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WELCOME

Dear Colleagues,

On behalf of the Organising Committee of the XVIith International Symposium on
Medicinal Chemistry, | cordially welcome you to Barcelona and to this scientific
event.

The International Symposia on Medicinal Chemistry are key scientific events
that, since the sixties have been organised every two years in different cities of
Europe. They have an attractive multidisciplinary scope and worldwide
attendance from:. both industry and academia. The present edition offers a
Scientific Programme covering the hottest techniques and domains of drug
discovery.

The Congress venue, Palau de Congressos de Barcelona, is located in the
central area of Barcelona and offers modern facilities for speakers, exhibitors
and attendants.

Barcelona is a modern economically active metropolis with almost four million
inhabitants. Barcelona is also' a tourist city especially famous for its gothic and
modernist monuments. Gaudi's buildings and the Picasso Museum are
internationally well known. Barcelona offers other tourist attractions like artistic
events, shopping areas, rich gastronomy and interesting natural and
monumental surroundings.

Looking forward to your satisfaction and active participation,

Ferran Sanz
Chaiman



CONGRESS VENUE

CONGRESS VENUE

level O

Lunch area 1

Commercial Exhibition and poster area

P,
o
o
=
N
>
0
(@]
o)
wn
wn
—t
o
®
<
®
o

Main entrance

level 2

Snack bar (Lunch area 2)

Presentation preview

Room 4

level 3

Room 3




e8e

KEY INFORMATION FOR ALL ATTENDANTS

e The Symposium is divided into three parallel sessions. The second figure in the session
number corresponds to the room where it will be held. For instance, Session X.2 is held
in room 2. (Please sée enclosed maps of the Venue)

e Some lectures will be video recorded and made available through Internet from
Monday, September 16 at the following addresses:

www.ope-uex.com,/17ismc
WWW.prous.com
www.imim.es,/grib

e Posters will be displayed during the whole Symposium time at level 0. Author/s will be
present during the corresponding session. (See Symposium programme and posters
list)

e A large Commercial Exhibition can also be visited at level 0.
e There will be free access to Internet at the Cyber Corner located in the exhibition area.

e A huffet lunch will be served every day from 13:00 to 14:00 at levels 0 and 2. A ticket
for each lunchiis included in your envelope. The hostesses will ask for it at the entrance
of the lunch area.

o (Coffee breaks will be served in the Commercial Exhibition area every day from 10:40
to 11:20 and on Monday and Wednesday evening from 15:50 to 16:20.

¢ On Sunday, September 1, after the Opening Lecture, a welcome cocktail will be served
to all attendants and their accompanying persons at level 1 (main entrance).

¢ On Monday, September 2 at 20:30, all attendants and their accompanying persons are
cordially invited to the Concert that will be celebrated at the Basilica of Santa Maria del
Mar.

e The Gala Dinner will be celebrated on Wednesday, September 4 at the Hotel Fira
Palace. This is an optional dinner. Tickets will be on sale at the Secretariat Desk until
Monday September, 2 (Price: 75 €). A vegetarian menu will be available on request
made before Monday September, 2 at 18:00.

e As in all_major and tourist cities, some areas in Barcelona may be visited by
pickpockets. There is no significant risk for your personal and physical security but we
recommend that you pay attention to your belongings, carrying for instance your
handbag always closed and under control and leaving your documents and valuable
objects at your hotel. If you are travelling with your .own car, do not leave valuable
belongings inside when it is parked in the street.

KEY INFORMATION FOR SCIENTIFIC PRESENTATIONS

If you are session chairperson...

All Symposium chairpersons are asked to be at the room where the session will be held
15" in advance of the beginning of the session to meet with speakers.

There are two speech formats:

— 50’ lectures divided into 40" presentation and 10" discussion
— 25' oral communications divided into 20" presentation and 5" discussion

The chairpersons are earnestly asked to strictly follow the scheduled times for the
speeches in order to facilitate the attendance shift from one session to another. For the
same reason, no changes to the order of the presentations is allowed. Time has to be
kept free if a speaker happens to be missing.

If you are speaker...

All speakers are asked to be at the room-where the session will be held 15" in advance
of the beginning of the session, regardless of the particular time of their speech. Once in
the room, they must contact the session chairperson and the technician in charge of
projection.

The standard format for presentations is MS-PowerPoint (95, 97 or 2000). Please use the
‘embedded fonts" option to avoid certain problems when projecting files prepared on a
different computer. Authors can carry their projections on MS:Windows formatted CD-
ROMs or 3.5" diskettes, or on their own.laptop, which will be connected to a beamer
provided by the organisation.

Classical slides or overhead transparencies could be accepted upon request if made at
the beginning of the congress at the Symposium Secretariat.

A preview room for presentations is available during the Symposium. It is located on level
2 and will be open throughout the Symposium.

For any request, please feel free to contact the organisation staff at the Secretariat Desk
located at level 1 (main entrance)

If you present a poster...

All posters should be displayed during the whole Symposium time at level 0. Each poster
has been scheduled in one of four poster sessions to assure the presence of the author/s
besides their poster during at least a one-hour period. The four poster sessions are:

Poster session A, Monday, September 2, 14:00-15:00 (from P.101 to P.214)
Poster session B, Tuesday, September 3, 14:00-15:00 {from P.215 to P.321)
Poster session C, Wednesday, September 4, 14:00-15:00 (from P.323 to P.435)
Poster session D, Thursday, September 5, 11:10-12:10 (from P.436 to P.556)

Please see the alphabetically ordered list of posters in this programme for the code and
session assigned to your poster.

Appropriate elements for fixing the posters to the wall will be available at the Secretariat
Desk. No pins can be used.
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SCIENTIFIC PROGRAMME

Sunday, September 1, 2002
Opening lecture ' Room 1

Chairperson: Ferran Sanz. IMIM, Universitat Pompeu Fabra, Barcelona (Spain).

19:00-19:40 Membrane protein targets for medicinal chemistry: mechanistic insights
into cell signaling from structure-function elucidation.

Harel Weinstein. Mount Sinai School of Medicine, New York (USA).

Monday, September 2, 2002

Session 1.1. GPCR (I) Room 1

Chairperson: Harel Weinstein. Mount Sinai'School of Medicine, New York (USA)

9:00-9:50 Trying to understand mechanisms of action of G protein coupled receptors.
Philip G. Strange. University of Reading (UK).
9:50-10:40  Designing receptors and ligands in 7TM G protein coupled receptors.

Thue W. Schwartz. Panum Institute (Denmark).

Session 1.2. Development of chemical libraries Room 2

Chairperson: Hugo Kubinyi. University of Heidelberg (Germany).

9:00-9:50 From protein domains to drugs: natural products as guiding principles for
compound library development.
Herbert Waldmann. Max-Planck-Institut fir Molekulare Physiologie,

Dortmund (Germany).

9:50-10:15 ,m:m.ﬁmmv\ for the optimised production of tertiary amine libraries.
Angus R. Brown. Organon Laboratories Ltd. (UK).

10:15-10:40 Focused library of potential serine protease inhibitors.
Stanley A. Lang. Chemical Diversity Labs, Inc. (USA).

Session 1.3. Kinases Room 3

(session organised by the Med. Chem. Div. of ACS)
Chairperson: Patrick M. Woster. Wayne State University, Detroit (USA)

9:00-9:25 Discovery of novel inhibitors of tyrosine kinases via a targeted
combinatorial library pharmacophore approach.
Thomas R. Webb. ChemBridge Corp. and CRL (USA).

9:25-9:50 Pyrazolo[3,4-d]pyrimidines as orally active Lck inhibitors.

Gavin Hirst. Abbott Bioresearch Center (USA).

e]] e
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9:50-10:15  Evaluation of the tyrosine kinase domain of Tyk2 as a potential drug target.

Kristin Tandel. Norwegian University of Science and Technology (Norway).

10:15-10:40 Homology modelling and docking studies on Varicella Zoster virus
thymidine kinase.
Loredana Spadola. Universita di Napoli (Italy).

10:40-11:20 Coffee Break (Level Q)

mm%..o:. 21" n.mn.x :_._ Room 1

Chairwoman: Maria Luz Lopez Rodriguez. Universidad Complutense de Madrid
(Spain).

11:20-12:10 Histamine receptors, a place where medicinal chemistry of the past and
the future meet.
Henk Timmerman. Leiden/Amsterdam Center for Drug Research (The
Netherlands).

12:10-13:00 Recent developments in the field of adenosine receptor ligands.
Pier Giovanni Baraldi. Universita di Ferrara (ltaly).

.Mmmﬂ.na 2.2. nma_.o_..mmosm_. Diseases Room 2

Chairperson: Fulvio Gualtieri. Universita di Firenze (ltaly).

11:20-11:45 Hit finding strategies towards urotensin Il receptor antagonist.
Stefanie Flohr. Aventis Pharma Deutschland GmbH (Germany).

11:45-12:10 Discovery of selective CYP11B2 (aldosterone synthase) inhibitors for the
therapy of congestive heart failure and myocardial fibrosis.
Rolf Hartmann. Saarland University (Germany).

12:10-12:35 Synthesis, SAR, e-ADME-profiling and pharmacological results of novel Iy
channel blockers.
Uwe Gerlach. Aventis Pharma Deutschland GmbH (Germany).

12:35-13:00 Modelling an allosteric binding site of the M, muscarinic acetylcholine
receptor.
Kirstin Johren. Heinrich-Heine-Universitat Diisseldorf (Germany).

‘Session 2.3. Hot topics in drug discovery and development Room 3

Chairperson: Gerhard F. Ecker. University of Vienna (Austria).

11:20-12:10 Structure and function of orphan nuclear receptors.
Timothy M. Willson. GlaxoSmithKline (USA).

12:10-12:35 The first orally active low molecular weight agonists for the LH receptor:
thienopyr(im)idines with therapeutic potential.
Nicole C. R. van Straten. N.V. Organon (The Netherlands).

12:35-13:00 Targeted lysosome disruptive elements for the improvement of cell specific
drug delivery.
Sabine M. W. van Rossenberg. Leiden/Amsterdam Center for Drug
Research (The Netherlands)
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14:00-15:00 Poster session A Level 0

15: Ho.Hm 50 _u_mamQ mnE m om So zmcnm >Em_.amo T . zona.._

Chairperson: Henk Timmerman. Leiden/Amsterdam Center for Drug Research
(The Netherlands).

Structure and activity revisited - Property spaces and emergent meaning.
Bernard Testa. Université de Lausanne (Switzerland)

15:50-16:20 Coffee Break (Level Q)

chemistry in drug development () Room 1

mmmm..ea 3.1 @-..Nma-

Chairperson: Helmut Buschmann. Esteve SA, Barcelona .mvw__:

16:20-17:10 Molecules to Bm%mﬂ The challenges for chemical development.
Peter Spargo. Pfizer (UK). 1

17:10-17:35 Enhanced chromatographic resolution of derivatized alcohol intermediates
of biologically active compounds.
Yves Leblanc. Merck Frosst Centre for Therapeutic Research {Canada).

17:35-18:00 New approaches in the development of orally bioavailable selective group
2 metabotropic glutamate receptor agonists.
Concepcion Pedregal. Lilly, SA (Spain).

Session 3.2. GPCR () e A

Chairperson: Roberto vm_.._nn.m: ::Eo.‘mam n__ _umz.m_m Emg {

16:20-17:10 Reclassification of G-protein Coupled Receptors using thematic analysis.
* Martin J. Slater. BioFocus plc, Sittingbourne Research Centre (UK).

16:45-17:10 R107500. A new 5-HT,,.c antagonist with potential anxiolytic profile.
J. Ignacio Andrés. Janssen-Cilag (Spain).

17:10-17:35 Conformationally constrained aminobutyrophenones as new 5HT, ligands.
Synthesis, molecular modelling and assays as antagonists and inverse agonists.
Enrique Ravifia. Universidade de Santiago de Compostela (Spain). i

17:35-18:00 Impact of the aryl substituent kind and distance from pyrimido [2,1-
flpurindiones on the adenosine receptor selectivity and antagonistic properties.
Katarzyna Kiec-Kononowic. Jagiellonian University Medical College (Poland).

momm_o__ mw _s.wnmun_a n_mommom nav SERA Room ..w

Chairperson: Rolf W. Hartmann, mmm_._mzn_ c=.<m3_€ Em:._._m_._s

16:20-16:45 Novel imidazolines as potent glucose-dependant stimulators of insulin
secretion without activity on the Karp channel.
Palle Jakobsen. Medicinal Chemistry Research (Denmark).

e ]3e
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16:45-17:10 Selective inhibitors of the 11B-hydroxysteroid dehydrogenase type | (11B-
HSD1). A new class of potential anti-diabetic drugs.
Tjeerd Barf. Biovitrum AB (Sweden).

17:10-17:35 Discovery of potent selective antagonists of the human melanin-
concentrating hormone receptor 11Chy.
David R. Witty. GlaxoSmithKline (UK).

17:35-18:00 The discovery of A-151892: A novel bladder selective Kqrp channel opener.
Sean C. Turner. Abbott Laboratories (USA).
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Tuesday, September 3, 2002

Session 4.1. Early ADMET (1) 7 ~ Room 1
Chairperson: Gabriele Cruciani. Molecular Discovery Ltd. (UK) & Universita di
Perugia (ltaly).

9:00-9:50 Property-based design: Getting the ADME properties fast and right.
Han van de Waterbeemd. Pfizer Global Research and Development (UK).

9:50-10:15 Rapid prediction of blood-brain distribution of drugs with aqueous two-
phase partitioning and HPLC or octanol-buffer partitioning.
Boris Zaslavsky. Analiza Inc. (USA).

10:15-10:40 Biological monitoring of xenobiotics by high-throughput immunochemical
techniques. Mikaela Nichkova. IIQAB-CSIC (Spain).

i

Session 4.2. Cancer (I) : Room 2

Chairperson: Carmen Avedafio. Universidad Complutense de Madrid (Spain).

9:00-9:25 Molecular mechanisms of resistance to imatinib, a tyrosine kinase inhibitor:
A molecular dynamics study.
Leonardo Scapozza. ETH, Zurich (Switzerland).

9:25-9:50 Fuzzy Logic based Focused Libraries (FL/FL) for HTS screening:

Application to anti-carcinogenic compounds.
Jacques R. Chrétien. University of Orléans (France).

9:50-10:15 A new class of exceptionally potent DNA cross-linking agents.
Moana Tercel. Auckland Cancer Society Research Centre. University of
Auckland (New Zealand).

10:15-10:40 Alkylating agents from sugars. Synthesis of cyclophosphamides derived
from glycosyl glycerols. Felipe Alcudia. Universidad de Sevilla (Spain).

Session 4.3 Pulmonary diseases Room 3

Chairperson: Hamish Ryder. Almirall Prodesfarma SA, Barcelona (Spain).

9:00-9:25 Potent inhibitors of IgE- synthesis in human B-lymphocytes: From a
peptidomimetic lead to orally active drug candidates.
Peter Ettmayer. Novartis Forschungsinstitut (Austria).

9:25-9:50 Identification and optimisation of non-redox inhibitors of 15-lipoxygenase-a.

Alan Brown. Pfizer (UK).

9:50-10:15 The design and synthesis of a novel mm,:mm of dual acting molecules
possessing 5-ipoxygenase enzyme inhibition and histamine H1 receptor
antagonist properties. Ralph T. Scannell. UCB Research, Inc. (USA).

10:15-10:40 A novel orally active inhibitor of HLE.
Marton Varga. Chinoin Pharmaceutical and Chemical Works Co. Ltd.
(Hungary)

10:40-11:20 Coffee Break (Level 0)

e ]he

SCIENTIFIC PROGRAMME

Session 5.1. Cancer (ll) : . ~ Room1

Chairwoman: Maria Isabel Fernandez (Spain)

11:20-12:10 Dm,._m_ou_.:m:_ﬂ of novel anti-herpes compounds: potential application in
combined gene/chemotherapy of cancer.
Jan Balzarini. Katholieke Universiteit Leuven (Belgium).

12:10-12:35 SDZ LAV 694: A novel antiproliferative agent for topical use.
Peter Nussbaumer. Novartis Forschungsinstitut (Austria).

12:35-13:00 Anitumor activity of podophyllotoxin D-ring analogue derivatives
Claude Monneret. Institut Curie (France).

Session 5.2. Phosphodiesterases and phospholipases ~ Room 2

Chairperson: Graham Warrellow. Almirall Prodesfarma SA, Barcelona (Spain).

11:20-12:10 Discovery of highly potent and well tolerated PDE4 inhibitors.
Yves Girard. Merck Frosst Centre for Therapeutic Research (Canada).

12:10-12:35 New xanthine-based PDE5 inhibitors.
Bernat Vidal. Almirall Prodesfarma SA (Spain).

12:35-13:00 Inhibitors of phosphopantetheine adenylyltransferase (PPAT).
Lihua Zhao. PanTherix Ltd. (UK).

Session 5.3. GPCR: Cannabinoid receptors Room 3

Chairperson: Marcel Hibert. Université de Strasbourg (France).

11:20-12:10 Cannabinoid proteins as therapeutic targets.
Alexandros Makriyannis. University of Connecticut (USA).

12:10-12:35 New approaches for psychosis and obesity treatment: design, synthesis
and SAR of 3,4-diarylpyrazolines as potent, selective and orally active
cannabinoid CB; receptor antagonists.
Jos H. M. Lange. Solvay Pharmaceuticals (The Netherlands).

12:35-13:00 Design, synthesis and biological evaluation of new endocannabinoid
transporter inhibitors.
Silvia Ortega-Gutiérrez. Universidad Complutense de Madrid (Spain).

14:00-15:00 Poster session B Level O
'15:00-16:30 Round table on Patentability Room 2

Chairperson: Israel Agranat. The Hebrew University of Jerusalem (Israel)

Reporters:  Robert E. Perry, Gill, Jenning & Every (UK)
Per Lindberg, AstraZeneca (Sweden)
Israel Agranat, The Hebrew University of Jerusalem (Israel)
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Wednesday, mem:._cm_. a moom
Soselo e IR e e e

Chairperson: Hans- U_mﬁm-. _._oEm. Heinrich-Heine-Universitéat c_.mmm_ao;
(Germany).

9:00-9:50 Molecular pathway of neurodegeneration: new treatment opportunities.
Jorg B. Schulz. University of Tibingen (Germany).

9:50-10:15 . Binding models of reversible inhibitors to-monoamine oxidases.
Antonio Carrieri. Universita di Bari (Italy).

10:15-10:40 Design, synthesis and SAR of PARP-1 inhibitors.
Vincent Kalish. Guilford w:mﬁamomc_ﬁ_g_m Inc. Em.a.
mmmm_oa m m

Chairperson: Eo_qmnsm m:wm. F. Hoffmann-La Roche _.E.. wmmo_ .mi.ﬂm...m:&

9:00-9:50 DMPK-based de novo ligand design.
Gabriele Cruciani. Molecular Discovery Ltd. (UK) & Universita di Perugia
(Italy).

9:50-10:15  Similarity-Based Structire-Activity Relationship (SIBAR) as tool for early
ADMET profiling.
Gerhard F. Ecker. University of Vienna (Austria).

10:15-10:40 Early ADME assessment by Adaptive Fuzzy Partitioning (AFP).
Marco Pintore. w_oo:m_,:_nw oO:mc_.ﬁ_:m & c:_,__ma_q of o:mm:m fm:nmu

mmmm_oz 6. m .:._ rd Eozn a_mmm €S

(Session organised by the Med. Chem. Div. Qﬂ >omu
Chairperson: Patrick M. Woster. Wayne State University, Detroit (USA)

9:00-9:25 Potent, parasite targeted akylpolyamine analogues.
Patrick M. Woster. Wayne State University (USA)

9:25-9:50 Antimicrotubule-antiparasitic activity of novel dinitro aniline sulfonamides
Karl Werbovetz. Ohio State University. (USA).

9:50-10:15  Leishmaniasis: chemotherapy and modulators of MDR.
Angel G. Ravelo Instituto Universitario de Bio-Organica (Spain).

10:15-10:40 Exploitation of parasite heme metabolism by xanthones.
Michael Riscoe. Medical Research Service, VA Medical Center (USA)

10:40-11:20 Coffee Break (Level 0)

e]7 e
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‘Session 7.1. New methods and technologies in drug discovery (I) ~ Room 1
Chairperson: Angelo Carotti. Universita di Bari (ltaly)

11:20-12:10 Gene targeted mice as models for drug discovery.
Mariano Barbacid. Centro Nacional de Investigacion Oncoldgica, Madrid
(Spain).

12:10-12:35 Many needles in a haystack: A stochastic search from protein sequence to
drug design.
Amiram Goldblum. University of Jerusalem (Israel).

12:35-13:00 Receptor-based 3D-QSAR: An interesting tool for drug design.
Wolfgang m%E Heinrich-Heine- c:Ema_E of Disseldorf Bm::m_:s

mmmm_cz Nm CNS (Il) e : R 2

Chairperson: Eo:mm:m _u..omma zE..mJ_m _...__m_‘_:m >m Rmi_ﬁm_._m:&

11:20-11:45 Dihydropyridine neuropeptide Y Yy receptor antagonists: cyanoguanidine-
linked derivatives with improved oral bioavailability.
Graham S. Poindexter. Pharmaceutical Research Institute (USA).

11:45-12:10 Synthesis and structure-activity studies on:alkylated analogues of the
partial GABA, agonist 4-PIOL.
Bente Fralund. The Royal Danish School of Pharmacy (Denmark)

12:10-12:35 Synthesis and biclogical evaluation of S-aminosulfones.as novel NMDA-
NR1/2B subtype selective antagonists.
Georg Jaeschke F..Hoffmann-La Roche (Switzerland)

12:35-13:00 Molecular determinants for metabotropic glutamate receptor activation
and blockade. Molecular dynamics and electrostatic potential analysis
studies.
Gabriele Costantine Universita di Perugia (Italy)

‘Session 7.3. >==_=a=nm R S Room .m

Chairwoman: Maria ._.o_.mmm mm_.o_m. ___maﬂao n_m OES_nm _smn_om. nm_o Madrid
(Spain).
11:20-12:10 Do we need new. antibiotic resistance mechanisms?

Patrice Courvalin. Institut Pasteur, Paris (France).

12:10-12:35 The DeNovo design of chimeric lipid-peptide substrates and time
dependent inhibitors for the Staphylococcus aureus signal peptidase SpsB.
Gordon Bruton. GlaxoSmithKline (UK).

12:35-13:00 Novel antibiotics derived from TAN 1057 A,B for the treatment of MRSA
infections.
Michael Brands. Bayer AG (Germany).

14:00-15:00 Poster session C Level O
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15:10-15:50 Plenary lecture of the UCB Awardee Room 1

Chairperson: Edmond Em.o_._"::m. UCB (Belgium)
Case study: Gleevec — A new treatment modality for chronic Myelogenous Leukemia.
Juerg Zimmermann. Novartis Pharma AG (Switzerland)

15:50-16:20 Coffee Break (Level Q)

Session 8.1. Organic chemistry in drug development (Il) Room 1

Chairperson: Robin Ganellin. University College London (UK).

16:20-17:10 Asymmetric synthesis made simple: Discovery of novel reactivity leading
to practical processes.
Erick M. Carreira. ETH, Zirich (Switzerland).

17:10-17:35 NMDA-NR2B subtype selectivity of stereoisomeric 2-(1,2,3,4-tetrahydro-1-
isoquinolyl)ethanol derivatives.
Klaus Th. Wanner. Universitat Minchen (Germany).

17:35-18:00 Semi-synthesis and activity of paclitaxel analogues.
Arturo Battaglia. Istituto CNR ".S.0.F.", Bologna (ltaly).

Session 8.2. New methods and technologies in drug discovery (ll  Room 2

Chairperson: M. Fethi Sahin. Gazi University of Pharmacy, Ankara (Turkey).

16:20-16:45 Accelerated drug design using high throughput protein X-ray crystallography.
Martyn Frederickson. Astex Technology (UK).

16:45-17:10 Structure, selectivity, and the promise of high-throughput X-Ray
crystallography in the future of medicinal chemistry.
Jeff Blaney. Structural GenomiX (USA).

17:10-17:35 . How to acquire new biological activities in old compounds by computer
prediction.
Viadimir V. Poroikov. V.N. Orekhovich Institute of Biomedical Chemistry of
RAMS (Russia).

17:35-18:00 Non-peptide spacers replace intervening amino acids in the ITAM sequence
binding to Syk tandem SH2 domain.
Nico J. de Mol. Utrecht University (The Netherlands).

Session 8.3. Antivirals (I) Room 3

Chairperson: Maria José Camarasa. Instituto de Quimica Médica, CSIC (Spain).
16:20-17:10 Antiviral drug discovery. Chris McGuigan. University of Wales (UK).
17:10-17:35 New antiHIV drug candidates: Diaryltriazines, diarylpyrimidines and
diaminopyrimidines.
Chih Y. Ho. Johnson & Johnson (USA).
17:35-18:00 HCV NS3 protease inhibitors: Novel antiviral agents for future treatment of

hepatitis C virus infections.
Montse Llinas-Brunet. Boehringer Ingelheim Ltd. (Canada).

o]0 e
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Thursday, September 5, 2002
Session 9.1. New methods and technologies in drug discovery (lllj Room 1

Chairperson: Jordi Quintana. Laboratorios Dr. Esteve SA (Spain).

9:10-10:00  Bioinformatics approaches to the deciphering of protein interaction networks.
Alfonso Valencia, Centro Nacional de Biotecnologia (CSIC), Madrid (Spain).

10:00-10:25 Identification of “latent hits" in compound screening collections.
Jordi Mestres. Organon Laboratories Ltd. (Scotland).

10:25-10:50 Distant collaboration in drug discovery: The LINK3D project.
Manuel Pastor. GRIB (IMIM/UPF), Barcelona (Spain).

Session 9.2. Pain and inflammation " Room 2

Chairperson: Albert Palomer. Ferrer Group, Barcelona (Spain).

9:10-10:00 NO-eleasing drugs, a new class of anti-inflammatory agents.
Piero del Soldato. NicOx S.A. (France).

10:00-10:25 Vanilloid receptor antagonists: structure activity relationships via parallel
and targeted synthesis.
Nicholas |. Carruthers. Johnson & Johnson (USA).

10:25-10:50 * Inhibitors of glutamate carboxypeptidase Il - Novel neuroprotective
therapeutics.
Pavel Majer. Guilford Pharmaceuticals Inc. (USA).

Session 9.3. Antivirals (ll) Room 3

Chairperson: Jan Balzarini. Katholieke Universiteit Leuven (Belgium).

9:10-10:00  The quest for small ligands acting at viral chemokine receptors.
Rob Leurs. Leiden/Amsterdam Center for Drug Research (The Netherlands).

10:00-10:25 The design and development of potent, non-peptidic inhibitors of hepatitis
C protease.
David M Andrews. GlaxoSmithKline (UK).

10:25:10:50 Discovery of novel noncovalent inhibitors of the hepatitis C virus serine

protease.
Frank Narjes. IRBM - MRL, Rome (Italy).

10:50-11:20 Coffee Break (Level 0)
11:10-12:10 Poster session D Level O

Closing lecture Room 1

Chairperson: Ferran Sanz. IMIM-Universitat Pompeu Fabra, Barcelona (Spain).

12:10-13:00 Challenges in drug discovery in the XXIst Century: Initiatives of the
European Union.
Alfredo Aguilar. Directorate General Research, European Commission,
Brussels (Belgium).
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SATELLITE SESSIONS

These sessions are initiatives of companies participating in the Commercial Exhibition that
aim to present the characteristics of their products and scientific topics related with them.

Tuesday, September 3
Knowledge management challenges in drug discovery (Prous Science) Room 3
15:00 - 16:30

Today's drug discovery and development community faces the challenge of analyzing the
abundance of information generated by scientific activities. In fact, it is predicted that
more information will be generated .in the next two years than in the whole history of
biomedical research. The acquisition, analysis and prediciton of biomedical information is
therefore crucial for successful advances in the field.

The presentations included in this satellite symposium:
**Recent supercomputation advances in biomedical research
**Integrated approach to the retrieval, analysis and prediction of biomedical data

**Discovery of new therapeutic targets using high-throughput functional genomics will
demonstrate from several prospectives innovative solutions for managing the ever-
increasing data resulting from the information era.

Since 1958, Prous.Science has been providing the best and most progressive new ways
to present and discuss drug and medical information. By organizing this satellite
symposium, Prous continues its long-standing commitment of knowledge dissemination
and management for a healthier world.

Focussed Lead Desing Workshop (Accelrys)
15:00 - 16:00

Discovery Studio MedChem Explorer enables medicinal chemists to design active
compounds faster using an in silico approach without causing the researcher to spend
a lot of time learning an "expert" modeling application. From a desktop PC, this
Windows application offers.chemists anintuitive interface that provides enterprise-wide
access to-industry leading methods for pharmacophore modeling, conformation
analysis, property calculation, ADME prediction, biological activity prediction, and more.
Examples of using DS MedChem Explorer during compound design and lead
optimization will be shown.

Room 4

e D] e

SATELLITE SESSIONS

Wednesday, September 4
‘Chemical nc.:nnmaw Group A0 Room 2
13:45-14:15

Chemical Computing Group, a leading provider of state-ofthe-art discovery software,
delivers enterprise-wide solutions to pharmaceutical and biotech researchers worldwide.

It will be hosting a presentation/workshop on Wednesday, Sept. 4, 2002 at 13:45 in
Room 2), 2002 highlighting the use of MOE, the Molecular Operating Environment, by the
medicinal chemistry community. MOE is the first drug discovery software package of its
kind that is accessible to a range of researchers including methods developers,
computational experts and medicinal chemists. The capability for computational experts
and method developers to share their ideas and algorithms with the medicinal group
makes it the ideal vehicle for corporate wide drug research & development.

Medicinal chemists. are able to access the power of MOE’s discovery applications through
a choice of entry points such as their home-grown intranet web page, the MOE/Web
interface or-focused native MOE interfaces customized in the MOE programming
language. In addition, MOE's platform independence (Windows, Linux, Unix) provides a
cost effective hardware environment for all-researchers concerned.

The presentation/workshop will take attendees through a variety of ways MOE is presently
being used by industrial medicinal chemists including Protein modeling, QSAR,
conformational search, etc. As part of the workshop, there will be a live demonstration
featuring practical.examples.of these applications.

CCG's is located at Booth #32 in the exhibition hall.
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Poster Title Name Code Poster Title Name Code
Molecular modelling and QSAR study of Sesquiterpene lactones induce apoptosis n HL-60 cells  Rivero P118
drattenarsenton lgands: - ok FLil Synthesis and anticonvulsant activity of AWD 34-176  Armold P119
s lengh NG3 prten (roeasehecose/NTFasel Mlertiom 102 TGP SRS SRR
M%Mmﬂm:ﬁﬁ%wm derivatives as adenosine receptor P i 0103 Synithiess. and ma_a_nﬂ.ov_m_ activity of

some benzazole derivatives Ates P122

Roles of DNA topoisomerase ll« in the cell cycle

regulation of mouse embryonic cells at the early Potent and selective dipeptidyl peptidase Il inhibitors Augustyns P123

stage of development Akimitsu P104 Synthesis and anti-MDR activity of

. ; " y . Imethylene derivatives of the pyrazino
Enantioselective synthesis of (E)-aryl vinyl sulfoxides. aly, ! ) " o
Blitafive-artiglanic: ghigs Ao P105 ; Hm_H.En:_:mmo__:m.w._.m-a_o:m system Avendano P124
Pyrazolol3, A-huinoAdinesaBMW class of Cyclic HIV-1 protease inhibitors functionalized in P1/P1" Ax P125
cyclin-dependent kinases inhibitors Aldana P106 Structure-activity relationship investigations leading to

the potential antipsychotic Lu 35-138, a combined

Triazals rrglggetnidine = agpialGhegrsiry appeoach dopamine D, antagonist and serotonin reuptake inhibitor ~ Bang-Andersen P126

toward incorporation of a synthetically difficult

functional group Allen P107 Amide derivatives of [5-chloro-6-{2-chloro or
fluorobenzoyl)-2-benzoxazolinon-3-yllacetic acids

SHBsisa st N oyoldinyiarelcrocyeles P108 as potential analgesic and anti<inflammatory compounds Banoglu P127

as COX-2 selective inhibitors Almansa

Comparison of biomolecules on the basis of molecular

. .. ol & ( . : : .
SynthediEwand. animicigbial Aot interaction potentials. The new version of the MIPSim

4-Carbethoxymethyl-2-[(N,N-disubstituted

thiocarbamoylthio)acylaminolthiazoles Altintas P111 Dagkage. Babany PR, P12
Amides of (SHactic acid as chiral auxiliaries .Gm Qﬂ,...m_ocﬂwa H_& :o.<m__ wm_mnw,\mﬁ_::hsmwwm Barb P129
in the asymmetric synthesis of non-steroidal . S o
antiinflammatory drugs Amoroso P112 Novel chloropyridazinyl derivatives as potential

nicotinic agonists Barlocco P130

Phenylcarbamates and cholinethers: synthesis
and in vitro evaluation as ligands for nicotinic

Synthesis of novel aza-analogues of chroman

acetylcholine receptors (nAChRs) Andra P113 and benzo-1,4-dioxane Bartolomé P131
Structure-activity relationships of neolignans tested Imidazo[1,2-alpyridines via a three component reaction
against leishmaniasis. A proposal for the shape as inhibitors of protein tyrosine phosphatase 1B Behnke P132
of the receptor cavity. Andreazza Costa P114 . . .

. . . Synthesis and anticonvulsant properties. of (E)-
Synthesis and pharmacological properties of . and (2)-10-hydroxyimino-10,11-dihydrodibenz/b,f/
l-aryl-4-4[4-{napthalimodoalkyl)lpiperazines Andronati P115 azepine-5-carboxamide and its derivatives Beliaev P133
N-acylpeptides with glucosamine-6-phosphate Design, synthesis and pharmacological evaluation

synthase - synthesis and antifungal activity Andruszkiewicz  P116 of new selective 5-HT,, receptor ligands Benhamu P134
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Relaxant effects on the rat uterine smooth muscle

The haloperidol Bmﬁmom_;mm_ p-fluoro- and IS
of K*ATP channel openers compared to ritodrine,

p-chlorobenzoic acid, reduce plasma ubiquinone-10

levels, affecting the organic acid profile in baboons Bergh P135 diltiazem and verapamil: development of new .
pharmacological in vitro models . Boverie P150

Structure-activity relationship and synthesis of Brostallicin ) = - o P

(PNU-166196A) Bria P136 Synthesis and activity of novel pyrimidine derivatives Bozsing P151

SAR at «-adrenoceptor subtypes within a new series

Common and selective molecular determinants involved X o =
P137 of 1,3-dioxolane derivatives Brasili P152

in metabotopic glutamate receptor agonist activity Bertrand

Metabolic activation of acetaminophen in CYP2E1-
Bettinetti P138 :m:w%mﬂma HepG2 cells: effect on microsomal
ryanodine channel. Braszko P153

Highly selective dopamine D3 receptor partial agonists:
molecular design and pharmacological investigations

Synthesis of unusual bicyclic nucleosides bearing

an unsaturated side-chain, as potential inhibitors Vitamin C derivatives as hyaluronidase inhibitors with

of varicella-zoster virus (VZV) Bidet P139 | selectivity for bacterial lyases Braun P154
Structure-activity studies of [4{N-alkylamidino)phenyl] _so_m,.oc_mﬂ. modelling studies on the ORL1-receptor )
furan-chlorambucil conjugates: correlation of cytotoxic (nociceptin-receptor) Broer P155
moz.s.Q ,.a.__% DNA binding affinity and tépoisomerase ; A novel class of potent and exceptionally selective,
/Il inhibition Bielawska P140 nonpeptidic é opioid receptor agonists Brown P156
Synthesis and biological evaluation of carbamate A . Peptides and peptide-like molecules as modulators
derivatives of Hoechst 33258 as novel cytotoxic agents Bielawski P141 of the apoptosome activity Bujons P157
The discovery.offML-1,785,713, a COX-2 selective New strategies toward the gram scale production
inhibitor for animal health Black P142 _ of adenosine receptor ligands Burbiel P158
Cyclic phosphonamides, a novel series of potent matrix _ DNA minor groove binding ligands with excellent
metalloproteinase inhibitors with antitumour activity Blaehr P143 “ potency against drug-resistant Gram-positivebacteria = Bilrli P159
Antitrypanosomal activity of benzimidazole N-oxide v' 4 | Discovery of potent and selective «-1A antagonists. Ca P160
system. Part lll. Synthesis of N*alkyl derivatives Boiani P144
) i 3 R Synthesis and cytotoxic activity of indol-3-yl

GRID-docking study on ligands acting as inhibitors R -pyrrolol3,4-c] and -pyrrolo[3,4-b] carbazoles Calderdn P161
of the human phosphodiesterase 4 Bonaccini P145 !

. Pl R . w Design and synthesis of novel-ether phospholipids
mm:A:m protease inhibitors: aeruginosins and their ‘ embodying cyclic moieties. Comparative study of their
proline analogues Bonjoch P146 anticancer and antileishmanial activity Calogeropoulou  P162
New anticancer agents: structure-activity relationships = Borges P147 Pyrazoles and condensed pyrazolo heterocycles
Prediction of drug-drug interactions using as central and peripheral benzodiazepine receptor
electrochemical and NMR studies Borges P148 _ ligands Campagna P163

Indole-2-carboxamides as novel NR2B selective
NMDA receptor antagonists Borza P149
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Highly lipophilic prodrugs of 5-fluorouracil: Influence Quimiomodulation of cytotoxic potency and selectivity
of the cell cycle and apoptosis in MCF-7 human breast of terpenylnaphthohydroquinones Chamorro P179
cancer cells Campos P164 i i o .

Design, synthesis, and biological evaluation of
Sulfamoyl analogues of anandamide Cano Ramos  P165 heterocycle-conjugated styrene derivatives as inhibitors
The 1, 2-dichioroethar ater vs. the hoctanol /T of protein tyrosin kinases and free radical scavengers  Chen P180
system: more about intra- or intermolecular Structurally constrained analogues of buspirone
H-bond interactions Caron P166 and gepirone, 5HT,, receptor partial agonists Chilmonczyk  P181
Synthesis, conformational analysis, and biological Synthesis of 2-aminomethyl-3,3a,8,12b-tetrahydro-2H-
studies of urotensin Il analogues containing modifications dibenzocycloheptall,2-blfuran derivatives as potential
at disulfide bridge Carotenuto P167 anxiolytic agents Cid P182
Structure activity relationship and molecular modeling , Synthesis, activity:and binding to target proteins
studies of coumarin derivatives as dual inhibitors | of a water soluble paclitaxel analogue Cimitan P183
of acetylcholinesterase and monoamine oxidase B Carrupt P168 o o .

Molecular recognition of 7-nitroindazolone by nitric
Preliminary studies towards the synthesis of cytotoxic oxide synthase Claramunt P184
marine natural product analogues ‘ Castro P169 ' =

Novel glutamate analogue with unusual selectivity Clausen P185

Synthesis and structure-activity relationships of a.new

set of 1-substituted:5-oxo-pyrazolo[1,5<] Solid phase synthesis of novel non-covalent amide

quinazoline-2-carboxylic acid derivatives as excitatory inhibitors of the hepatitis C virus serine protease Colarusso P186
aminoacid antagonists Catarzi P170 ! New 2-aryl-1,2,4-triazolo[4,3-alquinoxalin-1'ones
Design and synthesis of a new. set of 4-oxo-imidazo as human A, adenosine receptor antagonists Colotta P187
[4,5-c]quinoline as ionotropic glutamate receptor . Rapid measurement of physicochemical parameters Comer P188
antagonists Catarzi P171

. ' ) ) Attenuation of MDR by novel, peptoid-based
Antiinflammatory, gastrosparing and antiplatelet chemosensitizers Cortés P190
properties of new NO-donor esters of aspirin Cena P173 |

o ) ) Antimicrobial activity optimization of

Synthesis, biological evaluation and SAR of new A, 5-nitro-2-thiophylidene derivatives against multi-resistant
ruthenium complexes as anti-trypanosomal drugs Cerecetto P174 strains of Staphylococcus aureus Costa Tavares P191
4-Hydroxyxanthone inhibits production of NO by . _ Hansch Analysis of nifuroxazide analogs with
1774 macrophages and ROS by human PMNs Cerqueira P175 antimicrobial activity against MRSA Costa Tavares P192
Design and synthesis of novel 6,6-bicyclic template N,N-Diethyl 2-aryl-5, 7-dimethylpyrazolo
based .Em.m_u\._pmm .:.59 peptidomimetics with [1,5-alpyrimidin-3-yl acetamides:selective PBR ligands
potential oral activity Cesar P176 as potential modulators of cell proliferation: Costagli P193
GABA-A a-subtype selective inverse agonists as 4-Pyrones: a novel series of selective
potential cognition-enhancing agents Chambers P177 cyclooxygenase-2 inhibitors Crespo P194
Combinatorial approaches towards synthetic Building and validation of a pharmacophore of
CTV-based receptors with antibiotics properties Chamorro P178 telomerase inhibitors through a

possible hTERT mechanism Cuadrado P195
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Synthesis of two natural products: an inhibitor of Synthesis of hexacarbonyl .9.85: o

cell death and an enhancer of cell survival Cuny P196 5-{p-tolylethynyl)-2'-deoxyuridine Dembinski P211
New pyrazolo[1',5":1,6]pyrimido[4,5-d]pyridazin-7 20<m._ Qc_:o_ozm‘u:o.mn:o:mﬁm ampa antagonists

[8Hl-ones as potent and selective inhibitors of PDE5 Dal Piaz P197 devoid of nephrotoxicity Desos P212
Synthesis of some 14{2-naphthyl}-2-(1,2,4-triazole-1-yl) . _ Characterisation of structural requirements of

ethanone oxime ether derivatives and their selective ligands by means of chemometric analysis Dezi P213
anticonvulsglt activitieg A FL38 J Synthesis of furanone-containing ligands with high

Structure-activity relationships in a set of novel binding affinity for the cysteine protease cathepsin S.  Diaz Perez P214
conformationally constrained analogues of glutamic acid De Amici P200 Symithesissandl siifinecicaptiue seihits of e

Chemical modification of 4-carbamoyl-1,2,3,6- nomnarcotic agents of hydroxy-N-substituted-4 £y .
tetrahydropyridinoquinoline, CRA0450/R278995, (1H)-pyridinone Qmw,zmﬁzmm Dilsiz Aytemir  P215
for discovering CRH, receptor antagonists De Bruyn P201 SynthestNagd agtinf@Bbial activity of new Mann

Discovery of R 137696, a fundus relaxing compound derivatives of 3-hydroxy-6-methyl-4(1H)-pyranone Dilsiz Aytemir  P216
for the treatment of functional dyspepsia. De Bruyn P202

Synthesis and antimicrobial activity of some new

SAR and in vitro biological evaluation of novel N-substituted carbamodithioic_acid ;

arylaminopiperidine derivatives as potent 3-ethyl-6-phenylhexahydropyrimidine-2,4-dione esters  Dilsiz Aytemir  P217

and selective GlyT1 inhibitors de la Torre P203 Synthesis of SOMEPnew bioloBRally active :

New acetycholinesterase inhibitors that modulate the thieno[3',2":4,5]thieno[2, 3-clquinolones Dogan Koruznjak P218

cellular calcium: a posible neuroprotectant effect de los Rios Salgado P204 Codes / neurdnetwork fioNEr oo . oral

Molluscicidal activity of Euphorbia conspicua latex mcmo.a.ﬁ_o: and U_ooa.wa_.: barrier permeability

compounds. Schistosomiasis control de Mendonca P205 prediction of structurally diverse drugs. Dorronsoro P219

mm-a_mcsm:g&a 3-alkylamino-4H-1,2, Design and synthesis of novel indomethacin derivatives

4-benzothiadiazine 1,1-dioxides: new potent ATP- with putative use in the treatment of Alzheimer's disease Doulgeris P220

sensitive potassium channels openers . de Tullio P206 i SynthesiatTAMOIDE 2l bvaluailah, of novel.pyiiinido

Study of conformational transitions in polyAxpolyU | and diazepinopurinodiones Drabczynska  P221
1 2+ i

and polyAx2polyU in the presence of Mg Degtyar P207 § Effect of Cerebrocrast on the electrical activity of the

Synthesis of 3-amino-2-piperidone pseudopeptides: chﬁ c«m_:. and its _aman.:o: with

analogues of Ala-Leu and Ala-Gly del Rio P208 norepinephrine and haloperidal Duburs p222

Synthesis and biological activity of novel thiazolidine-2, Effect of Cerebrocrast and relative 1,4-dihydropyridine

4-diones series with potent antihyperglycemic and derivatives on blood glucose level in normal and

antihyperlipidemic oral activities del Castillo P209 STZ-induced diabetic rats Duburs P223

Antihistaminic effect of some phthalazinones on Effect of Cerebrogcrast on forebrain ischemia in rats Duburs P224

isolated guinea-pig trachea del Olmo P210

Substituted 4-[2-phenyl-2-(2-carbinolpyridin-5-yl)ethyl]
pyridine-N-oxides as potent and selective
phosphodiesterase-4 inhibitors Ducharme pP225
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Design and synthesis of 2-pyridinones; inhibition of Mexiletine analogues as potent skeletal muscle sodium
pili assembly in pathogenic bacteria Emtenas P227 channel blockers: hypotheses on the interacions at the
o . main binding sites Franchini P246
Molecular modeling interaction of . . N .
ciclodextrine with chlorambucil Enrique P228 Synthesis and apoptotic activity of 1,4-benzothiazine,
o 1,4-benzoxazine and 2-quinolinone derivatives Fringuelli P247
New substituted 4(1H)-pyridinone derivatives y /
as antimicrobial agents Erol P229 Open 5-fluorouracil prodrugs with a salicyl alcohol
. moiety: Activity against the MCF-7 human breast
Amide derivatives of naproxen as potential prodrugs Erol P230 | cancer cell line Gallo P48
Identification of a new scaffold active on the malarial Methodologies for solid phase synthesis of
aspartic protease plasmepsin Il Ersmark P231 3-aminopiperidin-2-ones Cattls P249
Solid phase synthesis of 7-Acylamino-1, Bicyclic thienopyrimidine nucleosides bearing an aryl
4-benzodiazepine-2,5-diones Ettmayer P232 side chain as potentialiinhibitors of varicella-zoster virus Garcia Sevillano P250
Potent low molecular weight inhibitors of tissue kallikrein Aprikalim analogues. Design and synthesis Garcia-Cadenas P251
hK1 and their activity in a model of acute pancreatitis  Evans P233
. . . Synthesis and pharmacological activity of new
Solid phase synthesis of unsymmetrical ureas through . aryloxyarylalkylamines GareiaDominguez P252
the use of Kenner Safety-Catch Linker Fattori P235
o . : Synthesis and pharmacological activity of new
Ureas and guanidines as anti-HIV drugs Faustino P236 naphthylpiperazines GarciaDominguezP253
New approaches for psychosis treatment: design, New antitumoral agents, inductors of apoptosis
synthesis and SAR of ligands binding to by caspases activation. Garcia-Foncillas P254
dopamine-D,- and serotonin 5:HT,, receptors Feenstra pP237
, . . k Comparative characterization of Na* channel blocking
Synthesis of carbocyclic nucleosides with ’ activity of drugs of different therapeutic use Gere P255
fused pyridazine Fernandez P239
. . . N Search for noncovalent cytomegalovirus protease
Nitric-oxide releasing non steroidal ma_._a_mBBmSQ | inhibitors. Synthesis and antiviral evaluation
drugs (NO-NSAIDs): a new class of effective . of 1,2,24risubstituted azetidines Gerona-Navarro P256
and safe agents Ferrario P240
. ) . . Comparative study of local anaesthetic.activity of
Antiviral activity of the lupane .:_,Bam:mm. against \ alkylaminoacyl derivatives
herpes simplex, ECHO 6 and influenza viruses Flekhter p242 of 3-amino-1,2-benzisothiazoles Geronikaki P257
Prediction of aqueous solubility of organic molecules Jergensen P243 Comparison between 1,2, 5-oxadiazole N-oxide and
Synthesis of new antitumor alkylidene nuﬂum%ﬂ__wmﬁ_/__%dx%muﬂww”mﬂnNM MWM_S\ panosomal drugs.
lopent ostaglandins Florent p244 : i
R properties related to activity Gerpe P258
Incorporating shape into the Grid-INdependent N heriBhr o, : _ .
Descriptors: Applications in 3D-QSAR and bioactive ew phenylcarboxylate derivatives as hypoglycemic . .
conformation searching Fontaine P245 and hypolipidemic agents Giannessi P259

Binding affinity of new cyclazosin analogues Giardina P260
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New hydrophobic benzofblthiophenesulfonamide-1, Synthesis and evaluation of novel choline derivatives as
1-dioxide as potential antineoplastic agents i P261 ligands for nicotinic acetylcholine receptors (nAChRs) Glindisch P274
Analysing concentration-effect curves by empirical Synthesis and antimicrobial activity of new
and mechanistic models Giraldo P262 4-thiazolidinone and 2-thioxo-4,5-imidazolidinedione
. ) E derivatives of b-nitro-1H-2-indolinones Glrsoy P275

Exploring barnase catalysis by molecular dynamics w
simulations,.quantum chemical calculations . Agonist binding modes in human A, adenosine receptor.
and statistical methods Giraldo P263 _ Molecular dynamics and docking studies Gutiérrez de Teran P276
QSAR for anti-HIV activity of HEPT derivatives using Conformational analysis and SAR of non-emetic
cognitive neural systems Giralt P264 PDE4 inhibitors. Haack P277
Discovery of a new class of AMPA receptor A Tailor-made test system for early intestinal
antagonists containing a tetrahydroisoquinoline skeleton Gitto P265 absorption assessment Hartmann P278
Analgesic-antiinflammatory properties of Synthesis and u:mimao_omam_ evaluation of novel
2-pyrazoline derivatives with substituted E-ring non-lactone analogues of camptothecin Hautefaye P279
thiosemicarbazide groups Gaékhan P266

: sfoup Novel 2,6-disubstituted purines - The synthesis
C3'-cis-substituted carboxycyclopropyl glycines of potent and selective inhibitors of the protein
(CCGs) as mGlu2/3 receptor agonists: tyrosine kinase Syk. Hayler P280
synthesis and SAR studies Gonzalez, R.  P267 ) !

y Synthesis of tubulysin analogues Henkel p281

Synthesis, cytotoxicity and QSAR of

chalcones and flavanones Gonzalez, M. P268 A short stereoselective synthesis of

de-prenylardeemin and analogues Hernandez Blanco P282
Aminoalkylimidazoles as tools for the investigation
of the requirements for neutral antagonism
at the human histamine H, receptor Govoni

Stereoselective synthesis of tetracyclic analogues of
P269 ardeemin from pyrazino[2,1-b]quinazoline-3,6-diones
via Michael reactions Hernandez Blanco P283

St independeim Acserars (RIND) in 1 SHg A novel class of heterocyclic cannabinoids: design

of the s-receptor subtype selectivity Gratteri P270 B e S )

M preparation, in vitro and in vivo studies
Novel orally active and selective histamine H; receptor of 1,2,4-triazoles Hernandez-FolgadoP284
antagonists:bioisosterism on heterocyclic . : y e
analogues of imoproxifan Criffin P271 u ﬁ_w.a_oxoumﬁjﬁﬁcﬁ_ao:,m.o_juﬁ_aa_:mrcmmma

potent and selective CCK receptor antagonists:

Novel nicotinic ligands: design, synthesis reversal of the CCK1 subtype receptor selectivity
and pharmacological characterization. Guillonneau P272 towards CCK2 receptors Herranz P285
Synthesis, evaluation and structure affinity Chemistry, pharmacology and clinical studies of
relationship of novel diazabicyclo[4.2.1]nonane nemifitide, a novel antidepressant peptide Hlavka P286
derivatives as ligands for nicotinic acetylcholine ! Gy Sty LAY
receptors (NAChRS) ailbgisch P273 Synthesis and characterisation of antioxidative fatty

acid esters of soy isoflavones Hoikkala p287
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Acetaminophen metabolism by CYP3A4 modulates Synthesis and evaluation of 3-substituted
microsomal calcium balance in transduced HepG2 cells Holownia P288 naphthyridine derivatives as type IV
i inhibi Iwata P303
Acetylcholinesterase inhibitors of bispyridinium-type phiaspRONIERIERASE infiboiars
compounds derived form obidoxim Holzgrabe P289 Diastereospecific Synthesis of R126638 - a novel
; ' - - i tomycosis Jaroskova P304
Elevation of ligand binding to muscarinic M, ; | antifugal agentforonyshosanddesmatarny
acetylcholine receptors by bis(ammonio)alkane-type Synthesis and biological evaluation of some new
allosteric modulators Holzgrabe P290 polycyclic compounds as anticancer agents Javidnia P305
Stereochemistry and opioid receptor affinity of New potent PDE4 inhibitors through three-dimensional
2,4-dipyridine-3, 7-diazabicyclo[3.3.1Inonanones: database screening Joseph P306
Influence of the substituent in position N7 Holzgrabe P291 ! :
| Analysis of a data-set of 131 MDR-modulators with
3D QSAR pharmacophore modeling of self-organising maps and in silico screening-of the
P-glycoprotein-interacting drugs Homan P292 SPECCS database Kaiser P307
Macrocyclic inhibitors-of the bacterial cell wall Synthesis and pharmacological properties of the crown
biosynthesis enzyme MurD Horton P293 ethers containing melanostatin (MIF) fragments Karaseva P309
Synthesis and anti-inflammatory activity of Novel-2-{substituted-phenyl)-6-amino-benzothiazole
5-methylisoxazole-3-carboxylic acid anilides Huang P294 hydrochlorides; Synthesis and antitumor activity Karminski-Zamola P310
A small non peptidergic molecule as inverse agonist Structure-activity relationships of analogues of NF449,
for the HCMV-encoded chemokine receptor US28 Hulshof P295 a subnanomolar potency antagonist at
recombinant rP2X, receptors Kassack P311

Acyclic vanilloid receptor antagonist based
on capsazepine Hyeung-geun  P296 SAR studies of potential azecine type dopamine

receptor antagonists by functional screening at human

cloned D1, D2 and D5 receptors with a novel microplate

reader based Ca’" assay Kassack P312

Inhibitory effects of the constituents of prunus mume

on bradykinin and prostaglandin E, production

in abdominal cavities of mice Ina P297
i Discovery of novel peptidomimetic thrombin inhibitors

A new pharmacophore for serotonin reuptake based on the D-Phe-ProArg sequence Kikelj P314

inhibitors and 5-HT14 antagonists Iriepa P298
A stereoselective synthesis of 24(S)-hydroxyvitamin D,,

A new pharmacophore for selective estrogen a prodrug for 1a,24(S)-dihydroxyvitamin D, King P315

receptor modulators Iriepa P299
Design and synthesis of conformationally restrained

3D-QSAR investigation of anticancer activity at the human histamine H; receptor ligands Kitbunnadaj P317

baclitaxel/tubulin binding site using CoMFA and CoMSIA' Iskander P300
Effect of v-aminobutyric acid and vigabatrin on

The development and optimization of K, kynurenine aminotransferases Kocki, T. P318

channel blockers Iskander P301
The apoptotic effects of the fatty acids from schisandra

THessyiests S andiiermbiel 2cUvg:of chinensis bailllon hurianileukemic ellssimuitro. Kocki, J. P319

benzo[bl[1,6lnaphthyridine derivatives. lvanov P302
The induction of apoptosis in human acute myeloid
leukemic cells by bcl-2 antisense oligonucleotides in vitro. Kocki, J. P320
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Ortho-substituted arylalkyl(alkenyl)-carboxylic acid N-[4-(4-Arylpiperazin-1-ylbutyllarylcarboxamides as
amides as activators of soluble guanylate cyclase Kolasa P321 potent and selective dopamine Ds ligands Leopoldo P338
Effects of EGIS-7229 (S 21407), quinidine, d,l-sotalol Plant adaptogens as a source of new drugs Levitsky P339
and dofetilide on right ventricular fibrillation threshold e b s e
. : ‘ : onsequences of sy
I ArpestIEHEE] G : oty Nagy F3z3 conformational restriction of an NK, compound Lewthwaite P340
Design and synthesis of novel antioxidants with . T .
protective effects against reperfusion arrhythmias. Koufaki P324 Synthesis and biological activity oﬁ. a novel n_mww of

pyridazine analogs as non-competitive reversible
Molecular modeling, design and synthesis of novel inhibitors of protein tyrosine phosphatase 1B (PTP1B)  Liljebris P343
antiinflammatory agents Kulkarni P325 ) 1

Azulene derivatives as potent dopamine D4 receptor
Computer-aided discovery of new pharmaceutical agents partial agonists Loeber P344
with dual mechanism of action Lagunin P326 i . N,

Lead optimization of 4-substituted D-glutamic acid
Design, synthesis and biological evaluation derivatives as inhibitors of the glutamate
of potential inhibitors-of pilus assembly racemase enzyme. Lopez de Uralde P345
in pathogenic bacteria. Larsson P32/ : ' 6 ; .

‘ Optimization and validation of the first pharmacophoric

SSR182289A, a selective and potent orally hypothesis for the 5HT; antagonism Lopez-Rodriguez P346
active thrombin inhibitor Lassalle P328 ¢ [

In vitro studies on a soluble hematoporphyrin-derived
Design and synthesis of novel peripherally platinum complex as a novel type of selective
selective inhibitors of catechol-O-methyltransferase Learmonth P329 photosensitizer with intrinsic cytotoxicity Lottner P347
Non-systemic steroidal ant-inflammatory antedrugs Lee, H. P330 , Novel [2-(Benzoylamino)-phenoxyl-phtalic acid

derivatives as potent hepatic glycogen phosphorylase

N-4-{methylsulfonylamino)benzyl thiourea analogues as

inhibi Lundbeck P348
potent and high affinity antagonists of vanilloid receptor Lee, J. P331 LIS,

Synthesis and pharmacology of thioibotenic acid.
A potent agonist at mGIuR4 excitatory
amino acid receptors. Madsen P349

Synthesis and anti-inflammatory activity of
leflunomide derivatives Lee, A. P333

Novel dibenzold,glazecines show high. affinity fur human
cloned dopamine receptors and high functional
antagonistic activity at the rat arterial 5-HT,, receptor ' Lehmann P334

3-Methoxy-8-methyl-6,7,8,9,10,15-hexahydro-dibenzo

Spiro[[2]benzoxepin-1,4-piperidines] as highly potent
sigma, (a,) receptor ligands Maier P350

Discovery of new compounds for treatment

i Makarov P351

[g,]l[1,4]oxa-aza-cycloundecene, a novel heterocyclic of tuberculosis
system - Affinities and selectivities at human cloned Antiulcer activity of new nitric oxide donors Makarov P352
dopamine receptor subtypes compared ' ; ;
to open-chain analogs. Lehmann P335 Physicochemical parameters as descriptors of

blood-brain barrier permeability in polycyclic amines Malan P353
Synthesis and antitumor effect of aryl (heteryl) . g :
+- and é-lactones Leite P336 Synthesis and affinity of fluorescent ligands for the

histamine H, receptor Malan P354

Convergent solution and solid phase synthesis for
the preparation of S-lactam antibiotic libraries Leonetti P337
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Design, synthesis and development of 1-substituted Calculation of logP values: performance on
pyrrolidin-2-one derivatives as potential pyridazine regioisomers Matyus P370
-adrenocept t ists.
el gaausks  B3%H Synthesis and SAR of 3- and 4-substituted
Design, synthesis and pharmacological profile of quinolin-2-ones : discovery of mixed 5-HT,g/5-HT .,
fused pyrazolopyridine derivatives: a new class of receptor antagonists McCort, G. P371
neuroprotective acetylcholinest inhibit j F
4 ‘€ Y T A jranssol FragaRsse Synthesis and evaluation of inhibitory activities on
A novel synthetic route for the preparation of alkyl and cells expressing the activated mutant form of the FGFR
benzyl chloromethyl phosphates Mantyla P357 3 tyrosine kinase McCort, 1. P372
N-Benzyl pseudopeptides as HIV-1 protease inhibitors  Marastoni P358 JB99157, a selective Gastrin/CCK, receptor antagonist
o N o Y | y with high in vitro and in vivo potenc McDonald P373
Description of bis-thioureidic derivatives and evaluation & - d
of their biological activity Marceddu P359 _ Stilbenes and Bisarylethanes with fused ring systems.
) : } A Cytoxicity. studies and-antimitotic properties Medarde P374
Evaluation of biological activity of
phosphinine-1-oxide derivatives Marceddu P360 Formation of halide ions adducts in negative ion ESFMS  Mesquida P375
Further investigation of biological activity of new 1, Asymmetric Strecker synthesis of 2,3-propanoglutamic
4-dimethyl9H-carbazole derivatives Marceddu P361 acid and bicyclic derivatives Meyer P376
Decahydroisoquinoline acids as iGIUR5 antagonists Martinez Perez P362 Novel substituted morpholine derivatives designed to
. oo, . ossess hypolipidemic and antioxidant activi Michaloglou .. P378
Synthesis and biological evaluation of hydroxy, P ol b B
amino and mercapto.terpenylnaphthoquinones Martin-Martin ~ P363 U Synthesis of newer KEPPRA™ analogs Michel P879
Structure activity relationships of some novel 1,3, ! Constrained analogues of tripinamide as putative
4-substituted pyrrolidine NK-2 antagonists Martinsson P364 G, protein activators Minarini P380
Design and construction of a library of cyclic Synthesis and evaluation of pharmacological activities
tetraalkylammonium derivatives and its application to of 3,5-Dialkyl 1,4-dihydro-2,6-dimethyl-4-nitroimidazole-3,
identify novel MDR modulators and VR1 blockers Masip P365 5-pyridine dicarboxylates Miri P381
|dentification of decahydroisoquinoline-3-carboxylic The design and synthesis of [8,8]-dimethyl
acids tetrazoles-as potent and selective iGIURS naphthyridines as potential anticonvulsant agents Mitchell P382
receptor antagonists. M H !
g B et geiranz: ooy Sulfonamide hydroxamic acids, a novel class of histone
Serotonergic activity of dioxo- derivatives of deacetylase inhibitors, are antiproliferative
1-aryl-2-iminoimidazolidine based fused heterocyclic against human cancer cells. Moradei P383

systems. Proposed pharmacophore for molecular

recognition in 5-HT, receptor Matasik P367 EVOblue - its application in HTS assays Mueller P384

Synthesis and biological activity of hydrazones

Novel antidepressants with mixed It i W :
. v i of benzo[dlisothiazole hydrazides Mura P385

(5-HT,) and opioid (u) activities Matosiuk P368
Biological activity of a-substituted-aryloxyacetic

Novel, potent and selective 2-alkyl-3-(1,2,3, . ke
P selective 2-alkyl-3{1,2,3 acids and their isosters Mura P386

6-tetrahydropyridin-4-yl)-1H-indole
as 5-HT, receptor agonists Mattsson P369
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_um:,\m_ﬁzwm 2._%azoﬂ,.w&cﬁ_aa_:mm and evaluation 4- or 5-Carbamoyk-1,2,3,
of their biological activity . Mura P387 6-tetrahydropyridinopyrrolopyrimidine derivative
Evaluation of biological activity of dibenzole,hlbicyclo as a CRH, receptor antagonist. Okubo P404
[2,2,2]octane-2,3-dicarboximide derivatives Mura P388 Convenient separation method for PEDNA affinity
Meiosis activating sterols . Murray P389 proteins by submicron beads Okuno P405
Exploration of peptidyl hydrazones as water-soluble Synthesis and antinociceptive activity ;
calpain inhibitors Nakamura P390 (2-benzazolone-3-yl) propionamide derivatives Onkol P406
Chemical modification of 4-Carbamoyl-1,2,3, Novel arylpiperidine, aryltetrahydropyridine and
6-tetrahydropyridinopyrrolopyrimidine, CRA0316, arylpiperazine derivatives as 5HT,,/5-HT,, .
for discovering CRH, receptor antagonists Nakazato P391 serotonin receptor ligands Orjales P407
Large scale synthesis of Z15370 a new phthalazine : Synthesis and pharmacological activity .
PDE4 inhibitor Napoletano P392 of novel pyrazole derivatives Orjales P408
Artelastin: a natural prenylated flavone cytotoxic to Synthesis and molecular modeling of new 1-aryl-3- N
human breast adenocarcinoma MCF-7 cells Nascimento P393 [4-arylpiperazin-1-yl}-1-propane derivatives with high affinity
y at the serotonin transporter and at 5-HT,, receptors Oris P409
Synthesis and antiprotozoal activity of some novel : : P :
2-(trifluoromethyl)benzimidazole compounds Navarrete-Vazquez P394 Peripherally Mm_moﬁ_<m B o_u_o_ﬂ agonists for the
treatment of inflammatory pain Osborne P410
Ribozyme approach for inhibition of Bsecretase :
(Asp2) gene expression Nawrot P395 . Cobalt-acetylene complexes: a new class of cytostatics
with high activity against human-breast cancer cells Ott P411
Rhodanine-3-acetic acid derivatives as potent inhibitors , . . 3
of fungal protein:mannosy! transferase (PMT) Neuss P396 " Synthesis and anticonvulsant activity of some new AT
M, dioxolan derivatives Ozkanli P412
Synthesis of a new series of compounds with ., . . '
lipoprotein(aHowering activity, part 3: Synthesis and pharmacological activity'of'some 3-oxo-~
f3-substituted-3-amino-ethylphosphonates Nguyen P397 5-benzylidene-6-methyl-{4H)-2-substitutedpyridazines Ozkanli P413
Synthesis of a new series of compounds. with The design and synthesis of a novel class.of guinazolines
lipoprotein(a)owering activity, Part 4: m as inhibitors. of AP-1 and NF-kB mediated transcriptional
a-substituted-B-amino-ethylphosphonates Nguyen P398 ; activation: SAR of in vitro and'in vivo studies. Palanki PA14
New antimalarials: design and synthesis of protease ﬁ Novel endothelin-A (ET,) receptor antagonists: discovery
inhibitors with effect in cultured parasite-infected and optimisation Palmer P415
human erythrocytes. Noteberg P399 Pharmacopheric requirements for cannabinoid side
Improved procedure for synthesis chains: C1*- n‘v..o_om_x%_ substituted )
of zwitterionic oligonucleotides Novak P400 , Agtetrahydrocannabinols. Papahatjis P416
ynthesis and nematocide activity Synthesis of conformationally constrained classical
of S-galactopyranosyl-6, 7-diarylpteridines Ochoa PAQ? cannabinoids via the Suzuki-Miyaura coupling reaction ~ Papahatjis PA17
A novel neutrophil elastase inhibitor, AE-3763 for 4 -Methoxy-2-styrylchromone is a potent inhibitor

treatment of acute organ injury. Effects in animal models. Okazaki P403 of the growth of human cancer cell lines Pedro P418
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S 33005, a novel ligand at both serotonin and Identification of SB-366791, a potent and selective
norepinephrine transporters. Part Il: neurochemical antagonist of vanilloid receptor-1 Rami P434
characterization and activity in models predictive ) ot - ) )
of antidepressant properties Peglion P419 m<3:m.m_m and biological .mQ_sE of a peptide domain .

of the intercellular adhesion molecule-1 Reig Isart P435

Tricyclic analogs of S 33005. Synthesis and structure=

activity relationships at serotonin Absorption spectral studies of heme ligand interactions

and norepinephrine transporters Peglion P420 of NOS II oxygenase domain Rekka P436

Unique profile of a preferential dopamine D, receptor Molecular modeling of isoxazoles derivatives as new .

antagonist displaying extremely potent enhancers compounds Rizo Pa37

antimuscarinic properties Peglion Pa2l Salid phase synthesis of C2,N6-disubstituted

$ 33005, a novel ligand at both serotonin and adegosine analogues Rodenka P43%

norepinephrine transporters. Part |: synthesis : Dual binding site acetylcholinesterase inhibitors

and structure-activity relationships Peglion P422 containing a purine unit RodriguezFrancoP439
Metabolites of pentoxifylline. Biotransformation of PTX. Pekala P423 Synthesis of cyclic enamides via ring-closing

Thiamin diphosphate analogues as inhibitors olefin metathesis Roe P440

of Zymomaonas mobhilis pyruvate decarboxylase Pérez-Melero  P424 Chiral hexahydro-4-methyl-pyrazinoll, 2-alindoles:

Development of highly potent and selective
, 5-HT,, receptor agonists based on the
Picard P425 pyrazino[l,2-alindole scaffold Roever P441

Synthesis and evaluation of N-acyl-4-
benzylidenepiperidines : highly potent
and in vivo active steroid-ba-reductase type 2 inhibitors

BenzyHropanyl esters and ethers of phenoxypropionic

Design and synthesis of benzophenone derivatives ) ) i ]
Pleban P426 acid as novel sigma receptor ligands Romanelli p442

for photoaffinity labeling studies with P-glycoprotein
Functional profiling of a series of N'-dimethyl-N*
phenylpiperazinium lodide (DMPP)-analogues on

P428 recombinant-human nicotinic acetylcholine receptors. Romanelli P443

Quantitative structure-activity relationships for the
antitrypanosomal activities of
benzo[l,2-c]1,2,5-oxadiazole N-oxides Porcal

Synthesis and cytotoxic activity of new isoquinolines
and tetrahydroisoquinolines condensed with 1,
4-benzodioxin or 1,4-dioxin Romero, Manel P444

Synthesis and anti-tumour activity of novel iron schiff’'s
base complexes Posselt P429

Synthesis, SARs and pharmacological characterization
of D- glutamic analogs as new potent inhibitors
of Glutamate Racemase (Murl) enzyme. Prieto P430

Assessment of usefulness of iterative simulated

annealing for the characterisation of the bioactive

conformation of Glu-Asp-Leu HIV-1 protease inhibitor. Romero, Miguel P445
Synthesis of 1-amino-2-trialkylsiloxy-4-arylbutadienes

for the preparation of novel bioactive compounds. Puebla P431 Methoctramine related macrocycles as nicotinic

receptor antagonists Rosini P446
Synthesis and biological evaluation of new

3- or 4-(substituted-ethenyl)piperidine derivatives Pumar P432 I2-Imidazoline binding site affinity of

a different type of ligands Rozas P447

Synthesis and biological evaluation of new : : :
d-substituted piperidines Pumar P433 Synthesis and SAR of (3; adrenergic agonists
containing biaryl groups Ruehter P448
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Orientation vector for cyclooxygenase and Computer-aided design of novel aroyl-pyrrolyl-hydroxy-
5-lipoxygenase inhibition of antiinflammatory alkylamide (APHA) derivatives as new synthetic
antioxidant 2,6-di-tert- butylphenols . Ruiz Soriano  P449 histone deacetylase inhibitors Shardella P465
Highly potent K. channel activators Sabatini P451 Molecular modifications of DM232 and DM235,
o ‘ two new potent cognition enhancers Scapecchi P466
Pyrazolobenzothiazines as potent
TNF-e¢ production inhibitors Sabatini P452 Thiirancarboxylic acid as electrophilic building
: 1 . block for new cysteine protease inhibitors Schirmeister ~ P467
Potassium channel opening activities of
some acridine derivatives Safak P453 Inhibitors of cysteine proteases containing
. i an aziridine unit Schirmeister  P468
A new class of antinociceptive compounds;
Alkanoic acid derivatives of , Molecular dynamics simulations of histamine
4,6-Diphenyl-3(2H)-pyridazinone Sahin P454 i Hs-receptor-ligand complexes Schlegel P469
Arylthiazolidinediones: design and discovery Design and.synthesis of potent and selective,
of a novel potent orally active PPAR ~/« dual agonist orally active NK1 receptor antagonists Schnider P470
as antihyperglycemic and m:ﬁ_:v\umﬂ__u_ama_n agent. Sahoo P455 Molecular Modeling of the C-terminal PyMSE:L
Inhibitors of bacterial hyaluronidases: structure and peptides selection for synthesis and
based lead discovery Salmen P456 biological evaluation Serrano Garcia P471
Sulfated oligosaccharides as hyaluronidase inhibitors Salmen P457 Synthesis and biological evaluation of substituted 1,
; . . ; | 5-diarylimidazole derivatives as selective
New bisarylindole gm:eﬂmm. Cytotoxic compounds \ cyclooxygenase-2 (COX-2) inhibitor S P472
based on combretastatin A-4 maodel Sanchez Maya P458 }

i Investigation of interparticle interactions in
, pharmaceutical O/W microemulsions
by dynamic light scattering. Shukla P473

Structure-activity relationship study of asiatic acid
derivatives for new wound healing agent Sang-sup P459

Synthesis and in vitro calcium antagonist activity

of d-aryt1 7, 7-rimethyb§12,3.4.5.6.7, 1-Amino-2-Phosphonomethylcyclopropane carboxylic

: X acid: agonist of metabotropic glutamate receptors lle P474
8-octahydroquinazoline-2,5-diones Sarac P460 _ = pIc & 0

: ﬁ Molecular modeling in the rational drug design
o%mmqma of Ema_umx.o_m d of antineoplastic agents:
dopamine D, receptor ligands Sasse P46l 3-alkylcarboxy-2-quinoxalinilputrescines Sicardi P475
3-(1H-Pyrrol-2- and -3-yl)-2-oxazolidinones as novel Conformational analysis of oxicams and
monoamine oxidase type A inhibitors Shardella P462 their interciETRURA"G 01X I Bierdi PAT6
Synthesis and biological evaluation of enantiomerically Synthesis and structural elucidation
pure 3{1H-Pyrrol-1-yl}-2-oxazolidinones as a new of polyphenolic - glutathione conjugates for the
class of potent and selective monoamine screening of their toxicological profile Silva Pereira MilhazesP4.77

oxidase type A inhibitors Shardella P463
Synthesis and pharmacological activity of CHF 4227,
Anti-HIV-1 activity of arylthiazolylcarboxyamides, owm of the :,_Omw potent in m:o a in v“.__,._o
a novel class of NNRTIs as hybrid congeners SERMs till no didaekeraH Silvia P478
between PETT, UC781 and TDA Sbhardella Pa64
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Pharmacochemical study of novel ibuprofen derivatives
as prospective nootropics with neuroprotective
and hypolipidemic properties

Metal ion effects in quinolone-nucleic acid interactions

Synthesis and computer prediction of the
pharmacological activity of aryl - and é-lactams

Stereoselective total synthesis of antillatoxin,
a naturally occurring ichthyotoxin with
potential medicinal value

Effect of structure of drugs (decamethoxinum,
aetonium, tionium) containing bisquaternary nitrogens
on drug interaction with DNA, synthetic polynucleotides
and their monomers

Hematologic disposition of mefloquine m:mioama

Isomeric kielcarins and dihydroxyxanthones:
modulation of alpha, beta |, delta, eta
and zeta PKC Isoforms

A QSAR study on pyrido[2,3-d] pyrimidine-7-one
analogues acting as inhibitors of
cyclin dependent kinases

Novel approaches for non-imidazole histamine
H3 receptor antagonists

Derivatives of N-[(3-0x0-3,4-dihydro-2H-1,
4-benzoxazine-2-yl)}-carbonyl-(S)-proline as promising
peptidomimetic building blocks

Synthesis and SAR of substituted pyrrolidones
as potent and selective Neuropeptide Y Y5 antagonists

Conception, synthesis and pharmacological evaluation
of PPAR(s) ~ ligands

A new method for preparation of phenanthridinone
core structure and its derivatives

Synthesis of protein kinase C inhibitors
a-tertiophene derivates

Structural modification on anti-HIV quinolones

Name

Siskou

Sissi

Skorova

Song

Sorokin

Souri

Sousa

Srivastava

Stark

Stefanic

Steger

Suzenet

Szabadkai

Szekelyhidi

Tabarrini

Code

P479

P480

P482

P483

P484
P485

P486

P487

P488

P489

P490

P491

P492

P493
P494

o 47 e

Poster Title Name Code

Conformational analysis and SAR studies
of antispermatogenic hexahydroindenopyridines Takahata P495

Functional screening at G-protein coupled
p-opioid and melanocortin receptors with novel
microplate reader based assays Tammler P496

Design and synthesis of new cyano derivatives
of formestane and D-lactone formestane as potential
aromatase inhibitors Tavares da Silva P497

Synthesis and biological evaluation of 4-amino
piperidines as N-type calcium channel blockers Teodori P498

Synthesis and ma_nw:nms anticonvulsant activity
of new acylthiosemicarbazides and structural
isomer 4-thiazolidinones bearing quinazolinone ring Terzioglu P499

Probing molecular recognition of dansyl derivatives
versus bacterial Thymidylate Synthase (TS) Tondi P503

Tripeptide phosphonate inhibitors of matrix
metalloproteinases. Tortorella P504

Design and synthesis of selective inhibitors
for type Il dehydroquinase Toscano P505

Synthesis and antiinflammatory-analgesic properties

of some new Michael addition products of
6-(4-chlorobenzylidene)thiazolo[3,2-b]-1,2,

4-triazole-5(6H)-one Tozkoparan P506

A homology model of the MC4 receptor, and its use for
the high-throughput docking of smalkmolecule ligands ~ Tschinke P507

Novel antioxidant molecules with anxiolytic activity
designed as potent anti-stress agents Tsiakitzis P508

N-{(4-Methoxy-8,9-dihydro-7H-1-aza-phenalen-2-y|)
alkyllalkanamides: new analogs of
the hormone melatonin Tsotinis P509

Synthesis and anticancer evaluation of certain
4-anilinofurol2, 3-blquinoline derivatives Tzeng P510

Studies on novel 7-Acyl-5-chloro-2-benzoxazolinone
derivatives as potent analgesic and
antiinflammatory agents Unlu P511
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Two novel 6-(5-Chloro-2-benzoxazolinone-7- Raney nickelinduced 3-alkylation of oxindole
yl-4-phenyl-3(2H)-pyridazinone derivatives as with alcohols and diols volk P528
potent analgesic and antiinflammatory agents Unlu P512 4 5-Bis(2-chloro-4-hydroxyphenyl)-2-imidazolines: ligands
Synthesis and receptor affinity of novel 1,3-dioxanes of the estrogen receptor with & new binding mode von Rauch P329
as NMDA receptor antagonists - Utech P513 Structure-based search of plant analogues of
(2-Amino-phenyl}-amides of w-substituted alkanoic hormones and neurotransmitters Voskresensky  P530
acids as new histone deacetylase inhibitors Vaisburg P514 Synthesis and free radical scavenging activity of
Heteroaryl substituted glutamic acid analogues as C-arykN-cyclopropyknitrones Vukics P531
ionotropic glutamate receptor agonists Valgeirsson P51§ New 4-n-propylpiperazines as non-imidazole
Novel 7-alpha substituted Al*steroids: New histamine H-antagonists Walczynski P532
orally active androgens van derLouw  P516 Dicarboxylic acid bis(L-prolylpyrrolidine) amides
22R- And 22S-hydroxy-FF-MAS: New meiosis as prolyl oligopeptidase inhibitors Wallen P533
regulating substances van der Louw  P517 Structure-activity relationships of novel 1,2,3,
MM Docking - with Ab Initio refinement of TSA 4d-tetrahydroisoquinoline derivatives as bradycardic agents Watanabe P534
and analogues in interaction with HDLP Vanommeslaeghe PH18 Comparison of histarine Hreceptor antagonist
Synthesis and antiHIV activity of new 2, activity of cycloalkyl and (nen)substituted
1-benzothiazepine detivatives Vega P519 phenoxyalkyl carbamates of imidazolylpropanol Wiecek P535
Theoretical studies and synthesis of anew Imidazoles: Ligands for the estrogen receptor - .
compounds with cardiovascular activity Velazquez P520 w structure-activity relationship.- Wiglenda P536
Measurement and quantitative spectral analysis j Biphenyl carboxamide antagonists of the human
of “C-decoupled 1H NMR spectra Vepsaldinen  P521 , melanin-concentrating hormone receptor 11CBy;

discovery and SAR Witty P537

Silicon and germanium containing aliphatic and silacyclic
derivatives of heteroaromatic sulfides as selective
cholesterol level lowering and vasodilating agents Veveris

Synthesis and biological evaluation of saccharide
P592 based libraries Wolf P538

Novel potent and é-opioid receptor-selective
14-alkoxymorphinans as potential therapeutics
P53 for the treatment of pain and inflammation Wunder P539

Solid phase synthesis of a small series of

3-phenylthio-3-nicotinyl propionic acid derivatives,

acting as antagonists of the integrin «V@3. Vianello
A new class of eukaryotic DNA

Development of new fungicides .
; topoisomerase |l inhibitors Yalcin P540

against Magnaporthe grisea Vicentini P524

Effect of alkylpyrazine derivatives on the duration

Design and synthesis of 2-amino-benzoldlisothiazol- e : T
of pentobarbital-induced sleep, picrotoxin-induced

3-one derivatives as antithrombotic agents Vicini P525 | : : i :

convulsion and ~y-aminobutyric acid (GABA)
New &-phenylxanthines as PDE5 inhibitors Vidal P526 \ levels in the mouse brain Yamada P541
Role of protein bioregulators in prophylaxis Synthesis and antiiflammatory and analgesic activity

of metabolic diseases Vina P527 screening of some new 4(3H)-quinozalinone derivatives  Yesilada P542
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Poster Title Name Code A wide exhibition area is available at level O where posters will also be presented. The
exhibition will be opened from Sunday September, 1 to Thursday September, 5.

Enantioselective synthesis of rhododendrol
mediated by lipases ; Yuasa P544

Computational predictive methods in drug development: Zamora P545

Exhibition Floorplan
Design and synthesis of new 2,3-diaryl-1, i

3+thiazolidin-4-one HIV-1'RT-inhibitors ‘ . Zappala P546

New 4,5-methylenedioxyphenyl derivatives as
AMPA/KA receptor antagonists Zappala P547

Thrombin inhibitors build on azaphenylalanine scaffold  Zega P548 — ; : [T[ZI314[ 5 [ CBERCORNER

The synthesis and pharmacokinetics of 3H-amixin,

By i 41
a low molecular weight synthetic interferon ﬁ . L. mm 5 mm mm
inductor, in experimental animals Zhuk P549 s s EniED

NO-releasing derivatives of tolfenamic acid-as EE . M% mm |
improved anti-inflammatory agents Ziakas P550 ) ) —

Optimization of the search for new tranquillizers by
assessing the relationship between parameters of P 2
the ligand-receptor.interaction and therapeutic indices  Zinkovsky P551 W

Impurity profile of the soft drug candidate BNP-166 Zubovics P552

2,7,12,17-Tetraaryl substituted 3,6,13, " - - . m
l6-tetraazaporphycenes: A-new class of sensitizing
macrocycles for PDT of cancer Teixidd P553

NAAAAAAANANAA

Focused synthesis of open-chain analogs of MK-801
as potent neuroprotectors and the use of neural
network modeling procedures for lead

finding and optimization Tkachenko P554 : level O

Design of leadHike libraries of potential GPCR ligands Tkachenko P555

Synthesis and structure-activity relationships of novel
antitumor pyridinium and quinolinium lipophilic cations:  Tkachenko P556
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Providing the tools, from discovery through production.

BioFocus is a leading provider of collaborative and innovative
drug discovery options. We apply & comprehensive range of
medicinal chemistry expertise and screening capabilities o
accelsrate our partner's discovery programs.

We have the flexibility to tailor each project to meet your exact
requirements and the technologies and experience to deliver
fully integrated solutions. You can choose from assay
development, HTS using multiple assay platforms, compound
] design and synthesis, diverse or targeted screening libraries
Tel: +44 1767 651166, Fax: +44-1767 651177 g g Y7 and sophisticated data management. These options can farm

mafl: info@acteurope.co.uk _ 4 the care of full lead optimization or target-to-lead programs.

For further details about collaborative discovery with
BioFacus, please contact us via

(Tell +44 [0] 1799 533500, (Fax] +44 [0] 1799 531495,
(email} info@bicfocus.com, or iwebsite] www.biofocus.com.

@ Advanced Chemilech

H : 2e - = —

A

e e e et S el et

ODYSSEY I

Current Medicinal Chemistry

Current publishes in-depth reviews cn all tha latest and oulstanding davelopmenis in
Medicinal ":m “_mm_n.n._.s.m v_nmam_.w published bi-waekly in print and onfine and is essentiat
Au—,-nam..mﬁm.% 0 all medicinal chemists. EXPANDED FREQUENCY ~ NOW BIWEEKLY!

Diverse and unique discovery library
» Rationally designed readytorscreen compounds
» Enriched for biclogically refevant pharmacophares

Editor Co-Editors
Ata-ur-Rahman David &, Gk Wiligm J_Hockstte. Graeme Sempla
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MercaChem is a CRO which specializes in contract synthesis
of a large variety of molecules including:

- quality of screening libraries,

* building blocks, scaffolds and intermediates

» reference compounds such as standards, metabclites or
impurities for process validation

* Small focused libraries for hit- and lead optimization
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Sirius Analytical Instruments is a world leader in the field of
physicochemical'profiling.
The need for physicochemical information at earlier stages in the compound
discovery cycle has driven the developement of the Profiler range.
ProfilertDA — Based on a commen robotic platform, the range couples state-of-the-art
third party technologies with proprietary assay design and data
., interpretation.
! The range has been designed with these fagtors in mind.
& @ Minimising the/amount of sample
inimising theloperator time for assay setup
mising experimental time
profiersea @ Minimising operator time for data interpretation

The range uses predicted physichemical values, where possible,
to direct automated assay design and data interpretation functions

mm\/ PROCILEMR MANGE _ID\./

s Analytical Instruments Ltd
Riverside = Forest Row Business Park + Forest Row = East Sussex * RH18 5DW's UK
T +44 (0)1342 820720 F +44 (0)1342 820725 E sirius@sirius-analytical.com W www.sirius-analytical.com

| Synergix Ltd.

www.molecular-conceptor.com

Molecular Conceptor
Drug Design Courseware

VISIT US AT BOOTH # 4
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BECKMAN COULTER Inc. 49
BENTHAM SCIENCES PUBLISHERS 29
BIOFOCUS plc. 31
BIOTAGE UK LTD 1
CAMBRIDGESOFT CORPORATION 41
CEREP 3
CHEMBRIDGE CORP. EUROPE 22
CHEMDIV 21
CHEMICAL COMPUTING GROUP 32
EFMC 36
ELSEVIER 33
EVOTEC OAl Itd 37
GENEVAC LTD 27
INTERBIOSCREEN LTD 48
MAYBRIDGE PLC 34
MERCACHEM 42
METTLER-TOLEDO AUTOCHEM 2
PERSONAL CHEMISTRY 30
PROUS 5
QSAR 2004 43
SIRIUS ANALYTICAL INSTRUMENTS LTD 40
SOCIEDAD ESPANOLA

DE QUIMICA TERAPEUTICA 35
SPECS AND.BIOSPECS 23
SIGMA-ALDRICH 38
SYNERGIX 4
TRIPOS FRANCE 46
WISEPRESS 44
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OTHER USEFUL INFORMATION

Dates and Venue

From Sunday, September 1 to Thursday, September 5, 2002
Palau de Congressos de Barcelona
Avinguda de la Reina Maria Cristina, s/n
Barcelona, Spain.
Tel. 34 93 233 20 00

Symposim Secretariat

A secretariat desk will be available at level 1 (main entrance).
Address for further correspondence:

ULTRAMAR EXPRESS

Diputacion, 238, 2nd. - 08007 Barcelona, Spain

Tel. 34 93 482 71 40 - Fax. 34 93 482 71 58

E-mail: 17ismc@uex.es ,

www.ope-uex.com/17ismc

Official Language

The official language of the Symposium will be English. No simultanecus translation will
be provided. ¢

Smoking Areas

As a courtesy to other participants, smokers are kindly asked to note that level 2 is
considered as the only smoking area. A special zone is also available in the lunch area.

Badges and Security

It will be compulsory for all participants to wear their personal badge at all times while in
the Congress venue and during the Social Events, as it will be the official entrance pass
to scientific sessions, Commercial Exhibition and Welcome Cocktail.

All participants will find in their documentation envelope a ticket for the Concert as well
as for optional excursions and Gala Dinner if they made a reservation. Please do not
forget that it will be mandatory to present them to participate in these activities.

Climate and Clothing

In September, the weather in Barcelona is magnificent. It is characterised by daytime
temperatures between 20° and 25° C, high humidity and sunny days. Very occasional
showers might also take place at this time of the year.

Taxi Service

Taxis in Barcelona are easily recognisable by their colours (yellow and black).

A green light on the top of the car indicates that it is available. There is usually a
supplement for luggage loaded in the back trunk of the car. A taxi from the airport costs
an approximately € 15.
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Public Transportation

Barcelona enjoys an excellent public transport system, served by a network of buses and
metropolitan subway. The nearest subway station to Palau de Congressos (Congress
venue) is Placa d'Espanya, (line 3 - green, line 1 - red). The same tickets are valid for the
bus and the subway. We recommend you to buy a 10 trip ticket (T10; price: € 5.60).

Travel Information

IBERIA, Lineas Aéreas de Espafa is the official carrier for the Symposium. Special fares
have been agreed upon for the Symposium participants. Please check at your nearest
IBERIA office. The Congress Tour Code given by IBERIA is BT211B21IMPEQQO4. For any
request concerning air tickets, please: contact the Secretariat Desk.

IBERIA B

Currency Exchange

Money can be changed through banks (normal business hours are from 08:30 o 14:00),
hotels and other special change offices displaying a "Cambio/Canvi" sign. Take your
passport or identity card with you when changing traveller's cheques.

Tourist Information

Tourist information will be inserted in the participants’ congress bags. More detailed
information on visits, excursions cultural events and restaurants will also be available at
the Secretariat Desk during the Congress. The Secretariat Desk will also offer information
on cultural events-as a service to all participants.-Main Tourist Office is'located in Plaza
Catalunya.

Phone

Public phones are available at level 1 and 2 of the Congress Palace. You will need either
coins (euros only) or phone cards that can be bought at tobacconist's {(Shops with sign
“Estanco").

Commercial Hours

In Barcelona, commercial hours are variable, with shops usually open from 09:30 to
13:30 and from 04:30 to 20:00 on workdays. Large commercial centres remain open
from 10:00 to 22:00 Monday to Saturday.

Attendance Certificate

Attendance Certificates will be delivered to all participants in their envelope. Certificates
of oral and posters communications will 'be available on request. Please ask for your
certificate at the Secretariat Desk (level 1) on Sunday 1 or Monday 2. You will be able to
pick it up from Tuesday 3.

Internet Information

The final programme of the 17th International Symposium on Medicinal Chemistry is also
available at the following web page: www.ope-uex.com/17ismc
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OTHER USEFUL INFORMATION

Registration fees for Industrialists, Academics and Students include:

- Access to all the scientific sessions
- Congress bag

- Documentation

- Abstracts Book

- Welcome Cocktail

- Concert (according to availibility)

- Coffee breaks

- Lunches on September 2, 3 and 4

The fees do not include:

- Official Dinner

- Excursions

- Personal Insurance: Participants are advised to make their own arrangements
regarding travel insurance and medical assistance during the Congress.

Registration fees for Accompanying Persons include:

- Welcome Cocktail

- Excursion "Panoramic Barcelona" (Half Day excursion) on 2nd September
(according to availibilities)

- Concert

The fees do not include:

- Official Dinner

- Excursions

- Personal Insurance: Participants are advised to make their own arrangements
regarding travel insurance and medical assistance during the Congress.

ef] e

SOCIAL EVENTS & EXCURSIONS

CONGRESS ATTENDEES & ACCOMPANYING PERSONS

Welcome Cocktail
Sunday, September 1, - 19:45
Congress Venue - Palau de Congressos de Barcelona

Concert at Santa Maria Del Mar (partially sponsored by Chemical Computing Group)
Monday, September 2, - 20:30

The Basilica of Santa Maria del Mar is a gothic building of extraordinary beauty. It has a
remarkable, spacious interior structure and rose window, dating from the mid-15th century

ACCOMPANYING PERSONS

Monday, September 2 - Barcelona City Tour

After visiting the Gothic Quarter and the Olympic Port, this tour will bring you to the
Montjuic Mountain. You will enjoy the fantastic panoramic view of the city and be able to
discover the _:ﬂm__m_,m_o:m of the OlympicRing as well as the "Pueblo Espanol".

OPTIONAL mons_.,m<mz._.m

Gala Dinner
Wednesday, September 4
Hotel Fira Palace

Price: € 75

OPTIONAL EXCURSIONS

Tuesday, September 3 - Girona -Figueras & Dali-Museum

This tour will allow you discovering the historical city of Girona, specially its cathedral and
Jewish Quarter. Continuation onto Figueras where you will have lunch and discover the Dali
Museum

From 08:30 to 18:30 hrs. (Lunch Included)
Price: € 82

Wednesday, September 4 - Montserrat
Visit to-the holy mountain with its impressive rock formations and the Royal Basilica where
we can see the Black Virgin. Singing session by the famous "Escolania’ choir.

From 09:30 to 14:30 hrs. (without lunch).
Price: € 39

Wednesday, September 4 - Modernism & Museo Picasso

This tour includes a panoramic view of Casa Batlld, Casa Mila, Sagrada Familia,
Monumental Bull Ring as well as a visit to the "Parc Glell' (also by Gaudi). The second
part of the tour will be dedicated to the visit of the Picasso Museum.

From 15:30 to 18:30 hrs. (without lunch)
Price: € 32

Tickets can be bought at the Secretariat Desk.
A minimum of 25 participants is required for the excursions to go ahead.
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SYMPOSIUM VENUES
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(Gala Dinner venue)
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molecular operating environment

MOE

Integrated Scientific Applications
Platform Independent
Desktop ... Web ... Workstation ... Distributed

Expertise Independent

CCG will be hosting a presentation and workshop on Wednesday, Sept. 3, 2002
at 13:45 in Room 2, highlighting the use of MOE, the Molecular Operating Environment,
by the medicinal chemistry community.

Come visit us at Booth #32 in the exhibition hall.

CHEMICAL
8¢ COMPUTING
GROUPme

www.chemcomp.com info@chemcomp.com
Scalable Software. Scalable Science.




