MCC 2009

Program

Sunday, June 7, 2009

20:00-22:00

REGISTRATION & WELCOME DRINK - reception desk, Hotel Lero,
Dubrovnik, I. Vojnovica 14

Monday, June 8, 2009

8:30-9:00

REGISTRATION — Inter-University Centre - IUC, Dubrovnik, Don F. Bulic¢a 4

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

9:00-9:30

OPENING CEREMONY - ADDRESSES

Drazen VIKIC-TOPIC, State Secretary for Science, Ministry of Science, Education and Sports of the
Republic of Croatia

Vedran BATOS, Vice-President for International Relations, University of Dubrovnik

Ante GRAOVAC, Director of the MCC 2009
LAUDATIO TO TOMAZ PISANSKI

ON INTERPLAY AMONG MATHEMATICS & CHEMISTRY

Chairman: Jerzy CIOSLOWSKI

Tomaz PISANSKI

9:30-10:00 ENUMERATION OF TOROIDAL POLYHEXES - TOWARDS A CLOSED FORM SOLUTION
. . lvan GUTMAN
10:00-10:40 HISTORY OF MATHEMATICAL CHEMISTRY
10:40-11:00 A Coffee Break

Chairman: Tomaz PISANSKI

Jerzy CIOSLOWSKI

11:00-11:40 MODIFIED THOMSON PROBLEM

. . Tomislav DOSLIC, Mahboubeh SAHELI
11:40-12:00 ECCENTRIC CONNECTIVITY INDEX
12-00-12-20 Damir VUKICEVIC, Marija GASPEROV

) ) ADRIATIC DESCRIPTORS - QSAR APPLICATIONS AND MATHEMATICAL PROPERTIES
12:20-12:40 | Svietlan FERETIC

: : FOUR GENERALIZATIONS OF COLUMN-CONVEX POLYOMINOES

Yuh-Shan HO, Jinfeng LI, Yuanhang ZHANG, Xuesong WANG

12:40-12:55 ARTICLES IN METEOROLOGY AND ATMOSPHERIC SCIENCE JOURNALS:

BIBLIOMETRIC ANALYSIS OF GLOBAL ATMOSPHERIC SIMULATION TREND




MCC 2009

Program

Monday, June 8, 2009

Courses - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

Chairman: lvan GUTMAN

15:30-16:15 | stvan SIMON

: : OUR VIEW ON PROTEIN STRUCTURES IN THE CURRENT, POST-GENOMIC ERA - Part |
16:15-16:30 Break
16:30-17:15 | 'stvan SIMON

: . OUR VIEW ON PROTEIN STRUCTURES IN THE CURRENT, POST-GENOMIC ERA - Part |1
17:15-17:30 Break

: : OUR VIEW ON PROTEIN STRUCTURES IN THE CURRENT, POST-GENOMIC ERA - Part IlI

GUIDED CITY TOUR
1g-30 | Meeting point:

in front of the Western Gate of the Old Town
(PILE GATE)

Vi




MCC 2009 Program

Tuesday, June 9, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

GRAPH THEORY AND ITS APPLICATIONS

Chairman: Wilfried IMRICH

Haruo HOSOYA

9:00-9:40 RECENT PROGRESS OF Z INDEX IN NUMBER THEORY
9:40-9:55 Boris HORVAT, Toma? PISANSKI
: : ROTATIONAL UNIT-DISTANCE REALIZATIONS OF |-GRAPHS
9:55_10:10 | Primoz LUKSIC

: : COORDINATION SEQUENCES FOR SEMI-REGULAR TILINGS OF THE PLANE
10:10-10:30 | Matthias DEHMER, Kurt VARMUZA, Frank EMMERT-STREIB

: : INFORMATION MEASURES FOR CHARACTERIZING WEIGHTED CHEMICAL GRAPHS
10:30-10:45 i

: : = Coffee Break

Chairman: Haruo HOSOYA

. . Wilfried IMRICH
10:45-11:25 APPROXIMATE GRAPH PRODUCTS
11:25-12:05 | Sandi KLAVZAR

: : THE CUT METHOD AND SOME OF ITS APPLICATIONS IN CHEMICAL GRAPH THEORY
12:05-12:20 | Boris FURTULA

: : NOVEL VERTEX-DEGREE-BASED MOLECULAR STRUCTURE DESCRIPTORS

Jelena PURPEVIC, lvan GUTMAN
12:20-12:35 ON CYCLIC CONJUGATION IN FLUORANTHENE-TYPE POLYCYCLIC CONJUGATED
HYDROCARBONS

12:35-12:50 Jelena SEDLAR, Damir VUKICEVIC, Mustapha AOUCHICHE, Pierre HANSEN

: : USING ORDER AND SIZE FOR BOUNDING EXPRESSIONS OF GRAPH INVARIANTS
12:50-13:05 | 1907 URBIHA

BUCHBERGER'S ALGORITHM AND ITS APPLICATIONS
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MCC 2009 Program

Tuesday, June 9, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

Chairman: Sandi KLAVZAR

Helena DODZIUK

16:00-16:40 TOPOLOGICAL CHEMISTRY
16:40-17:00 Break
17:00-17:40 Petra SPARL, Janez ZEROVNIK

TOPOLOGICAL INDICES OF GRAPHS WITH AND WITHOUT CUT EDGES

Posters — Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

18:00-19:30 POSTER DISCUSSIONS

Sarah Michele Rajtmajer — Flute Concert
21:30 { *-*ﬁ.-%ﬁ%ﬁﬁﬁ&:}“q T

Hotel Lero, Iva Vojnovica 14
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MCC 2009 Program

Tuesday, June 9, 2009

Posters — Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

Moderator: Damir VUKICEVIC

Posters given below are exhibited from 18:00, and are open for discussion till 19:30.

Ivana ANPELIC, Jelena SEDLAR, Damir VUKICEVIC, Ante GRAOVAC
ON FRIES AND CLAR STRUCTURES IN PREDICTING n-RESONANCE ENERGIES OF BENZENOIDS

Mohammad ARGHAND, Ghorban Ali MOGHANI
STUDY ON MATURITY OF FINITE GROUPS via APPLICATION IN MOLECULAR SCIENCE

Hassan ASSADINIA, Amir ASSADINIA
ISOLATION OF A CHEMOLITHOTROPH ACIDOPHILIC BACTERIUM OF QOTOURSOU SPRING IN ARDEBIL
PROVINCE FOR USING IN BIOLEACHING

Carlo BERTINETTO, Celia DUCE, Alessio MICHELLI, Maria Rosaria TINE, Roberto SOLARO, Sonja NIKOLIC,
Karoly HEBERGER
RECURSIVE NEURAL NETWORK MODELLING OF BENZENE DERIVATIVES ACUTE TOXICITY

Samir BOUACHA, Abdelhafid D.A. DJEROUROU,
THEORETICAL STUDY OF 1,3-DIPOLAR CYCLOADDITIONS OF PHENYL AZIDE WITH DIFFERENT OLEFINS

USING DFT-BASED REACTIVITY INDEXES

Franco CATALDO, Ottorino ORI, Ante GRAOVAC
WIENER INDEX ON FRACTAL SIERPINSKI 2-D INFINITE LATTICE

Vesna CRNEK-KUNSTELJ, Jagoda STIPIC, Kristina Ana SKREB
MATHEMATHICAL METHODS IN ANALYZING OF GROWTH REGULATION IN MAMMALIAN EMBRYO IN
CHEMICALLY DEFINED MEDIUM in vitro

Modjtaba GHORBANI, Ali Reza ASHRAFI
COMPUTING THE MARKARACTER TABLE OF SOME NANO STRUCTURES

Ewa GRZEBIELUCHA
THE STRONG-CORRELATION LIMIT OF FOUR ELECTRONS IN AN ISOTROPIC HARMONIC TRAP

Mohammad Reza JALALI, Hossein SALAVATI
CALCULATION OF ACTIVATION ENERGY OF KBr:Eu SINGLE CRYSTAL

Debra KNISLEY, Jeff KNISLEY, Edith SEIER
ON USING GRAPHICAL INVARIANTS AS AMINO ACID DESCRIPTORS

Bono LUCIC, Bo ZHOU, Nenad TRINAJSTIC
ON SUM-CONNECTIVITY INDICES

Snjezana MAJSTOROVIC, Antoaneta KLOBUCAR
TOTAL DOMINATION ON LINEAR AND DUBLE HEXAGONAL CHAINS

Letif MONES, Laszlo TURI
DEVELOPMENT OF A NEW PSEUDOPOTENTIAL FOR ELECTRON-METHANOL SYSTEM
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Sirous MORADI, Zahra YARAHMADI, Ali Reza ASHRAFI
THE WIENER AND DETOUR INDICES OF AN INFINITE CLASS OF DENDRIMER NANOSTARS

Josip PAVAN, Adrian LUKENDA, Nikola STAMBUK
THE IMPACT OF ALPHA-MELANOCYTE-STIMULATING HORMONE ON THE CORNEAL
RE-EPITHELIALIZATION IN RATS

Mohammad Javad POURVAGHAR
THE ALTERATION OF LIPOPROTEINS AND LIPID CONCENTRATIONS FOLLOWING AEROBIC EXERCISE ON
MALE STUDENTS

Mohammad Javad POURVAGHAR
EFFECT OF STRESS ON BLOOD PRESSURE AND HEART RATE OF HIGH SCHOOL GIRLS

Hossein SALAVATI, Mohammad Reza JALALI
APPLICATION OF SELF-CONSISTENT ORNSTEIN-ZERNIKE AND MEAN SPHERICAL APPROXIMATION FOR
STUDY BINARY YUKAWA SYMMETRIC FLUID MIXTURE

Masoud SALAVATI-NIASARI
HOST/GUEST NANOCOMPOSITE MATERIALS: THERMODYNAMIC THEORETICAL CALCULATION, SYNTHESIS
AND LIQUID PHASE OXIDATION OF OXIDATION OF CYCLOHEXENE WITH MOLECULAR OXYGEN

Alina SUZKO, Elena VELICHEVA
INVESTIGATION OF LEVEL CROSSING FOR COMPLEX QUANTUM SYSTEMS

Irena SKORIC, lijana KIKAS, Zeljko MARINIC, Marija SINDLER-KULYK
PHOTOCHEMICAL ELECTROCYCLIZATION OF THE NOVEL STYRYL-SUBSTITUTED FURO-
BENZOBICYCLOJ[3.2.1]OCTADIENE DERIVATIVES

Nikola STAMBUK, Pasko KONJEVODA, Biserka POKRIC
MOLECULAR RECOGNITION THEORY IN DEVELOPMENT OF VACCINES

Zahra YARAHMADI, Ali Reza ASHRAFI
THE MODIFIED SCHULTZ POLYNOMIAL OF NANOTUBES AND NANOTORI COVERED BY C,




MCC 2009 Program

Wednesday, June 10, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

Chairman: Ali Reza ASHRAFI

) ) NAVIGATING A FOUR-DIMENSIONAL PERIODIC SYSTEM OF DIATOMIC MOLECULES

Alireza GILANI, Ali MOGHANI

9:30-9:45 THE INTEGER-VALUED CHARACTERS OF TETR-BUTYL ALCOHOL
9:45-10:15 Dragutin SVRTAN
| : INTRINSIC GEOMETRY OF CYCLIC HEPTAGONS AND OCTAGONS
10:15-10:30 &
] | = Coffee Break

NANOCONES & NANOSTARS

Chairman: Dragutin SVRTAN

Ali Reza ASHRAFI, Asefen KARBASIOUN

10:30-11:00 THE WIENER AND DETOUR INDICES OF NANOSTARS

11:00-11:20 Gunnar BRINKMANN, Nico VAN CLEEMPUT
: : NANOCONES - A CLASSIFICATION RESULT IN CHEMISTRY

Ali IRANMANESH, Nastaran DOROSTI

11:20-11:40 COMPUTING THE CLUJ INDEX OF THE FIRST TYPE DENDRIMER NANOSTAR

Chairman: Ali IRANMANESH

Ali MADANSHEKAF, Ali Reza ASHRAFI, Farzaneh GHOLAMI-NEZHAAD

11:40-12:00 COMPUTING EDGE SZEGED INDEX OF NANOCONES
12:0012:20 | Morteza FAGHANI, Ali Reza ASHRAFI
- - COMPUTING DISTANCE BASED TOPOLOGICAL INDICES OF NANOSTAR DENDRIMERS
Lech P. SCHULZ
12:20-12:40 MOLECULAR INVOLUTORY FORMS FOR COORDINATION AND NON-COORDINATION
COMPOUNDS
_ —00—0-— EXCURSION
14:00
meeting point at Hotel Lero, Dubrovnik, 1. Vojnoviéa 14
do not forget your tickets
Conference Dinner g ;
. O not rorget
RESTAURANT KORUNA, Mali Ston . o8
your tickets
19:00
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Program

Thursday, June 11, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

COMPUTATIONAL CHEMISTRY & PHYSICS

Chairman: Nenad RAOS

9:30-10:00

Vladimir PALYULIN, Sergey PISAREV, Alexander ZOTOV, Nikolay ZEFIROV
CONFORMATIONAL ANALYSIS OF CYCLIC MOLECULES: GENERAL APPROACHES BASED OF
PUCKERING PARAMETERS

10:00-10:50

Umpei NAGASHIMA, Takayoshi ISHIMOTO
MOLECULAR ORBITAL CALCULATION BEYOND ADIABATIC APPROXIMATION:
MULTI-COMPONENT MOLECULAR ORBITAL METHOD

10:50-11:10

Ali BENVIDI, Fatemeh HEIDARI
APPLICATION OF WAVELET NEURAL NETWORK IN SIMULTANEOUS DETERMINATION OF
IODATE AND PERIODATE BY KINETIC SPECTROPHOTOMETRY

11:10-11:30

i
= Coffee Break

Chairman: Vladimir PALYULIN

Michio KOYAMA, Masamoto ARAKAWA, Kimito FUNATSU

11:30-11:50 DEVELOPMENT OF THE METHOD FOR PREDICTING METABOLITES BY USING
CHEMOINFORMATICS METHOD
Nenad RAOS, Ante MILICEVIC
11:50-12:10 ESTIMATION OF STABILITY CONSTANTS OF COORDINATION COMPOUNDS USING
CONNECTIVITY INDEX %"
Mohsen OFTADEH, K. Tadayon NAJAFABADI, R. Behjatmanesh ARDAKANI
12:10-12:30 INVESTIGATION OF THE STRUCTURE, ENERGY AND VIBRATIONAL FREQUENCY IN SOME
INORGANIC AND ORGANIC COMPOUNDS INCLUDING B AND N ATOMS BY ab initio METHODS
12:30-12-50 | AlLMOGHANI, Siyavash AHMADI
: : COMPUTATIONAL MODEL STUDY ON THE AVALANCHES DYNAMICS
12:50-13:10 | Mohammad Taghi SALEHI

AN OVERVIEW TO THE WORLD OF COMPUTATIOAL CHEMISTRY

NANOMATERIALS

Chairman: Patrick W. FOWLER

Alexandru T. BALABAN, Douglas J. KLEIN

15:30-16:00 CLAR STRUCTURES: GRAPHENE, CYCLACENES, CYCLOPHENACENES, FULLERENES,
NANOTUBES, NANOCONES, AND NANOTORI
16:00—16:30 | Ante GRAOVAC, Istvan LASZLO, Tomaz PISANSKI, Dejan PLAVSIC

TOPOLOGICAL COORDINATES FOR CARBON NANOSTRUCTURES

Courses - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

Chairman: Alexandru T. BALABAN

17:00-19:00

Patrick W. FOWLER
THEORETICAL ASPECTS OF FULLERENE CHEMISTRY

Xii
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Program

Friday, June 12, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

SCIENCE FOR PRACTICAL NEEDS

Chairman: Sean P. McGLYNN

9:00-9:30

Anita SIMIC, Ante GRAOVAC, Ivica LJUBENKOV
MONITORING DYNAMICS OF CROATIAN OLIVE FIELDS AND VINEYARDS USING REMOTE
SENSING APPLICATIONS

9:30-9:50

Ivica LJUBENKOV
OLIVE OIL: TECHNOLOGY, CHEMISTRY AND HEALTH

9:50-10:05

Luciana CELLAMARE, Maurizio D’AURIA, Lucia EMANUELE, Rocco RACIOPPI
THE EFFECT OF LIGHT ON THE COMPOSITION OF SOME VOLATILE COMPOUNDS IN WINE:

AN HS-SPME-GC-MS sTuDY

10:05-10:20

Betiil OZTURK, Aysegiil YALCIN, Durmus OZDEMIR
DETERMINATION OF OLIVE OIL ADULTERATION WITH CHEAPER VEGETABLE OILS USING
INFRARED AND FLUORESCENCE SPECTROSCOPY TECHNIQUES COUPLED WITH GENETIC
MULTIVARIATE CALIBRATION

10:20-10:40

i
= Coffee Break

Chairman: Istvan LASZLO

Urban BREN
10:40-11:00 POTENT CARCINOGEN AFLATOXIN B1: INHERENT STEREOSPECIFICITY AND EFFICIENCY OF
DNA CATALYSIS
. . Mira GRDISA
11:00-11:20 A NEW APPROACH IN TREATMENT OF CANCER
Tomislav CVITAS, Min HU, Nenad KEZELE, Leo KLASINC, Sean P. McGLYNN, Xaoyan TANG,
11:20-11:40 | Yuanhang ZHANG
GLOBAL RANKING OF PHOTOCHEMICAL AIR POLLUTION MONITORING SITES
11:40-12-00 | Matevz BREN, Urban BREN
: : MICROWAVE CATALYSIS: THEORY VERSUS SIMULATION
. . Ali MOGHANI
12:00-12:20 THE COLOR RECONSTRUCTIONS OF IMAGES BY GRAPH THEORY
Zahid H. KHOKHAR, Mamdouh A. AL-HARTHI, Mohammed Ba—SHAMMAKH, Atif FAZAL,
12:20-12:40 | Muhammad S. VOHRA
DYNAMIC MONTE CARLO SIMULATION OF URBAN PHOTOCHEMICAL SMOG
L300 IUC - RECEPTION,

Inter-University Centre - 1UC, Dubrovnik, Don F. Buli¢a 4

Chairman: Istvan SIMON

Christian L. MULLER, Ivo F. SBALZARINI, Wilfred F. VAN GUNSTEREN, Bojan ZAGROVIC,
Philippe H. HUNENBERGER

17:00-17:40 IN THE EYE OF THE BEHOLDER: INHOMOGENEOUS DISTRIBUTION OF HIGH-RESOLUTION
SHAPES WITHIN THE RANDOM-WALK ENSEMBLE
Roman R. STOCSITS
17:40-18:20 SEQUENCE ALIGNMENTS ON A META LEVEL: STRUCTURAL PATTERNS AND COMPARATIVE

EVIDENCE METHODS IN RNA PHYLOGENY RECONSTRUCTION

Xiii
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Program

Saturday, June 13, 2009

Lectures - Inter-University Centre - IUC, Dubrovnik, Don F. Buli¢a 4

NOVEL MATERIALS

Chairman: Tomislav DOSLIC

Hrvoj VANCIK, lvana BILJAN, Marko KRALJ

9:00-9:30 NITROSOBENZENES AS BUILDING-BLOCKS FOR SUPRAMOLECULAR STRUCTURES
: : ENHANCED THERMAL TRANSPORT OF STRONGLY CORRELATED ELECTRONS
10:00-10:10 = Coffee Break

MATHEMATICAL CHEMISTRY

Chairman: Hrvoj VANCIK

10:10-10:50

Milan RANDIC
NATURAL DISTANCE MATRIX

10:50-11:20

Gilles CAPOROSSI, Pierre HANSEN, Damir VUKICEVIC
NEW FEATURES OF THE SYSTEM CHEMOGRAPHIX

11:20-11:50

Ernesto ESTRADA
SPECTRAL MEASURES FOR MOLECULES

11:50-12:10

Syed Shomaail JAFRI, Yasser SHABAAN, Sahel Nashat ABDULJAUWAD
CHEMISTRY EXPERIMENTS REPORTS SUBMISSION AUTOMATION

12:10-12:30

CLOSING OF THE MEETING

12:30

FAREWELL DRINK, Inter-University Centre - IUC,
Dubrovnik, Don F. Buli¢a 4
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