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PPPRRROOOGGGRRRAAAMMM   
 

TTHHEE  44tthh
  BBRRAAZZIILLIIAANN  SSYYMMPPOOSSIIUUMM  OONN  MMEEDDIICCIINNAALL  CCHHEEMMIISSTTRRYY  

SSYYSSTTEEMMSS  CCHHEEMMIICCAALL  BBIIOOLLOOGGYY  

Porto de Galinhas - PE  
November 9-13, 2008 

 

SSUUNNDDAAYY,,  NNOOVVEEMMBBEERR  99,,  22000088    

PPRREE--

SSYYMMPPOOSSIIUUMM  

SSHHOORRTT--

CCOOUURRSSEESS    

((IInn  PPoorrttuugguueessee,,  pprree--

rreeggiissttrraattiioonn  rreeqquuiirreedd)) 

November, 9 

9 am–5 pm 

 

11..  MMeeddiicciinnaall  cchheemmiissttrryy::  ffrroomm  ggeenneess  ttoo  ddrruuggss    

PPrrooff..  DDrr..  IIggoorr  PPoolliikkaarrppoovv,,  SSããoo  CCaarrllooss  PPhhyyssiiccss  IInnssttiittuuttee  ––  BBrraazziill  

aanndd  DDrr..  AAnnddrreeii  LLeeiittããoo,,  UUnniivveerrssiittyy  ooff  NNeeww  MMeexxiiccoo  ––  UUSSAA  

22..  MMeeddiicciinnaall  cchheemmiissttrryy  ooff  aannttii--iinnffllaammmmaattoorryy  ddrruuggss    

PPrrooff..  DDrr..  FFeerrnnaannddoo  CCuunnhhaa,,  UUnniivveerrssiittyy  ooff  SSaaoo  PPaauulloo  --  BBrraazziill  

33..  MMeeddiicciinnaall  cchheemmiissttrryy  ooff  aannttiimmaallaarriiaallss    

PPrrooff..  DDrr..  JJoosséé  DDaanniieell  FFiigguueerrooaa  VViillllaarr,,  MMiilliittaarryy  IInnssttiittuuttee  ooff  

EEnnggiinneeeerriinngg  ––  BBrraazziill  

44..  MMeeddiicciinnaall  cchheemmiissttrryy  ooff  ttrryyppaannoocciiddee  aaggeennttss    

PPrrooff..  DDrr..  JJuulliioo  AA..  UUrrbbiinnaa,,  VVeenneezzuueellaann  IInnssttiittuuttee  ffoorr  

SScciieennttiiffiicc  RReesseeaarrcchh  ((CCaarraaccaass,,  VVeenneezzuueellaa))  &&  SScciieennttiiffiicc  

AAddvviissoorryy  CCoommmmiitttteeee,,  DDrruuggss  ffoorr  NNeegglleecctteedd  DDiisseeaasseess  

IInniittiiaattiivvee  GGeenneevvaa  ––  SSwwiittzzeerrllaanndd  

TTooppiiccss:: 

11..  PPhhaarrmmaaccoollooggiiccaall  EEffffeeccttss  aanndd  TTaarrggeettss  
22..  BBiioollooggiiccaall  SSccrreeeenniinngg  AAssssaayyss  
3. SSttrruuccttuurree--AAccttiivviittyy  RReellaattiioonnsshhiippss 
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22::0000  ––  66::0000  pm RREEGGIISSTTRRAATTIIOONN 

SSUUNNDDAAYY,,  NNOOVVEEMMBBEERR  99,,  22000088  

OPENING SESSION 

7:00 – 7:30 pm Ivan da Rocha Pitta, Federal University of Pernambuco, Brazil 

Welcome from the Symposium Chair 

 

OOPPEENNIINNGG  CCOONNFFEERREENNCCEE  

7:30 –8:30 pm Herbert Waldmann 

Max-Planck-Institut für Molekulare Physiologie, Germany 

“Biology Oriented Synthesis” 

8:30 – 10:00 pm WWEELLCCOOMMEE  RREECCEEPPTTIIOONN  
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MMOONNDDAAYY,,  NNOOVVEEMMBBEERR  1100,,  22000088  

9:00 – 9:15 am 

 

SSEESSSSIIOONN  11  

CCHHEEMMIINNFFOORRMMAATTIICCSS  AANNDD  SSYYSSTTEEMMSS  CCHHEEMMIICCAALL  BBIIOOLLOOGGYY  

Chair: Fernando Batista Da Costa  

University of São Paulo, Brazil 

Overview and Introduction 

9:15 – 10:15 am Gabriele Cruciani 
University of Perugia, Italy 

“Milestones and Challenges in the Prediction of Human 

Metabolism” 

1100::1155  ––  1100::4455  am CCOOFFFFEEEE  BBRREEAAKK 

10:45 – 11:45 am  Tudor I. Oprea 
University of New Mexico, USA 

“Systems Chemical Biology: Integrating Chemistry and 

Biology for better Medicinal Chemistry” 

11:45 am – 12:45 pm Andrew L. Hopkins 
University of Dundee, UK  (ex-Pfizer) 

 

“Why Chemists Should be Promiscuous” 

  

12:45 – 2:00 pm LLUUNNCCHH 
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MMOONNDDAAYY,,  NNOOVVEEMMBBEERR  1100,,  22000088  

2:15 – 2:30 pm 

 

SSEESSSSIIOONN  22  

LLIIBBRRAARRIIEESS  FFOORR  SSCCRREEEENNIINNGG  AANNDD  DDRRUUGG  DDEESSIIGGNN  

Chair: Vera Lúcia Eifler-Lima 

Federal University of Rio Grande do Sul, Brazil 

Overview and Introduction 

2:30 – 3:30 pm  Catrin Hasselgren 
AstraZeneca R&D, Mölndal, Sweden 

“Modelling and informatics support for safety an metabolism 

studies in early drug discovery projects” 

3:30 – 4:30 pm Jean-Jacques Bourguignon 
University of Strasbourg, France 

“Screening of Compound Libraries for Drug Discovery: Overview 

of Screening Technologies, Structural Analysis of Libraries, Hit 

Selection and First Hit Optimization” 

4:30 – 6:30 pm  PPOOSSTTEERR  SSEESSSSIIOONN  II..  MMAARRCCEELLOO  ZZAALLDDIINNII  AANNDD  MMAAGGAALLYY  GG..  AALLBBUUQQUUEERRQQUUEE 

66::3300  PPMM DDIINNNNEERR   
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TTUUEESSDDAAYY,,  NNOOVVEEMMBBEERR  1111,,  22000088  

9-12 am GGRROOUUPP  MMEEEETTIINNGG 

12-2 pm LLUUNNCCHH 

2:00 – 2:15 pm SSEESSSSIIOONN  33  

SSTTRRUUCCTTUURREE  AANNDD  EENNEERRGGEETTIICCSS  OOFF    

DDRRUUGG--RREECCEEPPTTOORR  IINNTTEERRAACCTTIIOONNSS  

Chair: Carlos H. I. Ramos  

State University of Campinas, Brazil 

Overview and Introduction 

2:15 – 3:15 pm  John E. Ladbury  
University College London, UK 

Application of Thermodynamic Parameters to Drug Design 

3:15 – 4:15 pm  Glaucius Oliva 
University of São Paulo, Brazil 

“Structural Bioinformatics and the Medicine of the Future” 

4:15 – 6:15 pm PPOOSSTTEERR  SSEESSSSIIOONN  IIII..  MMAARRCCEELLOO  ZZAALLDDIINNII  AANNDD  MMAAGGAALLYY  GG..  AALLBBUUQQUUEERRQQUUEE 

66::1155  PPMM DDIINNNNEERR  
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WWEEDDNNEESSDDAAYY,,  NNOOVVEEMMBBEERR  1122,,  22000088  

9:00-9:15 am 

 

SSEESSSSIIOONN  44    

SSTTRRAATTEEGGIIEESS  IINN  DDRRUUGG  DDEESSIIGGNN  

Chair: Adriano D. Andricopulo  

University of São Paulo, Brazil 

Overview and Introduction 

9:15-10:15 am 

 

Michael H. Gelb  
University of Washington, Seattle, USA 

“Piggyback Medicinal Chemistry for the Development of Drugs 

for Malaria, African Sleeping Sickness and Chagas’ Disease” 

1100::1155--1100::4455  am CCOOFFFFEEEE  BBRREEAAKK 

10:45-11:45 am Larry A. Sklar    
University of New Mexico, USA  

“HTS Flow Cytometry of Multiplexed Targets” 

11:45-12:45 am John A. Tallarico 
Novartis, USA 

“Finding Targets for Drugs:  The Chemical Genetic 

Approach” 

1122::4455--22  pm LLUUNNCCHH 
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WWEEDDNNEESSDDAAYY,,  NNOOVVEEMMBBEERR  1122,,  22000088  

2:00 – 2:15 pm SSEESSSSIIOONN  55    

  

SSYYNNTTHHEESSIISS,,  DDEESSIIGGNN  AANNDD  SSTTRRUUCCTTUURRAALL  OOPPTTIIMMIIZZAATTIIOONN  

Chair: Arlene G. Corrêa 

Federal Universiy of São Carlos, Brazil 

Overview and Introduction 

2:15 – 3:15 pm Julio A. Urbina 
Drugs for Neglected Diseases Initiative Geneva, Switzerland 

 

“Bisphosphonates as novel inhibitors of Trypanosoma cruzi 

hexokinase: quantitative structure-activity relationships, 

mechanism of action and physiological studies” 

3:15 – 4:15 pm  Paulo Roberto Ribeiro Costa 
Federal University of Rio de Janeiro, Brazil 

“From Naturally Occurring Pterocarpans and Coumestans to New 

Prototypes for Anticancer, Antiparasitic and Antiophidic Therapy” 

44::1155  ––  44::4455  pm CCOOFFFFEEEE  BBRREEAAKK 
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WWEEDDNNEESSDDAAYY,,  NNOOVVEEMMBBEERR  1122,,  22000088  

4:45 pm SSEESSSSIIOONN  66  

OOPPEENN  SSCCIIEENNCCEE::  MMIIXX  SSEESSSSIIOONN..    

PPOOSSTTEERR  IINNVVIITTEEDD  SSHHOORRTT  LLEECCTTUURREESS    

Chair: Tudor I. Oprea  

4:45 – 5:05 pm Renato Ferreira de Freitas, University of São Paulo, Brazil 

“Discovering Novel Inhibitors of Trypanosoma cruzi GAPDH:  

A Virtual Screening, Calorimetric and Cell Assays” 

5:05 – 5:25 pm Rodrigo Luiz Oliveira Rodrigues Cunha, Federal University of São Paulo 

“Telluranes: Promising Agents for Malaria Treatment as 

Revealed by a New Cell-based Assay”  

5:25 – 5:45 pm Amanda Coelho Danuello, State University of São Paulo, Brazil 

“Molecular Modeling Studies of Semi–synthetic Piperidine 

anti–Alzheimer Prototypes” 

5:45 – 6:05 pm Jerônimo Lameira Silva, Federal University of Pará, Brazil 

“Catalytic Mechanism Study of Human O-GlcNAcase by Molecular 

Dynamics and Quantum-Mechanical/Molecular-Mechanical” 

6:05 – 6:25 pm  Elisa Soares Leite, Federal University of Pernambuco 

“Docking of New Arylidene-Thiazolidinediones in the PPARg Target” 

6:25 – 7:00 pm Prize Awards Ceremony 

8:30 – 12:00 pm Gala Dinner (pre-registration required) 
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TTHHUURRSSDDAAYY,,  NNOOVVEEMMBBEERR  1133,,  22000088  

9:00 – 9:15 am  SSEESSSSIIOONN  77  

TTHHEE  RROOLLEE  OOFF  NNAATTUURRAALL  PPRROODDUUCCTTSS  IINN  

DDRRUUGG  DDIISSCCOOVVEERRYY  AANNDD  DDEEVVEELLOOPPMMEENNTT  

Chair: Isac Almeida de Medeiros  

Federal University of Paraiba 

Overview and Introduction 

9:15 – 10:15 am Nicholas H. Oberlies 
Research Triangle Institute International – USA 

“Trekking for New Medicines: New Drug Leads from 

Under Explored Biodiversity” 

10:15 – 10:30 am CCOOFFFFEEEE--BBRREEAAKK 

10:30 – 11:30 am Paulo Cezar Vieira 
Federal University of São Carlos 

“Natural Products and Drug Discovery” 

11:30 am-12:30 pm Marilia O. F. Goulart 
Federal University of Alagoas, Brazil  

“Pharmacoelectrochemistry: a Tool for Discovery of 

Drugs and for the Investigation of Biological 

Mechanism of Action” 

12:30 – 12:45 pm CCLLOOSSIINNGG  RREEMMAARRKKSS 

Carlos A. Montanari, University of São Paulo, Brazil 

12:45 pm LLUUNNCCHH 

 


