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WELCOME

The Organizing Committee cordially invites youw to the Austrian-German-Hungarian-
Ralian-Polish-Spanish loint Meating on Medicinal Chemistry (JMMC) 1o be held in
Vienna, fustria during the period lune 20 - 23, 2005 under the auspices of the
Eurcpean Federation for Medicinal Chemistry.

The Viemna meesting will continue a tradition established at the three previows loint
hMestings of the series, held in Tacrmina {ltaly} in 1989, Budapest (Hungary) im 2001 and
KErakow (Poland) in 2003,

Fallowing the spirit of the previous meetings we envision a stimulating scientific event
where scientists meet in one plenum to present & disouwss all aspects of medicinal che-
mistry. Thare will be 5 plenary lectures, 20 key lecturers, 11 oral short communications
and two poster sessions with more than 200 posters on display.

The Vienna Symposium will fotus on the following topics:

* Lead & Drug likensss

= Chemogenomics, Combichem & other develaping fields in Medicinal Chemistry
= Medicinal Chemistry Case studies & Matural Procuct Synthesis

= Qmology

* Alzhaimer and Cantral Nervous System disorders

+ Computer aided molecular design & virtual screening

Wiarna, right in the center of the Eurapean Unian, with its commitment to research, its
prospering econcmy and its rich cultural life, stimulating arts and music scene is the
peerfect city to combine science and tourism,

Peter Ettmeayer Gerhard Ecker
Chalrrmamn Head of the
Organizing Committea
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KEY INFORMATION for all attendees ——

Conference Venue: Unversity of Vienna
. Karl Lueger Ring 1. 1010 Vienna, banqueating hall

Conference Language: English

Registration and Information Desk will be kocated at the entrance to the ban-
queting hall. Registration starts on Monday, June 20, 3:00 10 1800 and will be
open Tuesday to Wednesday from 2:45 1o 1800 and Thursday 845 1o 12:00.

Flease note that because the sympasium i fully booked no onsite-registration
will be avallable.

Badges will be handed cut to every participant. it will be compulsorny for all
participants to wear the badges whilke at the conference venue. For identifica-
tion purpose the following color scheme applies:

Participants (white), Accompanying perscns (red), Lecturers {green),
Chalrpersons & Organizers (purple), Exhibitors (blue)

Genaral Infarmation

A buffet lunch will be served every day (see time tabla) In the hallways out-
skde the banqueting hall {included In registration fee for participants)

* Please do ot miss o visit the Commercial Exhibition In the small bangue-
ting hall.

# Coffes breaks will ba served In the Commercial Exhibrion Area Emall ban-
queting hall, see time table)

+ On Monday, June 20th, all partikipants and thelr accompanying persans ang
cordially invited to the Wealcome Reception starting at 158:00 at the sympo-
slum vanua

* On Wednesday, June 22nd, all partkipants that signed up for the
"Haurlgen" are cordially Invitad to the Augustinerkeliar,
adress; Augustinerstrae 1, 1010 Wien starting at 18:30.



KEY INFORMATION scientific presentations —

If you are a session chalrperson, you are Kindly asked to be In the bangueating
hall 15"prior to the beginning of the session to meet with the speakers. There
are three speech formats

- 45 plenary lectures, 35° key lectures and 15 oral communications, All formats
Inclede already discussion time and the chalrpersons are earnestly asked to
strictly follow the scheduled timas

If you are a speaker, you are Kindly asked to be In the bangueting hall 15 prior
to the beginning of the session to mesat with the chalrpersons and the technik-
clan In charge of the projection.

The confarence lecture hall will be equipped anly with a video baamer (reso-
lution 1024 x 768; standard XGa). The lecture hall cannot be completely dar-
kened! Please prapare your slides for maximum contrast

The standard format for presentations 15 WM& PowerPoInt (95,97, 2000, 2003),
Please use the "embedded fonts” to avold certain problems when projecting
files prepared on a different computer, For all ather types of video presenta-
tlon an own laptop must be used. Authors can carry thelr presentation on a
CO-Rom or on an USE stick. Flles must be loadad onto the presantation laptop

desk before rhelr gresentatlc:n A pre'.'lewlnﬁhe presen'tatlc:ns will I:ua-at the
Information desk and during the breaks In the bangueting hall

If you present a poster, please see the alphabetically ordered list of posters In
this program for the code and the sesslon assigned to your poster, Each postar
has be scheduled In one of the two poster sessions

sesshon A, Tuesday, June 21, 13:50 - 1550 from P11 10 POI100)
session B, Wednesday, June 27, 1340 = 1540 {from FOI101 1o FO204)
The poster boards will be numbered according to the program. authors ane

requested to be In front of thelr poster during the officlal session time and
remove thelr posters at the end of the session.



SCIENTIFIC PROGRAMME

Monday, 20.06 2005

10:00 - 10:30
10:30 - 1195

11:15 - 11:45

Sassion 1

11:45 - 1220

12:20- 1255

12:5% - 1310

1390 - 1410

Session 2

1410 - 14:45

14:45 - 1520

1520 - 153,35

1535 - 1005

Sesshon 3
1605 - 1650

16:50 - 17:05

17:05 - 17:40
T80

Imauguraticn

PL1 Herbart Waldmann {0}
Protein Structure Similarity Clustering (P530) and Natural
Product Structure as Gulding Principle for Chemibcal Genomics

Coffes
Chair; Hugo Kubinyl, Maria-José Camarasa

KEL1 Jordi Mestres (E)

Computational Chemogenomics: Extracting Knowledge from
Biochemical Data

ELZ lohm Tallarice (US)
Findimg Protein Targets for Drugs - The Chemogenetic Approach

OP1 Hans-Dieter Junker (D}
Chuerical Microarrays,- Tool for High Throughput Fragrment-
based Drug Dlscoveny

Lunekh

Chair; Peter Ettmayer, Zd zislaw Chilmonczyk

KL Giuseppe AM. Giardina (I}

Microwawe-Assisted Highthrowghput Chemistry in Lead
Generation and Optimizatian

EL4 Wolfgang Binder (&)

Lipid Rafts and their Biological Significance

OF2 laroslav Skubak (4)

Plcronwave Assisted and Conventlonal Mono Argl Substitution of
Diazabicycloalkanes by Encapsulated Palladium Coupling

Coffen
Chair: Oliver Kappe, Gand schnorrenbeng

PLZ Wirich Stilz (D)
Strategies for Lead Finding and Lesd Optimization Utilizing
Experimental ard Computational Approaches

OF3 Pawel Wiczling {FL)

Application of Simultanecus pH and Crganic Solvent Gradient
RE HPLE in Determination of Pharmacokinetics-affecting
Pararmeters of Drugs

KLS Ferenc Hudesz (H) Cirug Targeting by Peptide Conjugates

Welcome Reception, conference venus



SCIENTIFIC PROGRAMME

Tuesday, 21.06 2005

session 4
0900 - 09:45%

09:45 - 10:20

10:20 - 10:55

1055 - 11125

sesshon 5
11:2% - 1200

1200 - 1235

1235 - 12050

12:50 - 12:50
1350 - 1550

Sasshon &
15:50 - 16:35

16:35 - 16:50

16:50 - 1725

19:30

Chair; Gerhard Ecker, Katarzyna Kkec-Kononowic z

PL Tudor | Opres (US)
Pursulmg Leadlikeness in Pharmacewtical Research

KL& Gyérgy Dorman {H)
In Silico Approaches Generating Movel Compound Series in
Lead Cptimization

KL? Jaroslaw Polanski (PL)
Modaling Robust Q54R

Coaffe

Chair: réter Matyus, Gulseppe Ronsisvalle

KL8 Slawarmir Filipek (PL)
Functional Oligamers of Rhodopsin - a G Protein-Coupled
Receptor Template

KL? Federico Gago (E}

Ir Silico Medicinal Chemistry and Pharmacology of Natural
Products: Understanding Biological Effects Through Maolecular
Modellng and BMolecular Dynamics Simulations

OP4 Krzysztof Jozwiak (PL)
Multidisciplinary Characterization of Molecular Interactions
baetween Micotinic Acetylchaline Receptors and its Ligands

Lunch

Poster A & Minisymposium; Structure - and Ligard Based Design
using MOE

Chair: Ulrich stilz, Robarto Pallicelan

PL4 Hugo Kubimyl (O
From Leads to Druegs

OPS Dirk Classen-Houban (A)
3D-05AR and Virtual Screening of Pratein-Tyrosine-
Phesohatase 18 Inhibitors

KL10 Carlo Melchiorre (1)

Discovery of Multipotent Drugs far the Treatment of Alzheimer's
Drisease

Speskers dinmer, Sky Restaurant



SCIENTIFIC PROGRAMME

Wed nesday, 22062005

Session 7 Chair: Christlan Moe, Janina Karokk-Woklechowska

09:00 - 09:35 KL11 Laszlé Harsing (H)
2. 3-Benzodlazepines: Multiple Fharmacalogical Actlons and
Strecture-Activity Relatlonship

09:35 - 10:10 KL12 Barbara Mawrat (PL)
Uz af small Inhibitery Mucheic Acids for Down-Begulation of
Genes Invalved in Alzheimer's Disease

10:10 - 10:45% KL13 Maria L, Lopez-Rodriguez {E}
The Endogenaus Cannabinoid Systern: From the Molecules to
the Therapeutic Applications

10:45 - 11:15 Coffes

Session B Chailr: Eric Haaksma, sabel Fernandez

11:15 - 11:50 EL14 Andress Schoop (&)
Imhibition of the Cell Cycle Kinase COK1 by 2,4-Diarming-
Pyrirmidines

1150 - 12325 KL1S Kalman Hideg (H) New PARP inhibitors

1225 < 12:40 OPE Sonsoles Martin-Santamaria (E)
Adranomadullin: & Mew Target for the Design and Synthesis of Drugs

1240 - 13:40 Lunich

13:40 - 15:40 Poster B & Annual Meeting of the Medicinal Chermnistry Sectlon of the
Austrian Chermlcal Soclety

Session 9 Chalr; Ferran Sanz, Roman Kallszan

15:40 - 16:25 PLS Angelo Carotti {I)
Im Silica Dasign and Focused Salid Phase ‘E-iynl:i'mh of Mew,
salective Enzyma Inhikitors with Potential in Cancer and
MNeuralogical Therapies

16:25 - 16:40 OFF Antonio Lavecchia (1)
Mowvel Highly Potent Adenasing Deaminase Inhibitors Containing
the Pyrazolo[3,4-d]pyrimidine Ring System. Synthesis,
Structure-activity Relaticnships and Maolecular Modeling Studies

16:40 - 16:55 OPE Matd Bubenyak (H)
Synthesls of Pentacyclic Alkaleld Hybrides

16:55 - 1730 KEL1&6 Marie Varasi (1)
F-dmine-TH-pyrazole Derlvatives as Useful Scaffolds for the
Generatlon of New Kinase Inhibitors

18:30 Heuriger, Augustinerkeller, Augustinerstrale 1, 1070 Wien



SCIENTIFIC PROGRAMME

Thursday, 23,06 2005
session 10 Chalr: Tudor 1. Oprea, Janos WoIFling
09:00 - 02:35 KL17 Johann Mulzer (4)
Progress in the Tatal Synthesis of Palyeyclic Matural Preucts
09:35 - 1310 KL18 Peter Nusshaumer (&)
Imhibkition of Stercid Sulfatase: a New Approach to Treat
Estrogen- and Androgen-Dependent Dissases
10:10 - 10:2% OP9 lana Vazzana (1}
Mewel Guincliziding Derlvatives es Antlarrhythrnle Agents
1025 - 155 Coffes
Session 11 Chalr: Gerhard Ecker, Peter Eftmayer
10:55 - 11:30 KL19 Barbara Malawska (FL)
Mew Development in alfa-1 Adrenergic Recaptors Antagonists
11:30 - 12:05 KEL20 Michaal Bas (CA)
The ldentification of HOW Polymerase Inhibitors: & Showcase of
Medarn Drug Discovery
1205 - 1220 OP10 Marcells Leapalda (1)
K-{1,2 3, 4-tetrabydronaphthalen-1-y[-1-Ary - 1-plperazinealkyla
mides as 5-HT7 Receptor Agents
1220 <1235 OP11 Michael Graupe (U5)
Structure Based Design of Cathepsin 5 Inhibitars
12:35 - 12:50 Concludimng Remarks
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COMMERCIAL EXHIBITIONS

The exhibitions can be visited in the small bangueting hall from Monday to Wednesday
from 10000 to 18200,

The new ABCR Fluorochemicals calnlogue 2005 is mailahle
al the Vienma Meadicinal Chemisiry meeting, lealuring over
R partially uindgue buildimg blocks. Pleass also use the new
sibestrieturs search at wawabherde  Take'order your fres
ooy of gither the mew Fluorochemicals catalogue, or amy other
ol o vameus speciality catalogues on Organic, Inorganic,
Meal-Crnganie, Bicchemical, Catalytical or Silieon chamisiry.
Conipetent asssstance by our chemase, relable worldwiile
deliveries at fair prices and excellant quality kave made ABCR
“preferred sapplicr” of many phanmaceutical customers.

Key Organics Ltd
The right side of the equation

ey Crrgamics — Developers and supplicrs of the unigue amd diverse BIONET Intermediaies aml
Sereandng Conmpounds (over 2R00 amd 43,000 sirmcmres) are now offering KEY FOCUSED LIBRA-
RIES wiih a dedicated tenm developing novel compournd libraries on anexelusive and pop-oxclisive
bazis.

Key Crganics is also one of the L' leading providers of Custom amd Conlmct Chemistry Servioos
Loy The pharmscentical, biotechnology amd agricaliunl chamisiry sectors wordwide on both “Fee Tor
Service” or ‘Full Time Equivalent” schemes,

T Find ouf more, visid Bocodl 12

Fharmaprojects i the premier source of business-critical
imtelligenes on drugs in glohal R&Crand is vital for anyoe-
ne whin needs accurate and up=los=date infommation on the
ever-cvnlving pharms markel. TracKing cvery sigmificant
iew diug upder development, Pharmapropecs contains
rercarch om 23 8040 drug candidanes, 2,530 company profi-
les amed 218 therapeatic areas investigabad since | 980,
NEW to VA 1= Lipimeki "Rule of &' criterin - searchable physicochemical paramelers provide vikal
mFormstion [or assessimg a doag's chapoe ol success as an orl trealmenl




Mg a supplier of Tme chamials we conlinue W impro- —
Wi or praduct ramge and services o meet woday's Ac ROS

requirements of the crganic, medicinal, analytical or
irchemist. UE-GAH*ES

E‘alﬁl-r; of fine chemicals
library of =1%.000 molecales available at different punties and 30,000 pack stees (milligram up
s kiz)

= exteiwlad range of exclugive product lines

# IR0 el e procaclunzs for guaraniesd quality

Worldwiile distribaition metwork

= 24-48 delivery im all major couniries

= 95% instanl availability of the entire produect mange

Publications and web site

 we also provide hack-up tachnical support and scientific publicabions

o pegislered web sile ugerd have Inese access o MSIXE (suleny data sheets) in thedr local language
= visil wWwwlacrosoom for more inforemation

Sipma-Aldrich is o leading Life Sciemce amd High
Tachnolopy company. (ur biochemacal and onganic
clicnmieal producis asd kits are usad moscantific and
genomic rescareh, biotechnology,  pharmaceutical =

developumend, the dingnesis of disease and ps key com- SIGMA-ALDRICH
r=ments in pharmscentical amd other kigh lechnology
manufaciurng.

Wiz bave customiers i life schonce commpainies, mkversity and government matbaikens, bospitals amd
im imdastry, Sigme-akdnich operates in 35 couniries and has over 6800 smployess providing excel-
lent service worldwide

A5 Bioscienees Ld, PO Box 13400, Huddersfield HEM
AW 1T

T +44 148 431 7214

ASDI Binscicmees Lad. is the 17K affilate of ASI Inc., a
US-basedl provaler ol products aml services for high
throughput chemmigtey and sereening indrug diseovery.

ASIN prowides sereening comapiounds Tor Bl genertion, compound management services anid a dis-
pensiing servics for bulkling blocks For kit explesion amd bead optimisation. Clemists seboct Frem a
lange, diverse collection of mtermodiates that ¢an be browsed on-line, with real-ume imvemory levels
and pricing on view, Customers can purchase just the sioichiomeinic amomnts pesded for symibesis
and arders are shipped by express coarier. The bemelils in cost reduction, time savings, productivity
pains amdl library pass rales are enommxes.



Cerep’s mission is o provide phanmacautical Companias

with high quality services in dmg discovery ad drog deve- .‘ * C

lopment as well as drug candidates at different precli-nical "‘ -. e rep

mndl climical slages.

Cirep provvides solutioms alkwing Gaster amd costellocte doog discovery by sdenli-lyang at early sta-

s the most promising drog camdklates as well as elimmating these compoumsds likely e Gl in deve-

lorpmsent.

Cerep's integrated platform ercompasses o comiplets range of technolapies including chemistry, bio-

lopy, mnd imformadtics. With the ncguisiton of Hesperion in 20004, the Group adds Clinscal develop=

mend services W s pladonm. Cenep’s lechnologies benedit o more than 300 phanmaceutice] amnd bao-

technological compeandes worllwide imcluding most of tha wop pharmsaceutical Finms,

Cerep's diug pipeline includes collaborative drug candidates developed with Brastol-Myers Squilsh,

Sanofi-Synthélabe, ns well g prodocts discoversd onits oown (inclu-ding MEL)L.Cerep's development

strutegy aims of self-financing ils resaarch-

Comtacis: Thierry Jean, Chairman & CEO

Jean-Yves [atombe, Chiel Financial CdTcer

Sophie Macaul, Gemeral Counsal & Corporale Secretary Cenep

128, e Dantes - 92500 Rusll-Malmakson - Franee, Tel, +33 (001 55 %4 84 00 - Fax £33 (051 55 54
&4 08, fimcomicoenep. i www.cerep. o

Elsevier MDL provides informatics, database, work-
flere and decision support solutions thal accelerale
the discovery and development ol successiul new
drigs by dmproving the speed amd quality of scdan-
tists' decision making, Commercial, scademic and
govermment life sciences researchers arourd  the
worhl depend om Elsevier MDL for innewative and
reliable discovery inlormatics sollwane selutions amd
services augmwnbed by 400 Elsevier chemmdstry ard
life seierees journals and related prodects (including
Cell. Meurom, Jearnal of Malecular Rinlogy, Tetrahedron Letters ard the ScienceDirect® digital likbm-
ry'b. Elsevier MIDL ig headguartensd in San Leandre, CA with oflsees worldwide.

For meore infonmation. visal wessworidleomn .

MDL

Specs is ong of the worlds leading sappliers of
soreenimg compounids and research chemicals W the o &

Lile Scaence Inbustry, In adelition o provkling high

quality and wovel commpousda for High Tlinouglgu S p E C S
Sereening, Specs offers a wide range of services

such as compoand sourcing, library management, chemistry solutions for drug discovary
cheminformatics and contract ressarch.

For more information, please comlact ws ol
miispecsnel: SFECS, O Box 1097, 2600 BE Delil The Metherlands p +31 15 251 K111,
[+31 15 251 8181, www.specs.nel



“Chenileal Computing Gromp is the produ-
cer of the Moleoular Clpemting Envinonmenl
(BACVE D, a soltwane syslen 1o protem meel-
b and drug discovery applicationz. MOES

COMPUTING
neilities 5 e full ¢ I i
::.I‘-:Iu.:::?u ‘E::.I :-.I'Irur.':ll.':n_' rl'I|!|I|I1?I|.~'III'ir||::.I 1{::|::gl:: GRDUP

structure-hased dreg design. o cheminfr-  3Calable Softtware. Scalable Science.

matics, QGEAR medelling aml Library design.
And MOE's unsque technological backerousd, Scleniifle Vector Language, makes i e nwost Plexi-
bk sodution svailable,”

CHEMICAL

anel [lash chromsiegraphy [ools thal balp synthetic orgamic che-
inists schdeve their rescarch amd discovery goals, Cur systems and

comsmables are designad o reducs eyele-times and miprove -
sgegss tates through amtomation, speed ad ehcisncy with a IO age

direct scale-up path from B& D through cUbd P production.

Bintage is o glabal supplier of high guality microwave synthesis ('

FathFinder our omline MACOS resciion dalnbase is an excellent starting=point for chemists o fimd
experimental details on walidated MACE. Visil Biotage ab €land 8 or al wawhiolage.com.,



CONTACTS

LD ORGANISATION - Exhibition & General Grganization
B-1348 Lowvain la Neuve, Belgium

55, Route de Blocry,

Phare: 33 10 45 47 77 Fax: 33 10 4597 19

ernall: ld.organisetion@ldorganisaticn.com

AUSTROPA INTERCONVENTION - Registration & Accommodation
Csterreichisches Verkehrsbiro AG

Friedrichstraie 7, 1010 Wien

Tel.: +431/588 00 518, Fax: +431/588 00 520

e-flail: kristin.eolmer@interconvention.at

http it austropa-interconvsention,at

PETER ETTMAYER, PhD - Conference Chalrman
Chalrrman of the Medicinal Chemistry Sectlon
Austrian Chemical Society

Mibslungengasse 11, 1010 Wien

phone +43-(0)1-86634378  fax +43-(001-86634/383
e-rnall: peterettmayer@novartiscom

SPONSORS

We like to thank the following sponsors

& Wniversitat
» wien
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NOVARTIS INSTITUTES FOR { ) NOVARTIS
BIOMEDICAL RESEARCH HMO¥ARTIS INSTITUTES
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OPTIONAL TOURS

Austropa Interconvention offers all participants excursions to discover Vienna and the
surrounding ares,

Viennese Woods
Tusesciay 21,0605 Despartune 1d:4% & 43 00 peir peraon

City towr inchuding Schénbmnm
Wednesday, 22.06.05 Departure 09:45 & 34,00 per person

. -
T S
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..at what i3 happening in the workd of computational life sciences. g

Integrated scientific software is enharcing the productivity of researchers
wimlidwidie, The Molecular Operat T3 Ervvlronmmsent {ROE™] |5 a HT -
Iernsive sysiem thad combines viswalization. simulabion and meethodolagy

clevelapiment in orse I A

MIOEs Fully integrated swite of applicabions include: Protein and
Maolecular Modding Structure-Based Drug Design, High Throughput
Dscovery and Chemdnformatics. These applications are written in the
Scienbiric veotor Lamguiage {5 L1 & il i commsaned langeage areatind by
Chernical Compuding l:i'-||_||- =W L s peovided in the distributicn of MO,
allhvwing for complebe custormezabion. MOE mins on & wide rangss of
computer hardware, making it userfriendly to bath expertz and
oocastonal wsers alike. This unique archdbecture, coupled with the flesd
Edliby o pladiorm inds |"'H.'I'I.|I."II-|'. maakes MOE the best chaioe fos today's

g discovery seienlisks

S dlve Fuslurse of FHAr fese rCh. VESTT 155 g WOW WL hem III11|'|.I\.'III11

EE-{E']['IEIL.CIAJ:LM-: Montreal, CAMADA  +1 {514) 393-1055

GROUP Cambridge, UNITED KINGDOM 44 1225 422320
Scalable Sottwane Scalable Sceence Kiln, GERMANY +49 2321 554 05185




