








Continued 

COMPUTATIONAL APPROACHES TO SUPRAMOLECULAR CHEMISTRY 

Monday October 30 2006 (Room 4) 
 

 

 Chairperson Prof. GuanHua Chen 

3:30 – 4:00 Prof. Sukmin Jeong, Jeonju, Korea Adsorption of organic molecules on a high-index Si surface 

4:00 – 4:30 Prof. Cheol Ho Choi, Daegu, Korea 
Theoretical Study of Cycloaddition Reactions of C60 on the Si(100)-2x1 

surface 

4:30 – 5:00 Dr. Norio Yoshida, Okazaki, Japan 
Selective ion binding by human lysozyme studied by the statistical 

mechanical integral equation theory 

5:00 – 5:30 COFFEE BREAK 

 Chairperson Prof. Jin Yong Lee 

5:30 – 6:00 Prof. Chantal Daniel, Strasbourg, France 
Molecular switch effect in Ru(II) complexes intercalated in DNA: a 

theoretical study 

6:00 – 6:30 Prof. Manabu Sugimoto, Kumamoto, Japan 
Computational Analyses on Electronic Supramolecular Functions. 

Environment Dependence and Molecular Recognition 

6:30 – 6:40 Prof. Manabu Sugimoto, Kumamoto, Japan CLOSING 

�G

�G

�G

�G



 
LINEAR AND NON LINEAR  

OPTICAL PROPERTIES 
A Theoretical Chemistry Symposium dedicated to 

Professor A. D. Buckingham (Continued) 
 

 

Monday October 30, 2006 (Room 5) 
 

Schedule Speaker Title of contribution 
 Chair: R. Cammi  
9:00 – 9.30 H. Sekino, Tenpaku-cho Toyohashi, 

Japan 
Evaluation of Polarizability by Density 
Based Methods  

9:30-10:00 D. N. Beratan, Durham, NC ,USA Designing Molecules by Optimizing 
Potential. 

10:00- 10:30 M. Springborg, Saarbrücken, 
Germany 

Infinite, periodic systems in external 
fields 

10.30 – 11.00  COFFEE BREAK 
 Chair: H. Sekino  
11.00 – 11.30 R.W. Góra, Wrocław, Poland 

 
On the influence of intermolecular 
interactions on the electric properties of 
molecular aggregates 

11:30 – 12:00 M. Guillaume, Namur, Belgium Determination of the Linear and 
Nonlinear Susceptibilities of 
Polyacetylene Fibers and Silicon 
Clusters using Electrostatic Interaction 
Schemes 

12:00– 12:30 P.-O. Åstrand, Trondheim, Norway 
 

Molecular mechanics model for 
electronic polarization: A combined 
atom-atom charge-transfer and point-
dipole interaction model 

12:30-13:15 T. la Cour Jansen, Groningen, 
Netherlands 
 

Simulation of two-dimensional infrared 
spectra by numerical integration of the 
Schrödinger equation 

13:15-15:00 LUNCH BREAK 
 Chair: M. Guillaume  
15:00-15:30 Kurt V. Mikkelsen, Copenhagen, 

Denmark 
 

Two-photon absorption cross sections: 
An investigation of structural 
environmental effects. 

15:30-16:00 Brian Space, Tampa, FL, USA 
 

Time Correlation Theories of Nonlinear 
Spectroscopy 

16:00-16:30 R. Cammi, Parma, Italy 
 

A short history of the Polarizable 
Continuum Model methodology for the 
calculation on linear and nonlinear 
optical properties of molecules in 
solution. 

16:30-17:00 COFFEE BREAK 



 Chair: P. –O. Åstrand  
17:00-17:30 A. Avramopoulos, Athens, Greece 

 
A study of the environmental effects on 
the microscopic and macroscopic non-
linear optical properties of liquids, 
based on a multipolar approximation: 
Liquid acetonitrile. 

17:30-18:00 B.M. Ladanyi, Colorado, USA Polarizability anisotropy dynamics in 
one and two-component aromatic 
liquids 

18:00-18:30 H. Reis, Athens, Greece 
 

Recent advances in the computation of 
linear and nonlinear optical 
susceptibilities of polymers, liquids, 
solutions and crystals using discrete 
local field theory 

 



Vedene Smith Memorial Symposium, Crete, 2006
Oct. 28–30

Monday October 30, 2006 (Room 6). Session 3. Chair: D. Salahub

09:00–09:30 D. Salahub Towards the QM/MM modeling of complex biosystems with
density functional theory and other tools.

09:30–10:00 S. Larsson Understanding superconductivity.
10:00–10:30 P. Petelenz Theoretical models for electroabsorption spectroscopy of or-

ganic molecular crystals.

10:30–11:00 Coffee break

11:00–11:30 R. J. Woods Incorporating charge polarization in classical force fields.
11:30–12:00 R. E. Brown Influence of metal cations on the intramolecular hydrogen-

bonding network and pKa in phosphorylated compounds.



SYMPOSIUM: ADVANCES IN HYDROGEN BOND RESEARCH 
Monday October 30, 2006 (Room 6) 

Schedule 
 

Speaker Title of contribution 
 

12.15 – 12.30 Marek Wójcik (Krakow, Poland) OPENING and CHAIR 
12.30 – 13.00 Branka Ladanyi (Fort Collins, USA) Computer simulation of polarizability anisotropy dynamics in water-formamide 

mixtures 
13.00 – 13.30 Janez Mavri (Ljubljana, Slovenia) Simulation of tunneling in enzyme catalysis : application to lipoxygenase 
13.30 – 14.00 Hiroshi Sekiya (Fukuoka, Japan) Mechanism of multiple-proton transfer in hydrogen-bonded clusters in the gas 

phase  
14.00 – 15.30 LUNCH BREAK 
 CHAIR: Branka Ladanyi 
15.30 – 16.00 Marek Wójcik (Kraków, Poland) Dynamics of protons in hydrogen bonds studied by theoretical methods and 

vibrational spectroscopy 
16.00 – 16.30 Najeh Rekik (Monastir, Tunisia) Theoretical modeling of infrared spectra of cyclic acetylsalicylic acid dimer and its 

deuterated derivative 
16.30 – 17.00 COFFEE BREAK 
 CHAIR: Janez Mavri 
17.00 – 17.30 Stanislas Pommeret (Saclay, France) Relation between frequency and H bond length in heavy water 
17.30 – 18.00 Masanori Tachikawa (Yokohama, Japan) Isotope effect on hydrogen bonds in charged cluster complexes by path integral 

molecular dynamics method 
18.00 – 18.30 Najeh Rekik (Monastir, Tunisia) Infrared spectral density of medium strength H-bonds with the strong anharmonic 

coupling theory. Both intrinsic anharmonicity of the fast mode and the H-bond 
bridge. Part II: Isotopic effect 

 CHAIR: Grzegorz Schroeder 
18.30 – 19.00 Piotr Przybylski (Poznan, Poland) Spectroscopic, VPO and PM5 semiempirical studies of proton channel formed by 

methyl ester of monensin A 
19.00 – 19.30 Marek Wójcik (Krakow, Poland) Theoretical modeling of the N-H and N-D stretching bands of hydrogen-bonded 1-

methylthymine crystal and its deuterated form 
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Monday 30 October 2006 
 

SESSION: HIGHLIGHT LECTURES I 
 

CHAIR: GEORGE MAROULIS (ROOM 1) 
 

20:00 – 21:00 
A.D. Buckingham, 

University of Cambridge, UK 

21:00 – 22:00 
Björn O. Roos, University 

of Lund, Sweden 
 
 



ICCMSE 2006 
Hotel Panorama, Chania, Crete, 27 October – 1 November 2006 

 
Monday 30 October 2006 

 
POSTER SESSION 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

21.00-23.00 

POSTER SESSION 
 
1 .  Aiko Hayashi ,  Yokohama-ci ty  Univers i ty,  Yokohama,  Japan,  

H/D isotope  ef fec t  on  the  l i thium bonded c luster  by ab  ini t io  
path integral  molecular  dynamics  s imulat ion 

 
2 .  Piotr  Przybylski  and B.  Brzezinski ,  A.  Mickiewicz  Univers i ty ,  

Poznan,  Poland,  AM1d,  PM3 as  wel l  as  PM5 semiempirica l  
s tudies  of  Monensin  A complexes  wi th  monovalent  cat ions 
and Monensin A hydrates  

 
3 .  R.  Pankiewicz,  G.  Schroeder  and B.  Brzezinski ,  A.  Mickiewicz 

Univers i ty,  Poznan,  Poland,  Formation of  complexes  between 
some lasa loc id  esters  and the  monovalent  cat ions  s tudied by 
spectroscopic  and the  PM5 semiempir ical  methods  

 
4 .  B.  Łęska,  R.  Pankiewicz  and G.  Schroeder,  A.  Mickiewicz  

Univers i ty,  Poznan,  Poland,  S tructures  of  B-  podand’s  
complexes  with cat ions  calculated by PM5 semiempirica l  
method 

 
5 .  S.  B i tama,  R .  Masmoudi ,  L .  Messadia ,  A.  Ferhat i ,  Univers i té  

de  Batna,  Algeria ,  and H.  Saadi ,  Univers i té  de M’s i la  Alger ia ,  
Protonat ion s i tes  of  the  two-subst i tuted-4,6-di - (a lkylamino)-
1 ,3 ,5- tr iazines  (s - t r iazines) - interact ion with biological  uni t  

 
6 .  Young-Won Chang,  Myoung-Hee Lee ,  Cheol- Jung Yoo,  Ok-Bae 

Chang Workf low Mining Based on Heuris t ic  Approach Using 
Log Data  

 
7 .  Myoung-Hee Lee ,  Dae-Gon Kim,  Cheol - Jung Yoo,  Ok-Bae 

Chang P2P Business  Process  Model ing and Implementat ion 
Based on Service-Oriented Architec ture  

 
8 .  Gergely  Tóth,  A Computat ional  Method for  Structure  Based 

Hit  and Lead Development  of  Smal l  Molecule  Ligands:  
Model ing Act ive b-secretase  Inhibi tors  

 
9 .  K.  C.  Ro,  S .  W.  Ko,  J .  S .  Roh,  H.  S .  Ryou ,  S .  H.  Lee,  A 

Numerical  Study on a  Spray System Optimizat ion for  S ize  
Reduct ion of  a  Wet  Type Scrubber  

 
10 .  Young Hee Park,  Kiyul l  Yang,  Yun Hi  Kim and Soon Ki  Kwon,  

Ab ini t io  Studies  on Acene Tetramers  :  Herr ingbone Structure  
 



Relativistic quantum theory: Computational perspectives and 
applications. 

Crete, October 30 - November 1 2006 
Tuesday October 31, 2006 (Room 1) 

 
Schedule Speaker Title of contribution 
 CHAIR : Hermann Stoll  
09.00 - 09.40 Beate Paulus (Dresden, Germany)  An incremental Method for the Calculation of the Electron Correlation Energy in 

Metals. 
09.40 - 10.10 Nicola Gaston (Dresden, Germany)  Ab-Initio Correlation Calculations for the Lattice Structures of Zn, Cd and Hg. 
10.10 - 10.40 Tilo Söhnel (Auckland, New Zealand)  Changes in Solid State Symmetry due to Relativistic Effects. 
 
10.40 - 11.00 

 
COFFEE BREAK 

 
 CHAIR : Ian Grant  
11.00 - 11.40 Pekka Pyykkö (Helsinki, Finland) QED and the valenve shell. 
11.40 - 12.10 Trond Saue (Strasbourg, France)  On the variational inclusion of vacuum polarization in 4-component relativistic 

molecular calculations 
12.10 - 12.40 Uzi Kaldor (Tel Aviv, Israel)   Towards meV accuracy in atomic spectroscopy calculations: intermediate 

Hamiltonian relativistic coupled cluster methods with applications to superheavy 
elements. 

12.40 - 13.10 Ephraim Eliav (Tel Aviv, Israel)  New formulations of relativistic multireference coupled cluster approach. 
 

LUNCH 
 

 CHAIR : Kimihiko Hirao  
15.00 - 15.40 Matthias Schädel (Darmstadt, Germany) Superheavy Element Chemistry - Achievements and Perspectives. 
15.40 - 16.10 Burkhard Fricke (Kassel, Germany) Applications of full relativistic molecular calculations in the area of superheavy 

elements. 
16.10 - 16.40 Valeria Pershina (Darmstadt, Germany) Theoretical predictions of experimental behaviour of the superheavy elements and 

relativistic effects. 



Tuesday October 31, 2006 (Room 1) – Continued 
 
16.40 - 17.00 

 
COFFEE BREAK 

 
 CHAIR : Burkhard Fricke  
17.00 - 17.30 Laura Gagliardi (Geneva, Switzerland)  Multiple bonds in diactinide compounds. 
17.30 - 18.00 Yuichiro Nagame (Tokai-Mura, Japan)  Aqueous chemistry of superheavy element, rutherfordium (Rf). 

 
18.00 - 18.30 Sven Krüger (München, Germany)  Relativistic density functional studies on actinyl complexation in aqueous solution. 
18.30 - 19.00 Florent Réal (Lille, France)  Spectroscopy and photochemistry of the uranyl(VI). 
 CHAIR : Pekka Pyykkö  
19.15 - 20.00 Special Evening Lecture: Victor 

Flambaum (Sydney, Australia) 
Variation of fundamental constants from Big Bang to atomic 
clocks (theory and observations). 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



Computational Spectroscopy 
Organizers:  

B.Champagne, U.Hohm,  
G. Maroulis and C.Pouchan 

 

Tuesday October 31, 2006 (Room 2) 
 

Schedule Speaker Title of contribution 
 Chair: S.Farantos  
9:00 – 9:30 W.Hug Understanding Normal Modes of Molecules and 

Clusters 
9:30-10:00 M.Fedorovsky 

 
Exploring Vibrational Optical Activity with 
PyVib2 

10:00-10:30 M.Reiher Quantum chemical methods for the vibrational 
spectroscopy of large molecules 

10.30 – 11.00  COFFEE BREAK 
 Chair: D.Begué  
11:00-11:30 V.Rodriguez Hyper-Raman scattering in materials: towards 

high quality signals and spatial resolution 
11:30 – 12:00 B.Champagne Ab Initio Methods for Simulating and 

Interpreting hyper-Raman Spectra of Molecules 
12:00 – 12:30 M.Hayashi Sum Frequency Generation Chiral and Achiral 

Responses from Molecules in A Bulk Solution  
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Tuesday 31 October 2006 

 
SESSION: COMPUTATIONAL METHODS  

CHAIR:  
D.S. VLACHOS (ROOM 2) 

 
16:00 – 16:30 

Jose f  Kapitán,  J iř í  
Šebek and Petr  Bouř  

Different Effect of Solvent on 
Electronic and Vibrational Spectra 

16:30 – 17:00 
Chao Yang  and  
Donald L.  Koch 

Effect  of inertia  on the 
mass/heat transfer from a 

neutrally buoyant sphere at  
finite  Reynolds number in 

simple shear flow 

17:00 – 17:30 
Sunyoung Cho,  Xuan 
Hung Ta,  Chang No 

Yoon,  Seung Kee  Han 

System Reduction Algorithm 
using Hierarchical  Clustering 
for the Movement-related EEG 

Recognition 

 
Coffee Break 

 

18.00 – 18:30  Chong Hyun Lee 

Stochastic Modeling and 
Analysis of PLL Phase Noise on 

QAM based Communication 
System 

18:30 – 19:00 
Kuo Kan Liang ,  Jen 
Wei  Yu and Sheng 

Hsien Lin 

Theoretical  Treatment of the 
Ultrafast  Photo-Induced 

Electron Transfer in Dye-
Sensitized Solar Cells 

19:00 – 19:30 Chong Hyun Lee  
Numerically Efficient Ranging 

Algorithm for UWB 
Communications  

19:30 – 20:00 
A. A.  Lis in,  D.  V.  

Mogi lenskikh,  I .  V.  
Pavlov 

Nonlinear Color Interpretation 
of Physical Processes 

20:00 – 20:30 
J inho Bae and  Chong 

Hyun Lee  

Circulant Matrix Factorization Applied 
for Designing FIR Lattice Filter 

Structures using Schur Algorithm 

20:30 – 21:00 
Marzieh Eskandari ,  

Al i  Mohades  The n-Round Voronoi Game 

 



Tuesday October 31, 2006 (Room 3) 
 

Schedule Speaker Title of contribution 
 Chair: J.Jellinek  
9.00 – 9.40 P.Jørgensen Towards  black-box linear scaling optimization 

in Hartree-Fock and Kohn-Sham theories 
9.40-10.00 D.Xenides 

 
Electric properties for HCCH, H2CC, H2CSi and 
H2CGe 

10.00-10.20 Yi Dong Properties of Aun Clusters 

10.20-10.40 P.Karamanis Structure and polarizability of small (GaAs)n clusters 
(n= 2, 3, 4, 5, 6, and 8) 

10.40 – 11.00  COFFEE BREAK 
 Chair: S.Canuto  
11.00 – 11.40 M.Nakano Theoretical Study on the Second 

Hyperpolarizabilities of Diphenalenyl Radical 
Systems 

11.40 – 12.10 Y.Aoki Elongation Method with Parallelization 
12.10-12.30 D.Xenides An ab initio and DFT study of the 

(hyper)polarizability of the C4 and CxSiy 
(x+y=4)   clusters 

12.30-13.00 Li Zhi-Ru Theoretical study on quantum mirage effect 
from a small quantum corral 

13.00-13.20 M.P.Sigalas Ab initio and Density Functional Theory Study 
of the Hydrogen - Bonded Pyridine - H2S 
Complex  

13.00-15.00 LUNCH BREAK 
 Chair: M.Nakano  
15.00-15.40 P.Mezey Computational Quantum Chemistry Design of 

Nanospirals and Nanoneedles 
15.40-16.10 T.Nanri Implementation of GAMESS on Parallel 

Computers. TCP/IP versus MPI 
16.10-16.40 M.Kosmas On the activity and load capacity of dendritic 

block copolymers 
16.40-17.00 COFFEE BREAK 
 Chair: P.Mezey  
17.00-17.25 N.I.Gidopoulos Unconstrained Variational Determination of the 

Kohn-Sham Potential 
17.25-17.45 M.Kabeláč Trimers of Nucleic Acid Bases. Comparison of 

Empirical, DFT and High Level Correlated Ab 
initio Data with Experiment 

17.45-18.10 H.Takahashi A Novel Quantum Chemical Approach to the 
Free Energy  Calculation for the One-electron 
Reduction of Coenzyme  in Solution and 
Biological System 

18.10-18.30 J.Zamastil Algebraic methods in atomic calculations 
18.30-18.50 P.Cysewski Accurate gas phase acidities of carboxylic acids 

estimated by scaling of harmonic vibrational 
frequencies calculated on Hartree-Fock level. 

 

Poster Session Tuesday 31/10/2006 19:00 – 21:00: 
 

Li ZeSheng, S.Zalis, H.Berriche, Y.Kita, T.Udagawa, A.Hantzis, S.Jannsens 



COMPUTATIONAL METHODS IN  
CHEMICAL ENGINEERING  

 
Tuesday 31 October 2006 (Room 4) 

 
 

Time Authors Title of Paper 
11:30-12.00 G. D. Verros & A. K. Testempasi An Alternative Proof of the 

Onsager Reciprocal Relations for 
Multi-component Diffusion 

 
12.00-12.30 I.A. Bitsanis , A.N. Rissanou, M. Yannourakou, I.G. 

Economou, D. Vlassopoulos 
Mesoscopic Simulations of T-

Induced Solidification in Dense 
Suspensions of Ultrasoft 

Supramolecules 
12.30-13.00 I. Prassa, P. Kontogeorgou, G. D. Verros, A. 

Koulouris and P. Samaras 
 

Computer Aided Design and 
Optimization of an Incineration 
Plant for Slaughterhouse Wastes 

 
 

 



ICCMSE 2006 
Hotel Panorama, Chania, Crete, 27 October – 1 November 2006 

 
 

 
Tuesday 31 October 2006 

 
SESSION: COMPUTATIONAL METHODS  

CHAIR:  
J. MOC (ROOM 4) 

 

16:00 – 16:30 H. Torres-Si lva 
Ehhanced Absorption in 

Children Brain under 
Microwave Radiation 

16:30 – 17:00 Piroz Zamankhan, Ali 
Halabia 

Convective Motion in Shaken 
Sand 

17:00 – 17:30 J .  Moc 
On the Hydrogenation of 

Gallium Trimer 

 
Coffee Break 

 

18.00 – 18:30  
S. Simić ,  D.  Simić ,  P.  

Slankamenac 

Integrating Case-based and 
Rule-based Decision Support  in 

Headache Disorder  

18:30 – 19:00 
H. S.  Sim, H. R.  

Gwon,  Y.  S.  Cho,  J .  
M.  Kim, and S.  H.  Lee  

Numerical Investigation on Ultrashort 
Pulse Laser Interactions with Thin 
Metal Film Structures Considering 

Quantum Effects 

19:00 – 19:30 Piroz Zamankhan Multiscale Modeling Approach in a 
Fiber Liquid Suspension 

19:30 – 20:00 
A. Shahsavand ,  A.  

Ahmadpour 

Prediction of Energy and Pore Size 
Distributions Via Linear 
Regularization Theory 

20:00 – 20:30 
M. Ropotar,  Z.  

Kravanja  
Optimization of a Batch Reactor using 

NLP and MINLP 

20:30 – 21:00 
H. R.  Gwon,  H.  S.  
Sim, S.  Chae ,  S.  H. 

Lee  

Numerical  Study on Optical  
Characteristics of Multi-Layer 

Thin Film Structures 
Considering Wave Interference 

Effects  
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Tuesday 31 October 2006 

 
SESSION: COMPUTER SCIENCE  

CHAIR:  
KENSUKE BABA  (ROOM 5) 

 

09:00 – 09:30 
B. Boutsinas, Y. 

Nasikas  
Document Clustering based on 

Association Rule Mining 

09:30 – 10:00 
J.  Cervantes ,  C. 

Stephens 
A Rank-Proportional 

Generic Genetic Algorithm 

10:00 – 10:30 

ByungRae Cha,  
JongGeun Jeong 
and HyunSook 

Chung 

 
Digital License Design of 
S/W Source Code for IPR 

 
Coffee Break 

 

11.00 – 11:30  
Sang Il. Cho, Ern Yu. 
Lee, Tae Yong Kim,  

Hoon Jae  Lee 

A Threshold Clock-Control 
Summation Sequence 

Generator 

11:30 – 12:00 

Wonil Choi,  
JungHun Kang, 
XiaoYi Lu, Zhen 
Fu, Myong-Soon 

Park 

 
Distributing Requests by 
Weighted Load Value in 

Cyber Foraging 

12:00 – 12:30 

Hanmei E, 
Yunqing Yu, 

Kensuke Baba  and 
Kazuaki Murakami 

Approximate String 
Matching Based on Bit 

Operations  

12:30 – 13:00 
JongGeun Jeong 

and ByungRae Cha 

A Study on the Document 
Similarity Judgment using 
Similar Block Expansion 

13:00 – 13:30 
G. Hernandez and 

L. Salinas 
NER Automata Dynamics on 

Random Graphs 

13:30 – 14:00 Tianqiang Huang Quick Density-based Approach 
to Identify Outliers 
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Tuesday 31 October 2006 

 
SESSION: COMPUTER SCIENCE  

CHAIR:  
HYEONG SEON YOO (ROOM 5) 

 

16:00 – 16:30 
Kugsang Jeong, 

Deokjai Choi  

Providing Context 
Communication In 

Ubiquitous Computing 
Architecture 

16:30 – 17:00 
Jun Liang, Hyeong 

Seon Yoo 

A Flexible ID-Based Group 
Key Agreement Protocol 

with Bilinear Pairings 

17:00 – 17:30  
Sang-Young Lee, 
Yun-Hyeon Lee 

Workflow Engine for Mobile-
Based Healthcare System 

Coffee Break 

18:00 – 18:30 
X. H. Liang, C. P. 

Wang  
Layered Link List Based 

Marching Cubes Algorithm 

18:30 – 19:00 
Ulrich Norbisrath, 

Christof Mosler 

Component-Based 
Development for eHome 

Systems 

19:00 – 19:30 
Sang-Young Lee, 

Suk-il  Kim 

Development of HIS System 
through the Integration of 

Legacy System 

19:30 – 20:00 
Jeoungpil Ryu, 

Jungseok Lee, and 
Kijun Han 

A Probabilistic Approach on 
Topology Control in Wireless 

Sensor Networks 

20:00 – 20:30 

Zhao Qingling ,  
Qian Ping ,  Su 
Xiaolu , Zhao 

Ming 

Application of Ontology in Soil 
Knowledge Intelligent Retrieval 

System Based on Web 

20:30 – 21:00 
Zai-Sha Mao and 

Chao Yang 

The Cell Model Approach to 
Solid Particle Assemblages: 

Further Justifications 

21:00 – 21:30 
B. Sadeghi Bigham, 

A. Mohades 
The Dual of Polar Diagram and 

its Extraction 
 



ICCMSE 2006 
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Tuesday 31 October 2006 
 

SESSION: HIGHLIGHT LECTURES II 
 

CHAIR: GEORGE MAROULIS (ROOM 1) 
 

21:00 – 22:00 

Werner Kutzelnigg, 
University of Bochum, 

Germany 
 
 



ICCMSE 2006 
Hotel Panorama, Chania, Crete, 27 October – 1 November 2006 

 
Tuesday 31 October 2006 

 
POSTER SESSION 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
21.00-23.00 
 
 
 
 
 
 
 
 
 
 
 

 
1.  L. Bayón,  J .  M. Grau,  M. M. Ruiz,  P.  M. Suárez,  The 

valve points  of  the thermal cost  function:  A 
Hydrothermal Problem with non-regular  Lagrangian 

 
2.  E. F.  Combarro,  E.  Montanes,  I .  Díaz,  R.  Contina,  P.  

Alonso,  J .  Ranil la,  NoW Architectures,  Dimensionali ty 
Reduction and Self-Organizing Maps for Information 
Retrieval  

 
3 .  Silvia  Curteanu and Maria Cazacu,  Neural  networks 

based prediction and optimization  applied to si loxane-
si loxane copolymers synthesis  

 
4 .  Y.-H.  Liu,  A Scatter Search Heurist ic  for  an Econometric  

Model Estimation 
 
5 .  F.  Y.  Yu and C.  C Hung,  An Empirical  Analysis  of  Online 

Multiple-Choice Question-Generation Learning Activity 
for  the Enhancement of  Students’  Cognit ive Strategy 
Development While Learning Science 

 
6 .  J .  A.  López,  M. Barreda,  J .  Artés,  High Performance 

Algorithms for the Management of  the Poisson Series 
Developments in Celestial  Mechanics 

 
7 .  T. Rusu,  M. Pinteala,  S.  C.  Buraga,  Computer Aid Design 

of  Polydimethylsi loxanes Copolymer with Imposed 
Water Delivery Properties  

 
8 .  J .  Mateu,  C.  Comas,  E.  Porcu and J .  A López,  Probabil i ty 

Mapping in Cluster Spatial  Processes.  Computational  
and Analytical  Solutions Through Copulas 

 
9 .  G. P.  Giatrakos,  G.  D.  Naxakis ,  P.  G.  Mouchtaropoulos,  

T.  D.  Tsoutsos,  Energy Planning and Cost Analysis  of  a 
Hydrogen -  Saps System, Using Renewable Energy 
Sources,  for  Karpathos Island,  Greece 

 
 
 



Relativistic quantum theory: Computational perspectives and 
applications. 

Crete, October 30 - November 1 2006 
 

Wednesday November 1, 2006 (Room 1) 
 
Schedule Speaker Title of contribution 
 CHAIR : Martin Quack  
09.00 - 09.40 Christian Chardonnet (Paris, France)  Towards a first observation of molecular parity violation by laser spectroscopy. 
09.40 - 10.10 Victor Flambaum (Sydney, Australia)   Traditional Weak Interaction Physics in Atoms and Molecules. 
10.10 - 10.40 Robert Compton (Tennessee, USA)  Experimental Searches for Minute Parity Violation Effects in Molecules. 
 
10.40 - 11.00 

 
COFFEE BREAK 

 
 CHAIR : Robert Compton  
11.00 - 11.40 Martin Quack (Zürich, Switzerland)  Theory and Molecular Spectroscopy of the Parity Violating Electroweak 

Interaction. 
11.40 - 12.10 Robert Berger (Frankfurt, Germany)  Electroweak quantum chemistry: Do it Breit. 
12.10 - 12.40 Radovan Bast (Strasbourg, France) Parity non-conservation and NMR observables within the 4-component relativistic 

framework. 
12.40 - 13.10 Juergen Stohner (Zürich, Switzerland)  Signatures from Electroweak Quantum Chemistry in Rovibrational Spectra of 

Polyatomic Molecules 
13.10 - 13.20 Peter Schwerdtfeger (Auckland, New 

Zealand) 
CONCLUDING REMARKS 

 
LUNCH 
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Wednesday 1 November 2006 
 

SESSION: COMPUTATIONAL AND MATHEMATICAL 
METHODS AND MODELLING 

CHAIR:  
DIONISSIOS T. HRISTOPULOS (ROOM 2) 

 

09:00 – 09:30 
Aliki  D.  Muradova,  

Dioniss ios  T.  
Hristopulos 

Mathematical  Modelling of 
Formation and Dissociation of 
Gas Hydrate in the Sea Floor 

Sediment 

09:30 – 10:00 Nikos Pasadakis and 
Andreas A. Kardamakis 

Classification of Gasoline 
Samples using Variable 

Reduction and Expectation-
Maximization Methods 

10:00 – 10:30 
E. G.  Vairaktaris ,  I .  

P.  Vardoulakis  
Modeling the Effect  of Moisture 

Intrusion 

 
Coffee Break 

 

11.00 – 11:30  
Jar i  Niemi,  Kei jo  

Ruohonen and Ulla  
Ruotsala inen 

Estimation of Physiologic 
Heterogeneity of Target Tissue in PET 
Studies Using Dynamic Compartment 

Models – Modification to Least-
Squares Fit 

11:30 – 12:00 
Muhammad A.  

Mushref  

Electromagnetic Scattering of N Plane 
Waves by a Circular Cylinder Coated 

with Metamaterials 

12:00 – 12:30 
Z. Nil foroushan,  A.  

Mohades,  A.  Laleh,  M. 
M. Rezai i  

Voronoi Diagram in 3-D Hyperbolic 
space 

12:30 – 13:00 Henryk Witek  Modeling nanostructures with the 
SCC-DFTB method 
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SESSION: COMPUTATIONAL AND MATHEMATICAL 

METHODS AND COMPUTER SCIENCE 
CHAIR:  

D.S. VLACHOS (ROOM 2) 
 

16:00 – 16:30 
Wenbo  Shi,  

Hyeong Seon Yoo 
Improvement of a Secure 
Multi-Agent Marketplace 

16:30 – 17:00 

Jeongho Son, 
Jinsuk Pak, 

Hoseung Lee and 
Kijun Han 

An Aggregation Point 
Determination Scheme for 
Wireless Sensor Networks 

with Multiple Sinks 

17:00 – 17:30  

Chang kun Song, 
Kyung seok Kim, 
Young hwan Lee 

and Dong won Jang 

Performance Analysis of 
STBC/SFBC OFDM System on 

UWB Interferer 

Coffee Break 

18:00 – 18:30 

Jooseok Kim, 
Kyungseok Kim, 

Woogoo Park and 
Jinup Kim 

Dynamic Spectrum Allocation 
Technique for Efficient 

Spectrum Sharing on Cognitive 
Radio environments 

18:30 – 19:00 

Li-Ran Shen, Qing-
Bo Yin, Xue-Yao 

Li, Hui-Qiang 
Wang 

Speech Stream Detection in 
Short-wave Channel Based on 

Two Dimension Image Analysis 

19:00 – 19:30  
A. Gómez-Corral 

M.E. Martos 
Inter-departure times in a 

tandem G-queue with blocking 

19:30 – 20:00 
KyungSeok Kim 

and YoungJu Hyun 

Blind Eigencanceler applying 
Hermitian Toeplitz method and 

the Higher-Order Cumulant 
method 

20:00 – 20:30 
J.  Zamastil ,  M. 

Šimánek, F. Vinette 
Algebraic methods in atomic 

calculations 

20:30 – 21:00 

 
Yeon-Mo Yang and 

Harry Perros  

Centralized Control Message 
Transmission by using 

Multicast Burst Polling Scheme 
for QoS in EPONs 
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SESSION: Neural Networks  
CHAIR:  

M.N. VRAHATIS (ROOM 3) 
 

09:00 – 09:30 
S. Adam, D. A. 
Karras, M. N. 

Vrahatis 

A Study on Clustering 
Initial Weights Space of 
MLP Neural Networks in 
Terms of Fast Convergence 
and Generalization 
Capability  

09:30 – 10:00 
A. Ahmadpour  ,  A. 

Shahsavand 

Application of Neural 
Networks for 

Characterization of Porous 
Materials 

10:00 – 10:30 
M. G. Epitropakis, 
V. P. Plagianakos, 

M. N. Vrahatis 

Integer Weight Higher-
Order Neural Network 
Training Using Distributed 
Differential Evolution 

 
Coffee Break 

 

11.00 – 11:30  
V. L. Georgiou, Ph. D. 

Alevizos, M. N. 
Vrahatis 

Incorporating Fuzzy 
Membership Functions into 
Evolutionary Probabilistic 

Neural Networks 

11:30 – 12:00 
A. Joghataie and 

M. Forrokh  

Neural Networks in Analysis of 
Frames with Bouc-Wen 

Nonlinearity 

12:00 – 12:30 
A. Margaris and 
M. Roumeliotis  

A General Purpose Parallel 
Neural Network Architecture 
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SESSION: COMPUTATIONAL METHODS  

AND MODELLING 
CHAIR:  

G.C. MELETIOU (ROOM 3) 

14:30 – 15:00 
E.  K.  Ikonomak is ,  D.  K.  

Tasoul i s ,  M.  N.  
Vrahat i s  

Density Based Text  Clustering 

15:00 – 15:30 
E.  C.  Laskar i ,  G.  C.  

Melet iou,  M.  N.  
Vrahat i s  

Designing S-boxes  through 
Evolutionary Computation 

15:30 – 16:00 
Anwar-ul -Haque ,  Abdul  
Jabbar ,  Jawad  Khawar,  
Sa j id  Raza  Chaudhary  

Role of  Turbulence Modeling for  
Leading Edge Vortical  Flow 

Coffee Break 

16.30 – 17:00  N. G. Pavlidis, E. G. Pavlidis 
and M. N. Vrahatis  

Genetically Programmed Trading Rules for 
the Foreign Exchange Market 

17:00 – 17:30 
V.P.  Gkel er i   and  V.  D.  

Tourass i s  
Disassemblability Metrics in the Design 

for Environment context 

17:30 – 18:00 
Alireza  Haj i ,  Babak  

Javad i   and Kaveh  Fal l ah  
Al ipour  

Application of Fuzzy Multi-Objective 
Linear Programming to No-Wait Flow 

Shop Scheduling 

18:00 – 18:30 
C.  Mart ín-Sis tac ,  G.  

Escudero  and M.  Grael l s  
Efficient Management of Wastewater 

Treatment Networks 

18:30 – 19:00 
A. A.  Niknafs  ,  M.  E .  

Sh i r i  
Fuzzy-CBR Agent Design for Tourism 

Industry, A Multi Agent System Approach 

19:00 – 19:30 

M. E .  Theochari s ,  C .  D.  
Tzimopoulos ,  M.  A.  
Sake l l a r iou -  
Makrantonaki ,   

S .  I .  Yannopoulos   and  
I .  K.  Melet iou  

Irrigation networks optimization using 
dynamic programming method and 

Labye’s optimization method 

19:30 – 20:00 
Jang Mook  Kang and 

Song Chul  Moon 

A Study on Privacy Enhancing 
Technologies of Radio Frequency 

Identification system in Ubiquitous 
Network Environment (Focus on Advanced 

and Emerging Security Engineering: 
Privacy Enhancing Technologies) 

20:00 – 20:30 
K.N.  Genikomsaki s   and  

V.D.  Tourass i s  

Integrating biased task assignment to 
balance an assembly line in a COMSOAL 

algorithm 

20:30 – 21:00 

Y.  G.  Peta las ,  C.  G.  
Antonopoulos ,  T .  C .  
Bount i s  and M.  N.  

Vrahat i s  

Detecting Resonances using Evolutionary 
Algorithms 
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POSTER SESSION 
 

 
 
 
 
 
 
 
 
 
19.00-21.00 
 
 
 
 
 
 
 
 
 

 
1.  P.  Fariñas Alvariño,  F.  López Peña,  Numerical  and 

Experimental  Study on a Submersible Catamaran 
Hydrodynamics 

 
2 .  S.  Bitamaa,  R.  Masmoudi,  L.  Messadia,  H.  Saadi,  A.  Ferhati ,  

Protonation Sites  of  The two-substi tuted-4,6-di-
(alkylamino)-1,3 ,5-triazines (s-triazines)- interaction with 
biological  unit  

 
3 .  Jang-Mi Baek,  Dae-Hee Seo,  A Study on Scalable Bluetooth 

Piconet  based on Secure Inquiry Process for  Ubiquitous 
Environment  

 
4 .  Jang-Mi Baek,  Dae-Hee Seo,  A Study on RFID 

Authentication Protocol  based on Secure Hash Function 
 
5 .  J ianwei  Li ,  Zhigang Lei  ,  Biaohua Chen,  Chengyue Li ,  

CAMD for entrainer screening for  separating 1-hexene and 
n-hexane 

 
6 .  J .  J .  del  Coz Díaz,  P.  J .  García  Nieto,  J .  A.  Vilán Vilán and J .  

M. Matías Fernández,  Non-linear analysis  of  a  cold rolled 
forming thin-walled steel  column by the f inite  element 
method 
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END OF THE CONFERENCE 
 
 
 
 
 

We hope to see you next year  
 

in ICCMSE 2007 
 

2003 – 2007:  
5 YEARS ICCMSE 

 
 



ICCMSE 2006
International Conference of Computational Methods in Sciences 

and Engineering

Conference Concert
'Harmonic Oscillations between Classics and Pop'

Michael Tschuggnall
October 28, 22.00

 

Programme
 
 

Europe
 

Mozart, Sonata C major
 

Tears of Happiness
 

Beautiful Thing
 

Life can be so hard
 

Beethoven, Sonata C 
Sharp Minor (Moonlight)

 
Song of Mine

 
Surprise Intermezzo

 
Bach, Fuga C minor

 
From the East

 
Schrödingers Equation




