraints (MPCC):

min f((a:))
st. ¢lz)=0,1€F,
ci(x) >0,i€el, (1)

0<zy Lxy >0,

where f and c are the nonlinear objective function and the constraint functions, respectively,
assumed to be twice continuously differentiable. E and I are two disjoined finite index sets
with cardinality p and m, respectively. A decomposition x = (g, z1,z2) of the variables is
used where 2o € R™ (control variables) and (1, 72) € R?¢ (state variables). The expressions
0<z Lxy>0:R% — R? are the ¢ complementarity constraints. One attractive way of
solving (1) is to consider its equivalent nonlinear programming formulation:

sit.  ¢(z)=0,i€E,
ci(x) >0,i€l, (2)
z1 >0, 22 > 0,
X1z <0,

where X7 is a diagonal matrix with x; as diagonal. On this formulation the complementarity
constraints are replaced by a set of nonlinear inequalities, such as x1;x9; <0, 7 =1,...,q,
enabling the use of standard NLP solvers to solve the complementary constraints.

3 Optimal issues

This section introduces some concepts related to stationarity and first order conditions.
The optimality concepts follow the development of [16] and the corresponding proves can
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be consulted in this work. Consider two index sets: X1, Xo C {1,...,q} with X; U Xy =
{1,...,q}, denoting the corresponding complements in {1,...,q} by Xi- e X5. For each
pair of index one define the relaxed NLP corresponding to (1):

st.  ¢i(r)=0,i€E,
ci(z)>0,i€el,
x1; =0, Vj € X3, (3)

z9; =0, Vj € X,
T > 0, Vj S Xg,
T2 > 0, Vj e X;.

Concepts like constraints qualification, stationarity and second order conditions of the
MPCC problem will be defined in terms of (3). The linear independence constraint qualifi-
cation, LICQ, is extended to MPCC that is MPCC-LICQ:

Definition 1. MPCC-LICQ Consider z1,22 > 0 and define: Xy = {j : z1; = 0}, Xo =
{j : 95 = 0}. The MPCC problem verifies the MPCC-LICQ at x if the corresponding (3)
verifies the LICQ.

If 2* is a local solution of (3) and satisfies 23725 = 0, then z* is also a local solution of

original MPCC.
There are several kinds of stationarity defined for MPCC problem. Among them, the
strong stationarity is the following one:

Definition 2. Strong stationarity z* is a strong stationary point if exist Lagrange multipliers
A, 71 and 7y so that:

Vi*=[V(),ie E : V(c),iellA—| v | =0,

c;=0,1€kF,

c; >0,i€el,

x] >0,

x5 >0, (4)
x’{j =0or xgj =0,

AN >0,iel,

ci)\i = 0,

.I‘le/)lj = 0,

Ct?;jl/jgj == 0,

if 27; = x3; = 0 then v4; > 0 and vp; > 0.
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Note that (4) are the first order optimality conditions of the problem (3) at z*. As
theoretical support, we summarized some known results concerning constraint qualifications
and first order optimality conditions of MPCC. Based on these ideas, a computational imple-
mentation of a hyperbolic smoothing strategy was developed. Details of the corresponding
hyperbolic smoothing algorithm are in next section.

4 Hyperbolic smoothing

They have been proposed several smoothing approaches, the most obvious smoothing analy-
sed by [9] is to replace Xjz2 < 0 by Xjz2 < €, and solve a sequence of NLPs, decreasing €,
to zero. Another similar approach studied by [7] is to gather the complementarity constraints
into a single constraint by zfzs < ;. Other alternative is to penalize the complementarity
constraints [12], solving a sequence of NLPs where the objective is modified as

min f(z) + ppa] 22
for a sequence of increasing penalty parameters p; > 0.

Another smoothing idea [6] is to replace the complementarity constraints by the smoothed
function,

Yu(@1), T25) = \/(ﬂflj — @2;)? +4p — w15 — w25 =0,

for j =1,...,q, where ;> 0 is a parameter that decreases to zero.
On this work we consider the following NLP:

min  f(x)
sit.  ¢(z)=0,i€E,
Cz(x) > 07 i€ Ia (5)
z1 >0, 22 > 0,
¢(x1,22) <0,
where ¢(z1,22) = (or(z11,221),...,907(T1q,T29)) is a vector and ¢, is the hyperbolic

smoothing function defined as follows:

1
pr(@1),225) = 5 <931j932j + 4/ (z1225)* + 7'2) :

for j =1,...,¢ and 7 — 0. An algorithm was implemented (Algorithm 1) to iteratively
solve problem (5) with 7 — 0. This algorithm has two iterative procedures, the inner one
is performed by fmincon routine from MATLAB Optimization toolbox, that uses the SQP
method.
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Algorithm 1 Hyperbolic smoothing
1: Take initial values xg, 7p > 0 and tolerances €1, €3.
2: for k=0,1,2,... do
3:  Solve the minimization problem (5) with xy, 7 obtaining zj.
4 if |[VL(2py1,--.)| < @ and ||z 25]| < ez then
5 STOP.
6: else
I8 Tl =TT, 0 <7 < 1.
8
9

end if
. end for

To evaluate the stop criterium in the algorithm, we consider the following equality in
the solution x*:

m D q
VL(x*,8,7,€) = Vf(2*) = Y 6iVei(a*) = Y uVei(a) + Y &V (z")
=1 =1

Jj=1

where for j =1,...,q and z € R™ we have

% 1 xl-xg-Vxl'x?
VwT,j($)=<V$1j$2j+ — |

2 V(@1we)? + 72

The Lagrange multipliers §,v and & are an output of the fmincon routine from MATLAB.
The tolerances used in the stop criterium are e = €5 = 10~%. The initial choices, 9 = 0.25
and r = 0.25 were considered. Next section reports the numerical results using 45 test
problems.

5 Numerical results

This section describes the numerical experiments with an implementation of the hyperbolic
smoothing scheme for problem (1). The computational experiments were made on a 2.26
GHz Intel Core 2 Duo with 8GB of RAM, MAC OS 10.6.8 operating system. The MATLAB
version used was 7.11.0 (R2010b). The fmincon routine is connected to the modeling lan-
guage AMPL [17] by a MATLAB mex interface and the test problems are from MacMPEC
database [18].

Table 1 reports the numerical results achieved by Algorithm 1, the first column indicates
the name of the test problem, from column 2 to 5, the problem dimensions are presented.
Column f* shows the final objective function value and column ||V L|| presents the norm of
the Lagrangian function of problem (5). The last three columns give information about the
performance of the algorithm. Column int presents the number of internal iterations per-
formed by the fmincon routine from MATLAB, column ext shows the number of external
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Problem n m P q fr VL int ext nfe
bard1l 5 3 1 3 17.000 1.781910e-15 63 10 661
bard3 6 2 3 1 -12.679 8.149116e-09 19 18 161
bardlm 6 3 1 3 17.000 9.949933e-16 40 10 480
bard2m 12 4 5 3 -6598.000 7.831440e-06 104 10 2076
bilevel2 16 9 4 8 -6600.000 5.560937e-05 229 11 5275
bilevel2m 16 9 4 8 -6600.000 5.560937e-05 229 11 5275
dempe 3 1 1 1 28.258 5.577955e-06 175 26 3952
desilva 6 2 2 2 -1.000 7.450581e-09 35 18 677
dfl 2 3 0 1 0.000 9.425165e-09 13 10 54
ex9.1.1 13 5 7 5 -13.000 1.159107e-15 27 20 419
ex9.1.2 8 2 5 2 -3.000 1.364484e-07 35 22 521
ex9.1.4 8 2 5 2 -37.000 4.322747e-15 22 17 229
ex9.1.5 13 5 7 5 -1.000 6.182457e-15 27 21 421
ex9.1.8 11 4 5 3 -3.250 4.965068e-16 23 19 311
ex9.1.10 11 4 5 3 -3.250 4.965068e-16 23 19 311
ex9.2.9 9 3 5 3 2.000 5.787607e-16 15 10 281
flp2 4 2 0 2 0.000 1.568440e-07 58 12 706
fip4-1 80 60 0 30 0.000 5.132135e-12 11 10 902
flp4-2 110 110 0 60 0.000 9.102046e-12 11 10 1232
fip4-3 140 170 0 70 0.000 7.670026e-12 11 10 1562
fip4-4 200 250 0 100 0.000 9.583691e-12 11 10 2222
incid-set1-8 118 54 50 49 0.000 1.147902e-14 15 11 1949
incid-set1c-8 117 61 49 49 0.000 1.288618e-07 14 10 1844
jrl 2 1 0 1 0.500 2.349058e-08 63 3 457
kthl 2 1 0 1 0.000 0 3 2 12
kth2 2 1 0 1 0.000 2.014697e-08 13 10 53
kth3 2 1 0 1 0.500 6.852287e-06 23 10 236
nashla 6 2 2 2 0.000 1.701382e-07 13 10 104
nashlb 6 2 2 2 0.000 2.359488e-07 16 10 187
nashlc 6 2 2 2 0.000 2.359719e-07 14 10 130
nashld 6 2 2 2 0.000 2.359995e-07 16 10 153
outrata3l 5 4 0 4 3.208 2.704044e-08 85 10 903
outrata32 5 4 0 4 3.449 2.823092e-08 139 15 3419
outrata33 5 4 0 4 4.604 6.415710e-07 144 12 2674
outrata34 5 4 0 4 6.593 4.768317e-07 172 17 2662
qpecl 30 20 0 20 80.000 1.055822e-14 13 10 416
scholtesl 3 1 0 1 2.000 5.176421e-08 107 10 2137
scholtes2 3 1 0 1 15.000 1.336380e-07 107 10 2137
scholtes3 2 1 0 1 0.500 2.279238e-07 36 11 380
scholtesb 3 2 0 2 1.000 7.377520e-06 223 10 1987
scalel 2 1 0 1 1.000 9.643328e-05 107 21 824
scale2 2 1 0 1 1.000 1.491230e-06 74 17 729
scale3 2 1 0 1 1.000 2.210586e-05 28 12 177
scaleb 2 1 0 1 100.000 7.805362e-05 43 11 422
sl 8 3 2 3 0.0001 3.266939e-08 13 10 157
stackelbergl 3 1 1 1 -3266.667 1.101177e-06 65 9 946

Table 1: Numerical results.

iterations and the last column reports the number of function evaluations. The solutions
obtained by Algorithm 1 are similar to the ones reported in MacMPEC database with good
accuracy.

6 Conclusions and future work

An iterative algorithm in MATLAB language to solve MPCC was implemented. The algo-
rithm aims to compute a local optimal solution joining the hyperbolic smoothing the SQP
strategy. The algorithm is still in an improvement phase but some conclusions can already
be taken: the promising numerical results present good accuracy of the solutions when com-
pared with the ones provided from the MacMPEC test problem database. As future work,
it is intended to test the method on large scale test problems and compare the hyperbolic
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smoothing strategy with others smoothing methods suggested in literature.

Acknowledgements

This work is funded by FEDER funds through Operational Programme for Competitiveness
Factors - COMPETE and National Funds through FCT - Foundation for Science and Tech-
nology in Project scope: FCOMP-01-0124-FEDER-022674. The work is also supported by
PEst-OE/MAT /UI4080/2011. The authors are very grateful to all the financial support.

References

1]

2|

13l

4]

[5]

[6]

7]

8]

19]

Z.Lvuo, J. PANG AND D. RALPH, Mathematical programs with equilibrium constraints,
Cambridge University Press, 1996.

M. FERRIS AND J. PANG, Engineering and economic applications of complementarity
constraints, SIAM Review 39 (1997) 669-713.

J. OuTrATA, M. KOCVARA AND J. ZOWE, Nonsmooth approach to optimization prob-
lems with equilibrium constraints, Kluwer Academic Publishers, Dordrecht, 1998.

X. CHEN, M. FLORIAN, The nonlinear bilevel programming problem: formulations, reg-
ularity and optimality conditions, Optimization 32 (1995) 193-209.

M. FUKUSHIMA, AND J. PANG, Convergence of a smoothing continuation method for
mathematical programs with complementarity constraints, Lectures Notes in Economics

and Mathematical Systems, Springer-Verlag 447 (1999) 99-110.

F. FACCHINEI, H. JIANG AND L. QI, A smoothing method for mathematical programs
with equilibrium constraints, Mathematical Programming 85 (1999) 107-134.

S. SCHOLTES, Convergence proprieties of a regqularization schemes for mathematical
programs with complementarity constraints, STAM Journal on Optimization 11 (2001)
918-936.

M. MONTEIRO AND H. RODRIGUES, Combining the reqularization strategy and the SQP
to solve MPCC — A MATLAB implementation, Journal of Computational and Applied
Mathematics 235 (2011) 5348-5356.

H.SCHEEL AND S.SCHOLTES, Mathematical programs with complementarity con-
straints: Stationarity, optimality and sensitivity, Mathematics of Operations Research

25 (2001) 1-22.

©CMMSE Page 1035 of 1797 ISBN: 978-84-616-2723-3



HYPERBOLIC SMOOTHING STRATEGY TO SOLVE MPCC

[10] RAGHUNATHAN, A. AND BIEGLER, L., Interior point methods for mathematical pro-
grams with complementarity constraints, CAPD technical report, Department of Chem-
ical Engineering, Carnegie Mellon University, June 2003

[11] X.Hu AND D.RALPH, Convergence of a penalty method for mathematical programs
with complementarity constraints, Journal of Optimization Theory and Application 123

(2004) 365-390.

[12] D.RALPH AND S. WRIGHT, Some proprieties of regularization and penalization
schemes for MPECs, Optimization Methods and Software 19 (2004) 527-556.

[13] M. MONTEIRO AND J. MEIRA, A penalty method and a reqularization strategy to solve
MPCC, International Journal of Computers Mathematics 88 (2011) 145-149.

[14] M. ANITESCU, On using the elastic mode in nonlinear programming approaches to math-
ematical programs with complementarity constraints, STAM Journal on Optimization 15
(2005) 1203-1236.

[15] A. XAVIER AND A.OLIVEIRA, Optimal Covering of Plane Domains by Circles Via
Hyperbolic Smoothing, Journal of Global Optimization 31 (2005) 493-504

[16] R. FLETCHER, S.LEYFFER, D. RALPH AND S.SCHOLTES, Local convergence of SQP

methods for mathematical programs with equilibrium constraints, SIAM Journal on Op-
timization 17 (2006) 259-286.

[17] R. FOURER AND B. KERNIGHAN, AMPL: A modeling language for mathematical pro-
gramming, Duxburg Press, Massachusetts, 1993.

[18] S. LEYFFER, MacMPEC AMPL collection of mathematical programs with equilibrium
constraints, http://wiki.mcs.anl.gov/leyffer /index.php/MacMPEC

©CMMSE Page 1036 of 1797 ISBN: 978-84-616-2723-3



Proceedings of the 13th International Conference
on Computational and Mathematical Methods

in Science and Engineering, CMMSE 2013
24-27 June, 2013.

A Batched Cholesky Solver
for Local RX Anomaly Detection on GPUs

J. M. Molero!, E. M. Garzén!, I. Garcia?, E.S. Quintana-Orti® and
A. Plaza*

L' Department of Informatics and Agrifood Campus of International Ezcellence (CEIAS),
University of Almeria, SPAIN

2 Department of Computer Architecture, University of Mdlaga, SPAIN
3 Department of Engineering and Computer Science, Universidad Jaime I, SPAIN
4 Hyperspectral Computing Laboratory, University of Extremadura, SPAIN

emails: jmp384Qual.es, gmartin@ual.es, igarciaf@uma.es, quintana@icc.uji.es,
aplaza@unex.es

Abstract

We investigate the problem of simultaneously solving thousands of dense linear sys-
tems of moderate size via the Cholesky factorization on Graphics Processing Units
(GPUs). We propose the concept of a batched solver to calculate hundreds of different
and independent Cholesky, thus addresing the corresponding linear systems concur-
rently. This problem arises, among others, in the context of anomaly detection in
hyperspectral images, an important task for Earth observation data exploitation. The
approach studied for this purpose is the local version of the well-known RX (Reed-Xiaoli)
algorithm (LRX), which applies the same concept as the original RX to a local sliding
window centered around each image pixel. LRX has a very high computational cost
and can be expressed in terms of batched solvers which are evaluated in this application
context.

Key words: Batched Cholesky solver, GPU computing, anomaly detection, remote
sensing, RX algorithm.
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1 Introduction

The Cholesky factorization is a well-known method for the numerical solution of linear sys-
tems of equations when the coefficient matrix is symmetric and positive definite (SPD) [1].
Blocked implementations of this method are available from the LAPACK library', or the
MKL library?, while MAGMA? includes a hybrid CPU-GPU implementation of this fac-
torization. All these implementations are designed to accelerate the calculation of a single
Cholesky factorization, being specially tuned to deal with very large dense matrices.

On the other hand, there are applications which require a different computation scheme,
where it is necessary to solve many independent linear systems of small-to-moderate dimen-
sion. The linear algebra operations related to this particular context are often referred to as
batched [3]. Two parallel levels can be exploited in this kind of solvers: (1) the parallelism of
the standard solver, which is constrained by the data dependencies and the size of the local
problem; and (2) the concurrency intrinsic to the solution of multiple linear systems. Very
few references address the parallel implementation of batched solvers on GPUs [4]. In this
work, we develop a CUDA version of the Batched Cholesky Solver (hereafter, CuBCholS) for
NVIDIA GPUs [5,6], describing the major implementation details and performing an exper-
imental evaluation on an NVIDIA GeForce GTX 680 GPU, for the matrix cases encountered
in the field of remotely sensed hyperspectral image processing. This field is characterized by
the availability of remotely sensed images with hundreds of different channels (correspond-
ing to different wavelengths, typically in the visible and near infra-red part of the spectrum)
for the same area on the surface of the Earth. These data open tremendous possibilities
from the viewpoint of remote Earth observation, but these come at the expense of very high
computational cost that can be addressed using specialized architectures.

2 Batched Cholesky Solver on GPU

Given a SPD matrix A € R™*", the Cholesky factorization computes the decomposition
A= LL", where L € R™ " is lower triangular and directly yields the solution to the linear
system Ax = b via two simple triangular system solves [1,7].

In this work, our interest focuses on scenarios where it is necessary to solve thousands
of dense SPD linear systems of moderate dimension (concretely, 50 < n < 500) using
the Cholesky factorization. Therefore, the global problem has a high computational load,
clearly asking for the adoption of high performance platforms. In this paper, we propose a
batched implementation to solve these systems on GPUs (CuBCholS). For this purpose, we
develop a tiled algorithm that leverages the computational resources of the GPU, comput-

"http://www.netlib.org/lapack/
2http://software.intel.com/en-us/articles/intel-math-kernel-library-documentation
3http://icl.cs.utk.edu/magma,/
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ing hundreds of independent linear systems simultaneously. Two levels of parallelism are
exploited by CuBCholS on GPU: (1) internally, each system can be decomposed into a series
computations (tasks) with dependences among these tasks; and (2) externally, the compu-
tation of the linear systems can be performed independently. According to this scheme, in
our GPU implementation of the Cholesky method, each CUDA block computes a Cholesky
factorization and solves the corresponding system. In this context, we optimize these linear
algebra operations taking into account the use of the resources of a single CUDA block.
Moreover, the set of blocks solves the systems associated to CuBCholS, efficiently exploiting
the resources of the GPU platform.

3 Local RX based on CuBPOTRF

In this work, we consider the local RX algorithm as a case study for CuBCholS. This ap-
proach [9-11] is specially suited for local anomaly detection in hyperspectral images as, for
each pixel x, the LRX filter is computed independently using a square window of size k X k,
centered at pixel x. Consequently, the filter is defined by:

SERX (x) = xTRox (%) ', (1)

where R is the correlation matrix and x is the hyperspectral pixel (a vector of dimension
equal to the number bands, B, of the hyperespectral image, typically in the order of a
couple hundreds).

Bearing in mind the previous descriptions, three stages can be identified in the LRX al-
gorithm for every pixel of the image (x): (1) evaluation of the correlation matrices Ry x(x);
(2) computation of the intermediate vector y(x) = R™!x; (this stage can be expressed in
terms of the batched Cholesky solver as, for every pixel, a system of dimension B is in-
volved;) and (3) computation of the output filter §(x) = x”y. Stages 1 and 2 exhibit a high
computational cost when LRX is applied to a real hyperspectral scene. The acceleration of
Stage 1 in GPUs has been described in [12], while our focus here is on Stage 2.

4 Experimental Evaluation

Our evaluation of CuBCholS is carried out on a computing platform equipped with an
Intel Xeon E5640 (2.67 GHz) multicore processor with 12 GB of RAM memory. The
GPU connected to the system is an NVIDIA GeForce GTX 680 GPU (GK104 “Kepler”
architecture) [8], with 8 multiprocessors and 192 cores per multiprocessor (for a total of
1536 cores), clock rate of 1.06 GHz, and 2 GB of global memory.

In order to evaluate the performance of CuBCholS, we have considered a real hyper-
spectral data set, which was collected in the framework of the HY perspectral Digital Image
Collection Experiment (HYDICE). The original scene [13] consists of 64 x 64 pixels and
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Table 1: Computing time (in milliseconds) for the most important stages of LRX, processing
a line of the real hyperpectral scene (HYDICE) using different number of spectral bands.

Bands | Cholesky + Solver (CPU)  CuBCholS (GPU) SpeedUp
64 23.4 6.9 3.3 X
128 104.9 13.6 7.7 X
160 147.2 21.7 6.7 x
169 153.6 25.2 6.1 x

B=169 bands, but we defined several tests with different number of bands, from 64 to 169,
for our experiments. As a preliminary study, Table 1 shows the cost of processing a single
line (64 pixels) of the image. Although this time is small, the speed-up obtained with the
GPU illustrates the benefits of routine CuBCholS.

5 Conclusions

This work provides a new batched GPU implementation that is especially appropriate to
handle hundreds of small to moderate dense SPD linear systems. In our approach, we map
an independent Cholesky factorization and the corresponding linear system solver to an
entire GPU CUDA block. This routine is applied and evaluated in the context of anomaly
detection in hyperspectral images via the LRX algorithm, and preliminary results show the
advantage of this routine in terms of performance, even with small test images of reduced
dimensions. While the batched solver is tailored to suit the special needs of hyperspectral
image processing, our approach carries beyond this particular application, and we believe
that it is also valid for other batched applications.
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Abstract

This talk is based on an article written by the authors that has appeared in the Jour-
nal of Algebra [14]. In [10] we developed two methods for constructing codes and designs
from finite groups. In this paper we apply the Method 1 to the sporadic simple group Ru
of Rudvalis and study the binary codes C,, (where n € {1755,1756,2304,2305,4059}),
defined by the rank-3 primitive permutation representation of degree 4060 on the cosets
of the Ree group 2p,(2). These codes are obtained from the row span of the inci-
dence matrices of the designs defined by the union of the orbits of 25, (2). We prove
that dim(Ci7s6) = 29, dim(Cas04) = 28, Ci756 D Casos and Ru acts irreducibly on
02304. Furthermore we have 01755 = 02305 = 04()59 = V4060(F2)7 Aut(D1755) =
Aut(D1756) = Aut(D2304) = Aut(D2305) = Aut(01756) = Aut(02304) = Ru while
Aut(D4059) = Aut(C'1755) = Aut(02305) = Aut(C4059) = S4060~ We also determine the
weight distribution of Ci756 and Ch3p4 and that of their duals. For each word w; of
weight [, in the codes Cr,,,, or Cazos We determine the stabilizer (Ru),,, and some
primitive designs held by particular codewords.

Key words: Design, Code, Sporadic Simple Group, Rudvalis Group, Primitive Per-
mutation Representation
MSC 2000: AMS codes (05E20, 94B25, 20D08)

1 Introduction

The simple group Ru of Rudvalis is one the 26 sporadic simple groups. It has a rank-
3 primitive permutation representation of degree 4060 which can be used to construct a
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strongly regular graph I' with parameters v = 4060, k = 1755, A = 730 and p = 780
or its complement a strongly regular r = (4060, 2304, 1328, 1280) graph. The stabilizer
of a vertex u in this representation is a maximal subgroup isomorphic to the Ree group
2r,(2) producmg orbits {u}, A1, Ay of lengths 1, 1755, and 2304 respectively. The regular
graphs T, [,TR TR TS are constructed from the sets Ay, Ao, {u} U Ay, {u} UAs, and
A1 U Ay, respectively. If A denotes an adjacency matrix for I" then B = J — I — A, where
J is the all-one and I the identity 4060 x 4060 matrix, will be an adjacency matrix for
the graph [ on the same vertices. We examine the neighbourhood designs D755, D1756,
Da304, Da3os and Dyps9 and corresponding binary codes Ci7s5, Ci7s6, Cosoa, Cosos, and Cygsg
defined by the binary row span of A, A+ I, B, B+ I and A + B respectively. Note that
A+ I and B + I are adjacency matrices for the graphs FR,fR obtained from I' and f,
respectively, by including all loops, and thus referred to as reflexive graphs. Since I'Y is the
complete graph on 4060 vertices, we do not need to use Ru to construct it. Also clearly
Aut(I'¥) = Aut(Dyos9) = Aut(Cyos0) = Sio60- So throughout the paper we omit discussions
on FS, D4059 and 04059.

In the theorem given below, we summarize our results; the specific results relating to
the codes are given as propositions and lemmas in the following sections.

Theorem 1 Let G be the simple Rudvalis group Ru and T, f, FR,fR be the regular graphs
defined by the union of the orbits of 2p,(2), and C; where i € {1755,1756,2304,2305} be the
codes defined by the binary row span of their adjacency matrices. Then

(i) Aut(D1755) = Aut(D1756) = Aut(92304) = Aut(Dgggg,) = Aut(01756) = Aut(02304) =
Ru.

(i1) dim(Ci7s6) = 29, dim(Cazpa) = 28, Ci7s6 D Casgoa and Ru acts irreducibly on Cagpy.
(iii) Ci7s5 = Cazos = Vaoeo(F2).
(IV) Aut(C'1755) = Aut(C'2305) = 84060-

Note that Theorem 1 (i) implies that Aut() = Aut(I'®) = Aut(T') = Aut(T'F) =
Ru. The proof of the theorem follows from a series of lemmas in Sections 7, 6, 8, and 9
respectively. We will show that the codes Ci756 and Casoq are of types [4060, 29, 1756]2 and
[4060, 28, 1792]2, respectively. Moreover,

Crs6 = (C2304,3) = Cazoa U{w + 3 : w € Cazoa} = Caz04 ® (7),

where 7 denotes the all-ones vector. Let W, denote the set of all codewords of C75¢ of weight
[ and let A; be the size of Wi, that is |W;| = A;. Then clearly W; + {3} = Wio60—1 C Ci756
and |[W;| = A; = [Waoeo—1| = As060—i- We find the weight distributions of C1756 and that of
C9304. The structure of the stabilizers (Ru),,, for all nonzero weight I, where w; € Ci7s6 is
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a codeword of weight [ (see Table 4) is determined in Section 9. The weight distributions
and the structures of the stabilizers (Ru),, for Cazps follows clearly from those of Ci7s6.

The paper is organized as follows: after a brief description of our terminology and
some background, Section 5 outlines the construction of graphs, designs and codes, and in
Sections 6, 7, 8, and 9 we present our results.

2 Terminology and notation

Our notation will be standard, and it is as in [1] and ATLAS [4]. For the structure of groups
and their maximal subgroups we follow the ATILAS notation. The groups G.H, G : H, and
G'H denote a general extension, a split extension and a non-split extension respectively.
For a prime p, the symbol p™ denotes an elementary abelian group of that order. If p is an
odd prime, pf% and p!™2" denote the extraspecial groups of order p**2" and exponent p
or p? respectively.

Terminology for graphs is standard: the graphs, G = (V, E) with vertex set V' and
edge set F, are undirected and the degree of a vertex is the number of edges containing
the vertex. A graph is regular if all the vertices have the same degree; a regular graph is
strongly regular of type (n, k, A, p) if it has n vertices, degree k, and if any two adjacent
vertices are together adjacent to A vertices, while any two non-adjacent vertices are together
adjacent to p vertices. A rank 3 graph is a graph that admits an automorphism group
which is transitive on the vertices, edges, and nonedges. Note that any rank 3 graph is
a strongly regular graph. The converse is not always true. The complementary graph
of a strongly regular graph with parameters (n,k, A, 1) is a strongly regular graph with
parameters (n,n — k — 1,n — 2k + pu — 2,n — 2k + \). The neighbourhood design of a
regular graph is the 1-design formed by taking the points to be the vertices of the graph
and the blocks to be the sets of neighbours of a vertex, for each vertex. The code of a
graph I' over a finite field F' is the row span of an adjacency matrix A over the field F,
denoted by Cr(I') or Cp(A). The dimension of the code is the rank of the matrix over
F, also written rank,(A) if F' = F,, in which case we will speak of the p-rank of A or T,
and write Cp(I'), Cp(A) or simply Cr for the code. A connected strongly regular graph
has diameter 2. If v and w are vertices of a connected strongly regular graph I' such
that d(v,w) = i, i = 0,1,2, then the number p;; of neighbors of w whose distance from
vis j, 7 = 0,1,2, are the intersection numbers of I'. The 3 x 3-matrix with entries p;;,
1,7 =0,1,2, is called the intersection matriz of I'. The weight enumerator of Cr is defined
as Wep(z) = Y, Aja?, where A; denotes the number of codewords of weight i in Cr.
The dual code Cp™ is the orthogonal complement under the standard inner product (),
ie. Crt = {v € F"|(v,¢) = 0 for all ¢ € Cr}. A code Cr is self-orthogonal if Cr C Cpt
and it is self-complementary if it contains the all-one vector. The all-one vector will be
denoted by 1, and is the constant vector of weight the length of the code. A binary code
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Cr is doubly-even if all codewords of Cr have weight divisible by four. Two linear codes
of the same length and over the same field are isomorphic if they can be obtained from
one another by permuting the coordinate positions. An automorphism of a code Cr is an
isomorphism from Cr to Cr. The automorphism group will be denoted by Aut(Cr).

3 Preliminary results

The designs and codes in this paper come from the following construction, described in [7,
Proposition 1] and corrected in [9]. See also [8]:

Result 2 Let G be a finite primitive permutation group acting on the set ) of size n. Let
a € Q, and let A # {a} be an orbit of the stabilizer G, of a. If B ={A9 | g € G} and,
given § € A, &€ = {{a,6}9 | g € G}, then D = (Q,B) forms a symmetric 1-(n, |Al,|A|)
design. Further, if A is a self-paired orbit of G, then I' = (2,&) is a reqular connected
graph of valency |A|, D is self-dual, and G acts as an automorphism group on each of these
structures, primitive on vertices of the graph, and on points and blocks of the design.

In fact one can use any union of orbits of a point-stabilizer in this construction, and this is
the approach that we will adopt in the paper. The above construction has been applied by
the authors to various sporadic groups, for example see [11], [12] and [13].

4 The Rudvalis group Ru

In this section we give a brief but complete overview of the Rudvalis group Ru. For more
information on the Rudavlis group we refer the reader to [4, p.126] or [17, Section 5.9.3].
The simple group Ru of Rudvalis is the automorphism group of a certain 28-dimensional
lattice over Z[i]. There is a monomial group of type (2°:U3(3)):2 = 26 - Go(2) which may
be constructed by taking the 28 non-zero isotropic vectors in a unitary 3-space over Fy.
The square of a non-zero element a € Fy is a fourth root of unit which can be lifted to the
complex number al?) = 41 or +i. The Rudvalis group can be described as the automorphism
group of a regular graph T of degree 1755 or I of degree 2304 on 4060 vertices. The vertex
stabilizer is 2, (9), and in the degree 1755 case the stabilizer of a pair of non-adjacent vertices
is L2(25)-22. The stabilizer of an edge is a non-maximal subgroup isomorphic to 21746.5.4
contained in the centralizer of an involution of shape 2'*t4+6S5. The orbit of length 1755
corresponds to the points of generalized octagon for 2, (). Two points are joined in the
graph when they are perpendicular in the 26-dimensional natural representation of 2p, (2). In
the degree 2304 case, the vertices of the graph are the minimal vectors considered modulo the
unit scalar factors 1, +i. These have norm 4; a vertex is joined (inner product +1, or =i)
to 2304 others or is disjoined (orthogonal) to the remaining 1755. Four mutually orthogonal
vertices form a quartet if any further vertex orthogonal to three of them is orthogonal to
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the fourth. Modulo 1 + i the lattice yields a 28-dimensional orthogonal representation over
5 in which many of the vector stabilizers are maximal subgroups.

Result 3 (Wilson [16]) The Rudvalis simple group Ru has just fifteen conjugacy classes of
mazimal subgroups, as follows:

(A) Four classes of 2-local subgroups:

2. 24465, 23+8:15(2), (25:U3(3)):2, (22 x Sz(8)):3.

(B) Four classes of odd-local subgroups:

3Ag - 22, 5, 112:[2%], 5:4 x As, 5%:4S55.

(C) Seven classes of non-local subgroups:

Ag- 2%, Ag, Lp(25)- 22, La(29), L2(13):2, Us(5):2, 25,(9).

The primitive representations referred to in Result 3 are listed in Table 1. The first
column gives the ordering of the primitive representations as given by Magma [2], [3] (or
the ATLAS [4]) and as used in our computations; the second gives the maximal subgroups;
the third gives the degree (the number of cosets of the point stabilizer);

’ No. ‘ Max. sub. ‘ Deg. H No. ‘ Max. sub. ‘ Deg. ‘

1 2p,(2) 4060 9 Ly(29) 11980800
2 (2°:U33):2 | 188500 | 10 52:4.5; 12160512
3 | (22xS,(8)):3 | 417600 | 11 | 3 A¢2% | 33779200
4 | 23%8:L5(2) | 424125 | 12 | 5.1F2%[2°] | 36481536
5 Us(5):2 579072 || 13 | Lo(13):2 | 66816000
6 2:2416. 55 593775 || 14 Ag'2° 101337600
7 L2(25)-22 | 4677120 || 15 | 5:4 x A5 | 121605120
8 As 7238400

Table 1: Maximal subgroups of Ru

5 The graphs, designs and codes

Observe from Result 3 and Table 1 that there is just one class of maximal subgroups
of Ru of index 4060. The stabilizer of a vertex w in this representation is a maximal
subgroup isomorphic to 2, (z), producing orbits {u}, A1, and Ay of lengths 1, 1755 and 2304
respectively. The regular graphs I',T'F, f,fR are constructed from the sets Ay, {u} U Ay,
Ay and {u} U Ag, respectively. Notice that the orbit containing a single element, has been
omitted, as it would produce a trivial design. The binary codes Ci755, Ci7s6, C2304, C2305
whose properties we will be examining are obtained as described below.
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e The rows of an adjacency matrix A for I' give the blocks of the neighbourhood de-
sign of I' which we will denote Dj755. Notice that Dirs5 is a self-dual symmetric
1-(4060, 1755,1755) design. We write C755 to denote the binary code spanned by the
rows of D1755.

e From the rows of an adjacency matrix A + I of the reflexive graph I'" we obtain the
self-dual symmetric 1-(4060, 1756, 1756) design D175, and the binary code C7s6.

e The rows of an adjacency matrix B for r yield the neighbourhood 1-(4060, 2304, 2304 )
design Dasgq. This is a self-dual symmetric design, and the binary row span of gives
the code Cagpg.

e From the rows of an adjacency matrix B + I of the reflexive graph 'R we get the
self-dual symmetric 1-(4060, 2305, 2305) design Da3p5. We write Ca305 to denote the
binary code of Dasps.

The Rudvalis group Ru acts on each of these graphs, designs and codes and it is always
the full automorphism group. In the sequel, when necessary we will use the graphs and
their corresponding designs interchangeably. This will be noticed for example in the proofs
of Lemma 6 and Lemma 8. In Sections 6, 7, 8 we deal with these designs and respective
binary codes.

6 Designs D755 and Dogps

In Lemma 4 below we examine the properties of the designs D;, and of their binary codes
C; spanned by the rows of the incidence matrices of each D;.

Lemma 4 Let G be the Rudvalis group Ru and D; and C; where i € {1755,2305,4059} be
the designs and binary codes constructed from the primitive rank-3 permutation action of G
on the cosets of 2p,(2). Then

(i) Aut(Di7s5) = Aut(Dasos) = Ru and Di7s5 is the unique point-primitive and flag-
transitive symmetric design on 4060 points.

(ii) Cirss = Ca305 = Vaoso(F2).
(iii) Aut(01755) = Aut(C'2305) = S4060-

Proof: (i) The definition of © and B emerges from Result 2, and from this it is clear
that G C Aut(Dirs5). It follows from Result 2, and also from the Atlas [4, p.126] that

G acts primitively on both € and B of degree |Q2] = |B| = 4060, and the stabilizer of a
vertex u (point) has exactly three orbits in Q. Hence G, fixes setwise each of {u}, A;
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and Q\ (A; U {u}) = Ay and these are all possible G,-orbits. This shows that Di7s5
is a point primitive, symmetric 1-design. It remains to show that G = Aut(Dj755). Now
G C Aut(Di755) C Sa060, s0 Aut(Di7s55) is a primitive permutation group on 2 of degree
4060. Moreover, Aut(Di755), must fix A; setwise, and hence Aut(Di7s5), also has orbits
of lengths 1, 1755, and 2304 in €. The only primitive group of degree 4060, such that
Aut(D1755)y can have orbit lengths 1, 1755, and 2304 is Ru, see [6, Theorem 18]. Hence
G = Aut(D1755). Since D2305 = 151755, we deduce that Aut(D2305) = Aut(D1755) = Ru.
Recall that there is a unique class of maximal subgroups of Ru of type 2p,(2). Now, given a
subgroup K in that class, its normalizer is twice bigger in Ru, meaning that there are exactly
two subgroups 2, (o) that contain K, and so we derive a contradiction. Thus, we conclude
that there is a unique 1-(4060, 1755, 1755) symmetric design invariant under Ru, and since
the block stabilizer acts transitively on the points of the block the claim on flag-transitivity
holds.

(ii) For p = 2, the row span of Di755 and Dasps, respectively, yield the full space
‘/2;060(F2). That is

Chrss = Ca305 = Vaoeo(F2).

(111) Since Aut(V4060 (FQ)) == 84060, we have

Aut(Ci7s5) = Aut(Casos) = Si060-

7 The code of the graph I'”

The rows of an adjacency matrix A + I for the reflexive graph I' give the blocks of the
design Di7s6. In Lemma 5 we determine the automorphism group of this design, and in
Lemma 6 we examine some of the properties of its binary code Cy7sg.

Lemma 5 For Ru of degree 4060, the automorphism group of the graph T'® or design
Di7s6 s a non-abelian finite simple group of order 145926144000. Moreover this group is
isomorphic to the simple sporadic group Ru.

Proof: This follows readily by computations with Magma. O

Lemma 6 The group Ru is the automorphism group of the [4060,29,1756]2 code C756 0b-
tained from D17s6. The code Ci7s6 is self-orthogonal doubly-even. Its dual is a [4060, 4031, 4]2
code. Moreover, 3 € Cyrsg.
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Proof: It is clear that the rows of the adjacency matrix of I' generate Ci756 (this is
also the case if we regard the adjacency matrix for I''* as the incidence matrix for the 1-
(4060, 1756, 1756) design Di756 and by Lemma 5 we have Aut(D1756) = Ru. Furthermore,
direct calculations reveal that |Aut(Di756)| = |Aut(Ci7s6)], thus we have Aut(Ci756) = Ru.
Now, using the fact that the block size of Dy7s¢ is divisible by four, i.e. 1756 = 0 (mod 4)
and that all block intersection numbers are even (in fact two distinct blocks intersect either
in 780 or 732 points), we have that the design Dy756 is self-orthogonal. Thus, the rows of
the block-point incidence matrix of D756 span a self-orthogonal binary code of length 4060
namely C17s6. Since the incidence vectors of the blocks of the design span the code, and
the vectors have weight 1756, we deduce that Ci756 is doubly-even. In fact Magma gives
the weight enumerator which is listed below.

4060 '™ 4 188500 272 + 417600 21820 + 4677120 2'9°2
33779200 2% + 38001600 z'%%* + 95597775 22012
95769600 2216 + 95769600 22°** + 95597775 22048
38001600 2276 + 33779200 22°%° + 4677120 22108

417600 2240 4+ 188500 22268 + 4060 22304 4 21069,

WCI?SG =1

+ o+ o+ + o+

Notice that there are 4060 codewords of minimum weight 1756 in Ci756. Thus, the
incidence matrix of Div56 is determined by the set of all minimum weight codewords up
to a column permutation. In addition note that the blocks of Di75¢ are of even size, so 3
meets evenly every vector of Ci756, and thus 7 € Ci756~. From computations with Magma
we deduce that the sum (modulo 2) of all rows of the generator matrix for the code is
the all-one vector, hence 3 € Ci7s6. That Ci7s6 has minimum weight 4 was found using
Magma. The full weight distribution can be obtained. Notice that wsoe0 = 7 € C1i756 and
that (g) is an 1-dimensional Ru—invariant subspace of Cy756. Also Aype0—; = [{w; +7: w; €
Ci7s6}| = [{wy - w; € Ci7s6}| = A;j. Direct calculations show that dim(Ci7s6) = 29 (it will
be shown in Lemma 8 that Ci756 2 Ca304, and that Ci7sg is in fact Cag04 adjoined by the
all-one vector), and hence Cj7s56 is a [4060, 29, 1756]2 code. O

Remark: Notice that the minimum weight 1756 of Ci756 is the valency of the graph I',
thus the minimum weight codewords are precisely the rows of the adjacency matrix A + I.

8 The code of the graph r

The rows of an adjacency matrix B for the graph r gives the blocks of the neighbourhood
design Dazgq. In Lemma 7 below we determine the automorphism group of this design.
Further, in Lemma 8 we examine the properties of its binary code Ca304.
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Lemma 7 For Ru of degree 4060, the automorphism group of the design Dasps is isomor-
phic to the group Ru.

Proof: Since Doggy = b1756, we have Aut(D2304) = Aut(’bl756) = Aut(D1756). Now the
proof follows from Lemma 5. O

It should now be clear that an adjacency matrix for the graph [ is also an incidence
matrix for the neighbourhood design Ds3p4. The reader will notice that in the sequel we use
either structures interchangeably. We will see an instance of this interplay in the proof of
Lemma 8 where we examine the binary code Ca394 = [4060, 28,1792]2 spanned by the rows
of the adjacency matrix of the graph I. In that lemma we establish some of the properties
of Caszp4, and show that this code is in fact the unique irreducible 28-dimensional module
invariant under the Rudvalis group.

Lemma 8 The group Ru is the automorphism group of Casos. The code Cagpq is self-
orthogonal doubly-even, with minimum weight 1792. Its dual is a [4060, 4032, 4]5. Moreover,
Ru acts irreducibly on Casos as an Fa-module, Caz04 C Ci756, and Aut(Cas04) = Ru.

Proof: We will use the strong regularity of T to show that the code Ca304 is self-orthogonal.
Notice first that Cy3p4 is obtained from the strongly regular graph I' with parameters
(4060, 2304, 1328,1280) and intersection matrix

0 1 0
2304 1328 1280
0 975 1024

It can be seen from Figure 1 below that if we fix a vertex v in T we can divide the
remaining vertices into two sets, namely I” of size 2304 and I of size 1755, with I being
the set of vertices adjacent to v, and I the set of vertices non-adjacent to v. Now, from the
second column of the above matrix we deduce that each vertex in I is adjacent to v and
to 1328 other vertices in 1", thus to 975 vertices in I/ while from the third column shows
that a vertex in I is adjacent to 1280 vertices in I”, and so to 1024 vertices in I'”. The
structure of the graph and the orbit joins are summarized in the following diagram.

Figure 1: Number of joins between orbits of a stabilizer

The valency 2304 ensures that generating codewords have length zero (mod 2) and the
1328 and the 1280 ensure that (i) any two generating codewords have an even number of
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non-zero entries in common, and (i) that any two generating codewords are orthogonal to
one another. Hence Coagg4 is self-orthogonal, and since all non-zero codewords have weights
divisible by 4, it follows that Cssgq is doubly-even. Moreover, the blocks of Dasgq are of
even size, so 7 meets evenly every vector of Co3p4, 80 3 € Cas0a~. It can be deduced from [5,
Section 3] that the 2-rank of I' is 28, and so the dimension of Ca304 follows.

We used Magma to calculate the weight enumerator of Cy304 which is as follows:

Wegos =1+ 188500 '™ 4 4677120 2% + 38001600 z'***
+ 95769600 2*'° + 95597775 224 4- 33779200 270
+ 417600 2°**0 + 4060 2%,

Finally, notice that the 2-modular character table of the group Ru is completely known
(see [15]) and it follows from it that the irreducible 28-dimensional Fo-representation is
unique. Moreover, 28 is the smallest dimension for any non-trivial irreducible Fo-module
invariant under Ru. Using the above weight distribution, we can easily see that Cozg4 does
not contain a invariant subspace of dimension 1. If Cs394 were reducible, it would contain
an invariant irreducible subspace E of dimension d where 1 < d < 27, which is not possible.
Hence Ch3g4 is irreducible and must be isomorphic to the 28-dimensional Fo-module on
which Ru acts irreducibly. Further, notice that D756 is the complement of Da3p4, so the
inclusion follows as C'1756 is Ca304 adjoined by the 7 vector. Finally we can also use this fact
to show that Aut(Ca304) = Ru. Clearly Ru sits in Aut(Cas04). If @ € Aut(Casp4), then since
Oé(_]) =7 and 01756 = <02304,]>, we have a € Aut(01756). So that Aut(C’2304) g Aut(01756).
Now, order arguments and Lemma 6 show that Aut(Ca304) = Ru. O

9 Stabilizer in Ru of a word w; of weight ¢

Due to symmetry (since 3 € Cirs6) we will only consider the action of Ru on the code
C9304. In fact, the structures of the stabilizers of the codewords of C75¢ can be described
by means of the stabilizers of the codewords of Cy304. Thus, let w; be a word of weight ¢ in
C2304, in this section we determine the structures of (Ru),, i.e, the stabilizers of w; in Ru.
These are listed in Table 3. Also, for each w;, we take the support of w; and orbit its image
under the action of G = Ru to form the blocks of the 1 — (4060, ¢, k;) designs D,,,, where
ki = |(w;)%| x 1d5. Information on these designs is listed in TABLE 4.

Proposition 9, which follows, deals with the action of Ru on the words of Cazg4. Since
Ru acts as an automorphism group of Cs3p4 we consider this action and determine the
structure of (Ru),, where ¢ is in L, with L as defined below.

Let L = {1792,1952,2080,2240, 2304} and L = {1984, 2016,2048}. For i € L UL we
define W; = {w; € Coszpq | wt(w;) = i}, with wt(w;) denoting the weight of the word wj,
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and let |W;| = |A;|. We show in Proposition 9 that (Ru),, is a maximal subgroup of Ru,
for all ¢ € L. Also, for w; € W; we take the support of w; and orbit that under Ru to form
the blocks of the 1-designs D,,,. We show that Ru acts primitively on D,,,, for all ¢ € L.

Proposition 9 Let i € L and w; € W;. Then (Ru)y, is a mazimal subgroup of Ru. Fur-
thermore Ru is primitive on D, for each i.

Proof: Let i € L with L is a described above. Our computations show that w;®" = W;.
Therefore each W; forms an orbit under the action of Ru and thus Ru is transitive on each
W;. For w; € W; we construct (Ru),, as a permutation group inside Ru. Furthermore, we
determine its structure by computing its composition factors. We deduce that for ¢ € L we
have (Ru)w, € {2p,(2), (2°:U3(3):2), (2% % 5.(8)):3, La(25):2%, 3'Ag-2%}. By the transitivity
of Ru on the code coordinates, the codewords of W; form a 1-design D,,, with A; blocks.
This implies that Ru is transitive on the blocks of D,,, for each w; and since (Ru),, is a

k3

maximal subgroup of Ru, we deduce that Ru acts primitively on D,,,. O

Remark: Note that if i € L and w; € W;. Then (Ru),, is not necessarily a maximal
subgroup of Ru. In Table 3, for i = 1984 we have (Ru)uy,qs, = 2°:A5 which is not a maximal
subgroup Ru.

10 Observations

(i) In Table 3 the first column represents the words of weight ¢ and the second column
represents the stabilizer in Ru of a codeword w; of W;. In the final column we test the
maximality of (Ru),, in Ru.

Table 3

Stabilizer in Ru of a word w;
i (Ru)w, Maximality
1792 (2°: U5(3):2) Yes
1952 L»(25)-22 Yes
1984 20: A5 No
2080 3-Ag-22 Yes
2240 (2% x S2(8)):3 Yes
2304 2F,(2) Yes

(ii) In Table 4 the first column represents the words of weight ¢ and the second column
gives the structure of the designs D,,, which were defined in Section 9. In the third column
we list the number of blocks of D,,,. We test the primitivity for the action of Ru on D,,, in
the final column.
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Table 4
1-designs D,,, from Ru
) D, No. of blocks  Primitivity
1792 1-(4060, 1792, 83200) 188500 Yes
1952  1-(4060, 1952, 2248704) 4677120 Yes
1984  1-(4060, 1984, 18570240) 38001600 No
2080  1-(4060, 2080, 17305600) 33779200 Yes
2240  1-(4060, 2240, 230400) 417600 Yes
2304  1-(4060, 2304, 2304) 4060 Yes

11 Concluding remarks

In the paper we uncover many interesting links between combinatorial designs, graphs,
groups, codes and modular representation theory. We show that Ch3p4 is irreducible when
regarded as a Ru-invariant Fo-module. Moreover, we show that the stabilizers of several
sets of codewords are maximal subgroups of the automorphism group. Thus, some designs
are primitive.
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Abstract

Multi-adjoint logic programming, MALP in brief, represents a modern and powerful
approach for fuzzifying pure logic programming, by dealing with truth degrees and
connectives collected from lattices more complex than the trivial one based on two
simple values true and false. Fach MALP program is associated with its own multi-
adjoint lattice, equipped with a complete or partial ordering among the (possibly infinite
set of) elements and a wide set of fuzzy connectives where it is crucial to connect each
implication symbol with a proper conjunction thus conforming constructs of the form
(+i,&;). Initially used for modeling a fuzzy variant of the classical modus ponens
inference rule, the use of the so-called adjoint pairs strongly affects the definitions of
both declarative and operational semantics (as well as their corresponding soundness
and completeness properties) of the MALP framework. In this work we relax this
impact in two stages. Firstly, we show a sub-class of MALP programs for which it is
possible to define simpler versions of models and computational steps non depending
on adjoint pairs. Next, and what is the best, we show a very simple technique able to
map every MALP program with other one in this sub-class, thus moving the need for
using adjoint pairs from the semantic core of MALP to a purely syntactic pre-process.

Key words: Multi-adjoint Logic Programming, Adjoint Pairs
MSC 2000: Multi-adjoint Lattice

1 Introduction

During the last years, our research group has provided both theoretical and practical ad-
vances in the design of declarative languages, applications and tools with a fuzzy taste (visit
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&p(z,y) 2 xxy < (z,y) 2 min(l,z/y) Product
1 ify<
&olw,y) £ min(,y) o (w,y) 2 =T Godel
x otherwise
&u(r,y) 2 max(0,z+y—1)  (z,y) 2 min{z —y+1,1} Lukasiewicz

Figure 1: Adjoint pairs in [0, 1] for Lukasiewicz, Gddel and product fuzzy logics

http://dectau.uclm.es/floper/ and http://dectau.uclm.es/fuzzyXPath/) as shown
in 3, 9, 10, 8, 1], where we focus on the multi-adjoint framework.

In essence, the notion of multi-adjoint lattice considers a carrier set L (whose elements
verify a concrete ordering <) equipped with a set of connectives like implications, con-
junctions, disjunctions and other hybrid operators (not always belonging to an standard
taxonomy) with the particularity that for each implication symbol there exists its adjoint
conjunction used for modeling the modus ponens inference rule in a fuzzy logic setting.
For instance, some adjoint pairs -i.e. conjunctors and implications- in the lattice ([0, 1], <)
are presented in Figure 1, where labels L, G and P mean respectively Lukasiewicz logic,
Gadel logic and product logic (with different capabilities for modeling pessimist, optimist
and realistic scenarios, respectively).

Definition 1.1. Let (L, <) be a lattice. A multi-adjoint lattice is a tuple (L, <,<1,&1,. ..,
n, &) such that:

i) (L,<) is a complete lattice, namely, ¥S C L, S # 0,3 inf(S), sup(S)*.
i1) (&g, 4) is an adjoint pair in (L, <), i.e.:
1) &; is non-decreasing in both arguments, for all i, i=1,...,n.
2) < is non-decreasing in the first argument and non-increasing in the second one.
3) o < (y = 2) if and only if (x&;2) <y, for any x,y,z € L (adjoint property)?.
iit) T&wv =v&; T =wv forallve L,i=1,...,n, where T = sup(L).

In what follows, we present a short summary of the main features of the MALP language
(we refer the reader to [7, 5, 6] for a complete formulation). We work with a first order lan-
guage, L, containing variables, function symbols, predicate symbols, constants, quantifiers
(V and 3), and several (arbitrary) connectives to increase language expressiveness. In our
fuzzy setting, we use implication connectives (<1, <—2,..., <) and also other connectives

'Then, it is a bounded lattice, i.e. it has bottom and top elements, denoted by L and T, respectively.
2This condition is the most important feature of the framework.
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which are grouped under the name of aggregators or aggregation operators. They are used
to combine/propagate truth values through the rules. The general definition of aggregation
operators subsumes conjunctive operators (denoted by &1, &2, ..., &), disjunctive opera-
tors (V1, Va, ..., V), and average and hybrid operators (usually denoted by @;, @y, ..., @,).
Although the connectives &;, V; and @; are binary operators, we usually generalize them
as functions with an arbitrary number of arguments. By definition, the truth function
for an n-ary aggregation operator [Q] : L™ — L is required to be monotone and fulfills
[@(T,...,T) =T, [@](L,...,L) = L. Additionally, our language £ contains the ele-
ments of a multi-adjoint lattice, (L, =, 41, &1,...,4n, &), equipped with a collection of
adjoint pairs (<—;, &;), where each &; is a conjunctor intended to the evaluation of modus
ponens. In general, the set of truth values L may be the carrier of any complete lattice.

A rule is a formula H <—; B, where H is an atomic formula (usually called the head) and
B (which is called the body) is a formula built from atomic formulas By,...,B, (n >0 ),
truth values of L and conjunctions, disjunctions and aggregations. Rules with an empty
body are called facts. A goal is a body submitted as a query to the system. Variables in
a rule are assumed to be governed by universal quantifiers. Roughly speaking, a MALP
program is a set of pairs (R;v), where R is a rule and v is a truth degree (a value of L)
expressing the confidence which the user of the system has in the truth of the rule R.

Both operational and declarative semantics of this fuzzy framework are presented in
Section 2, whose strong dependence of adjoint pairs is largely weakened for an interesting
sub-class of MALP programs in Section 3. Before concluding in Section 5, we provide in
Section 4 a mapping which links any MALP program with its corresponding one into this
subset, thus deviating the need for using adjoint pairs to just a simple, purely syntactic and
semantics-preserving pre-process.

2 Operational and Declarative Semantics of MALP

In order to describe the procedural semantics of the MALP language, in the following we
denote by C[A] a formula where A is a sub-expression (usually an atom) which occurs in the
—possibly empty— context C[] whereas C[A/A’] means the replacement of A by A" in context
C[]. Moreover, Var(s) denotes the set of distinct variables occurring in the syntactic object s,
0[Var(s)] refers to the substitution obtained from 6 by restricting its domain to Var(s) and
mgu(E) denotes the most general unifier of a set of expressions E. In the next definition,
we always consider that A is the selected atom in goal Q and L is the multi-adjoint lattice
associated to P.

Definition 2.1 (Admissible Step). Let Q be a goal and let o be a substitution. The pair
(Q;0) is a state. Given a program P, an admissible computation is formalized as a state

transition system, whose transition relation 49 1s the smallest relation satisfying the fol-
lowing admissible rules:
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1) (Q[A]; o) 47 ((Q[A/v&;B])8;00) if 0 = mgu({H = A}), (H<iB;v) in P and B is

not empty.

2) (Q[A]:0) 5 (QIA/v])0: 08) if O = mgu({H = A}), and (Hei;v) in P.

3) (Q[A]; o) 43 ((Q[A/L]);0) if there is no rule in P whose head unifies with A (this
case copes with possible unsuccessful branches).

An admissible derivation is a sequence (Q; id) 48 *(Q';0). Asusual, rules are taken renamed

apart. We shall use the symbols A3 , A2 and AS3 to distinguish between computation

steps performed by applying one of the specific admissible rules. The application of a rule
on a step will be annotated as a superscript of the 43 symbol.

If we exploit all atoms of a given goal, by applying admissible steps as much as needed
during the operational phase, then it becomes a formula with no atoms (a L-expression)
which can be then interpreted w.r.t. lattice L as follows.

Definition 2.2 (Interpretive Step and Fuzzy Computed Answer). Let P be a program,
Q a goal and o a substitution. Assume that [Q] is the truth function of connective @ in
the lattice (L, <) associated to P, such that, for values r1i,...,7n,mn+1 € L, we have that
[Q](r1,...,7) = rny1. Then, we formalize the notion of interpretive computation as a

state transition system, whose transition relation B is defined as the least one satisfying:

15
(Qa(ry,...,m)lo)  ~  (Q[A(r1, ... 7n)/rns1]i0)
. . L IS S, ., )
An interpretive derivation is a sequence (Q;o) ~> -+ ~~(Q';0). When Q =r € L, the

state (r; o) is called a fuzzy computed answer (f.c.a.) for that derivation.

Moreover, in the MALP framework [7, 5, 6], each program has its own associated multi-
adjoint lattice and each program rule is “weighted” with an element of L, whereas the
components in its body (i.e., atoms and elements of L) are linked with connectives of the
lattice.

We formally introduce now the semantic notions of Herbrand interpretation and Her-
brand model, or directly, interpretation and model for short, for a MALP program P, in a
similar way to [7] and [3].

Definition 2.3 (Herbrand Interpretation). A Herbrand interpretation is a map Z : Bp —
L, where Bp is the Herbrand base of the MALP program P and (L, <) is the multi-adjoint
lattice associated to program P.

7 is extended in a natural way to the set of ground formulae of the language. In order
to interpret a non ground formula A (closed, and universally quantified in the case of the
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MALP language), it suffices to take Z(A) = inf{Z(A&) : A is a ground instance of A}.
Let H be the set of interpretations whose order is induced from the order of L:

Ij <7y <:>Ij(F) < Ik(F),VF € Bp

It is trivial to check that (#, <) inherits the structure of complete lattice from the multi-
adjoint lattice (L, <).

Definition 2.4 (Herbrand Model). An interpretation I satisfies (or is model of) a rule
(H<; B; o) if, and only if, v < Z(H<; B). An interpretation T is a Herbrand model of P
if, and only if, oll rules in P are satisfied by I.

In [3] we have defined, for the first time in the literature using model theory, a declarative
semantics for multi-adjoint logic programming in terms of the least fuzzy Herbrand model.
This construction reproduces, in our fuzzy context, the classic construction of least Her-
brand model of pure logic programming [4, 2], which has been traditionally accepted as the
declarative semantics of logic programs.

In the last years, other adaptations of this concept have been provided, using model
theory too ([13, 11, 12]), in alternative fuzzy logic programming frameworks different from
MALP.

Furthermore, in [3] we have related our notion of least fuzzy model with the already
existing procedural semantics and fix-point semantics, and we have given revealing examples
in which our declarative semantics has still sense beyond the multi-adjoint case, while the
previously mentioned ones remain undefined.

Definition 2.5 (Least Fuzzy Herbrand Model). Let P be a MALP program with associated
lattice (L,<). The interpretation Ip = inf{Z; : Z; is model of P} is called least fuzzy
Herbrand® model of P.

The following result justifies that the previous interpretation Zp can be thought really as
the least fuzzy Herbrand model.

Theorem 2.6 ([3]). Let P be a MALP program with associated lattice L. The map Ip =
infiZ; : I is a model of P} is the least model of P.

In the proof of this result provided in [3], it is essential that the lattice associated to the
program be a multi-adjoint lattice. In this reference it is possible to contrast the necessity
of this hypothesis for Theorem 2.6.

In Figure 2 we illustrate most definitions presented in this section, where we wish to
remark that:

3Sometimes we will say only least fuzzy model or least model.
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e In the first rule of P, we mix connectives belonging to three different fuzzy logics,
whose truth functions appear in Figure 1, having too that |.(z,y) = min(z + 1y, 1).

e Note that since there are no rules defining predicate s, the last step in the admissible

derivation reduces s(Y2) to 0 by applying an A3 step, which contrasts with crisp
logic languages such as PROLOG which would abort the whole derivation. Hence,
in our fuzzy setting we can reach computed answers (at the end of the interpretive
phase) even in the presence of non defined predicates.

e When describing the least fuzzy Herbrand model of P, we omit those elements of the
Herbrand Base interpreted as 0.

3 A MALP Sub-class non Depending on Adjoint Pairs

From now on, we call M+ to the set of MALP programs whose rules are always labeled
with the top element T of their associated lattices. We now speak about T-programs, T-
rules and so on. For executing these programs, we can conceive the following operational
semantics which is simpler than the one seen in the previous section (see Definition 2.1).

Definition 3.1 (T-Admissible Step). Let Q be a goal and let o be a substitution. The pair

(Q;0) is a state. Given a T-program P € M, a T-admissible computation is formalized as
T

a state transition system, whose transition relation A3 is the smallest relation satisfying
the following T-admissible rules:

1) (Q[Al: o) 2 ((Q[A/B))8;06) if 6 = mgu({H = A}), (HeB:T) in P and B is
not empty.
AST

2) (QAl;0) AE (QIA/T))0: 00) if 0 = mgu({H = A}), and (Hey T) in P.
T
3) (Q[A];0) 43 ((Q[A/L]);0) if there is no T-rule in P whose head unifies with A
(this case copes with possible unsuccessful branches).
ANSJ .

A T-admissible derivation is a sequence (Q;id) (Q';0). We shall use the symbols
ASIT - AS2T AS3T

, and ~~ to distinguish between computation steps performed by applying
one of the specific admissible rules. Note that this definition (which is very close to the
classical one of SLD-resolution used in PROLOG) differs for Definition 2.1 just in the first
case, since it does not make use on states of the &; conjunction adjoint to the <—; implication
symbol of T-rules.
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Multi-adjoint logic program:

Ri: (p(X)  <«» qX,Y) & (r(Y) L s(Y)) ; 08)
P=9q Ra: (q(a,Y) <« ; 0.9)
Rs: (r(b) « ;1)

Admissible derivation:

(p(X) ) d) ASL R,
(0.8 &p (q(X1, Y1) &e (r(Y1) L s(Y1))); {X/X1}) 232 R
(0.8 &p (0.9 &g (1(Y2) o s(Y2))); {X/a, X1 /a,V1/Ya}) A3 Rs
( (
( (

0.8 &p (0.9 & (1 v s(Y2))); {X/a, X1 /a, Vi /b, Ya/b}) ¥
0.8 &p (0.9 & (1 |1 0));{X/a, X1/a,Y1/b,Y2/b})

Interpretive derivation:

(0.8 &p (0.9 &g (1| 0);{X/a}) =2
(0.8 &p (0.9 &g 1); {X/a}) 3
(0.8 &p 0.9; {X/al}) B
(0.72; {X/a}> — f.c.a. means “p(X) is proved with

truth degree 0.72 when X = a”.

Least fuzzy Herbrand model:

p:Bp —[0,1] s.t. Zp(p(a)) = 0.72, Zp(q(a,a)) = Ip(q(a,b)) = 0.9, and Zp(r(b)) = 1.

Figure 2: Illustrative examples of MALP syntax and semantics

The following result establishes that, when dealing with T-programs, the derivations built
with admissible (together with subsequent interpretive) steps as well as those ones based
on T-admissible (and interpretive) steps, lead to the same set of fuzzy computed answers.

Theorem 3.2. Let P € M+ be a MALP T -program with associated lattice L, Q a goal, o
a substitution and v € L. Then,

AST IS

A ié:*(v;a) w.r.t. P if and only if  (Q;id) “~ F--- ~s T (vyo) w.r.t. P.

(Q;id) ~

Proof. In our our proof we simply need to show that the effects produced by 43 steps
T

on a generic state of the form (Q[A]; o), are replicated by A% steps and viceversa. We
consider three different cases:
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1) If (H«;B;T) € P, where B is not empty and § = mgu({H = A}), then (Q[A];0) gl
((Q[A/T&:B))8; 00) if and only if (Q[A];0) 3 ((Q[A/B])6; 06), since T&:B = B

and hence (Q[A/T&;B])8 = (Q[A/B])6.
AMS_}Q

2) If (H+; T) € P, where § = mgu({H = A}), then (Q[A]; o) ((Q[A/T])0; 00) if

and only if (Q[Al: o) 52 (Q[A/T))6: 08).
3) If there is no T-rule in P whose head unifies with A then, (Q[A]; o) A8 ((Q[A/L]); o)

if and only if (Q[A]: o) 2 ((Q[4/1]);0).

Let us continue now with declarative semantics aspects related with T-programs.

Definition 3.3 (T-model). An interpretation Z T-satisfies (or is T-model of) a T-rule
(H+; B; T) if, and only if, Z(B) < Z(H). An interpretation Z is T-model of a T-program
P if, and only if, all T-rules in P are T-satisfied by Z.

Definition 3.4 (Least Fuzzy Herbrand T-Model). Let P € Mt be a MALP T-program
with associated lattice (L, <). The interpretation I, = inf{Z; : Z; is T-model of P} is the
least fuzzy Herbrand T-model of P.

In the following result we prove that the notion of least fuzzy Herbrand model of a given
MALP T-program is just the same construct than its least fuzzy Herbrand T-model.

Theorem 3.5. The least fuzzy Herbrand model of a MALP T-program P € M+ coincides
with its least fuzzy Herbrand T-model, that is, Tp = I; .

Proof. Consider a generic T-rule R : (H<;B;T) € P and an interpretation Z. In order
to prove that 7 satisfies R if and only if it T-satisfies R, it suffices by showing that T <
Z(H<«;B) becomes into Z(T&;B) < Z(H) thanks to the adjoint property, and then this
expression can be simplified to Z(B) < Z(H) (since obviousy T&;v = v, for any v € L),
as desired. So, since the set of models for a given T-program P is the same as its set of
T-models, the infimmun of such set is just Zp = I;, which concludes our proof. ]

It is noteworthy that, in the previous definitions related with T-models and I;, we don’t
require that the lattice associated to MALP T-programs be a multi-adjoint lattice (in fact,
we never use adjoint pairs), as occurred too when defining the new operational semantics
for T-programs. For this reason, from now on we can simplify the syntax of T-rules, by
removing the label of their implication symbols as well as their weights (or associated truth
degrees), i.e., instead of (H<—;B; T) we will simply write H<«B.
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Multi-adjoint logic T-program:

Ri: p(X) <« 08&p (¢(X,Y) & (r(Y) | s(Y))
P =PM ={ Ry: q(a,Y) « 09
R5: r(b) —

T-Admissible derivation:

(p(X); id) g
(0.8 & (X1, Y1) & (r(YD) o s(Y1)): {X/X1}) A Rf
(08 & (09 &6 (r(¥2) [0 (VD)) (X/a. X1 Ja,vi/v)) A
(0.8 &p (0.9 &6 (1 | s(V2)): {X/a, X1 /a,V1/b,Ya/b}) 53
(0.8 &p (0.9 & (1 |5 0)): {X/a, X1/a, Y1/b, Ya/b})

Figure 3: Illustrative examples of concepts defined in Sections 3 and 4

4 A Mapping from MALP Programs to M+

The following definition represents a very simple, purely syntactic pre-process which, by
making use of adjoint pairs, is able to link MALP programs with T-programs.

Definition 4.1. We define a mapping that associates to each MALP program P a
T-program in Mt with the following shape:

PMT = (RMT . ReP}
where for each T-rule R : (H <; B;v) € P, the mapping is defined too as:
M _ H «+—v&B if v#T
H<+ B otherwise

In Figure 3 we illustrate this definition as well as other concepts introduced in the previous
section. Note that:

e The T-program P’ coincides with the transformation of the MALP program P seen
in Figure 2, that is P’ = PMT, since R} = R, Ry = Ry'T and Ry = Ry, In
this last case, we have simply removed the weight of the rule (since it is just 1, i.e., the
top element of lattice [0,1]) and both R; and R} are facts in P and P’, respectively.
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e On the other hand, note that even when Ry € P is a fact, Rf, € P’ is not a fact, since

its body is not empty (it is composed by just a truth degree). For this reason, while

the second admissible step of the admissible derivation in Figure 2 is of kind A32 ,

the corresponding second T-admissible step of the T-admissible derivation in Figure
T T

. A AS1
3 is not a 22 but a Sk step.

e The sequence of states in the admissible derivation of Figure 2 coincides with the
sequence of states in the T-admissible of Figure 3, and after applying exactly the same
sequence of interpretive steps drawn in Figure 2 (for this reason we have omitted it
in Figure 3), the same fuzzy computed answer is reached.

e Note that even when the notion of T-model? is less involved than the one of model,
the least fuzzy Herbrand T-model of P’ coincides with Zp in Figure 2, as wanted.

The following result establishes that derivations built with admissible (together with sub-
sequent interpretive) steps lead to the same set of fuzzy computed answers than those ones
based on T-admissible (and interpretive) steps when dealing with T-programs obtained
from previous MALP programs after being transformed according Definition 4.1.

Theorem 4.2. Let P be a MALP program with associated lattice L, Q a goal, o a substi-
tution and v € L. Then,

.
(Qidy 45 By o) wrt. P if and only if (Qid) A2+ B o) wrnt pMT.

Proof. We distinguish four cases for showing that the effects produced by 43 steps on a

o
generic state of the form (Q[A]; o), are replicated by A3 steps and viceversa.

1) Note that (H<—;B;v) € P, where B is not empty and § = mgu({H = A}), if and
only if (H+wv&;B) € PMT, and hence (Q[A]; o) A3l ((Q[A/v&;B])8; 00) if and only

it (Q[A]; o) 3L ((Q[A/v&:iB))6: o8).

2) Now, (H<—;v) € P, where v # T and 0 = mgu({H = A}), if and only if (H<+v) €

PM7_ and hence (Q[A];0) AS2 ((Q[A/v])f;06) if and only if (Q[A];0) A«Sf~1>T

d
((Q[A/v])8; 00) (note this particular correspondence between 222 ana A8 steps).

3) Observe that (H<; T) € P, where # = mgu({H = A}), if and only if (H«) € PMT,

and hence (Q[A];0) A% ((Q[A/T])O;00) if and only if (Q[A];0) AS2

!
((Q[A/T])0; 00) (now we have shown the equivalence between 232 and 482 steps).

4This concept does not make use of adjoint pairs and weights of program rules.

©CMMSE Page 1065 of 1797 ISBN: 978-84-616-2723-3



G. MORENO, J. PENABAD, C. VAZQUEZ

4) Finally, there is no rule in P whose head unifies with A if and only if there is no rule

in PMT whose head unifies with A and so, (Q[A]; o) A3 ((Q[A/L]); o) if and only if
(Qlalio) " ((Q[A/1]):0).

O]

In the following result we prove that the notion of least fuzzy Herbrand model of MALP
programs is just the same construct than the least fuzzy Herbrand T-model of those T-
programs obtained by applying the transformation process described in Definition 4.1.

Theorem 4.3. The least fuzzy Herbrand model of a MALP program P coincides with the
least fuzzy Herbrand T-model of its associated T-program PMT | that is, Tp = I;MT.
Proof. Consider a generic rule R : (H<;B;v) € P and correspondingly RMT : H«v&;B €
PMT . Assume an interpretation Z such that 7 satisfies R if and only if Z T-satisfies RMT
since by the adjoint property v < Z(H+<; B) if and only if Z(v&; B) < Z(H) and hence,
the set of models of P coincides with the set of T-models of PMT and, in particular, the
infimmum of such set is Zp as well as I; Mo as wanted. O

5 Conclusions and Future Work

The high expressive power (and even the sense of its name) of the MALP language, very
often relies on the possibility of using multiple adjoint pairs when coding programs. Al-
though we have shown that the adjoint property plays an important role when defining and
proving the properties of MALP, it somehow restricts (at least under a theoretical point of
view) the class of lattices for being safely used in fuzzy programs.

In this paper we have presented a semantics-preserving transformation which makes
use of adjoint pairs just once in order to produce new MALP programs with a very simple
shape, which will no longer depend on adjoint constraints, thus opening the door for future
developments intended to increase the range of fuzzy logic programs beyond MALP. We
are nowadays implementing the technique described so far into our FLOPER platform,
which is freely available from http://dectau.uclm.es/floper/.
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