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Dear Sirs, 
 
Brazil has entered an era where public health has also to deal with the discovery and 

production of medicines. Dipped in the spirit of collaboration to the public causes, Brazilian 
scientists are accomplishing several projects of scientific research with the objective of 
contributing for the development of the Brazilian natural products as source of new potential 
drugs. Synthetic chemistry efforts are widespread in the Country with many efforts to produce 
generic drugs and also modifying chemical structures of known drugs.    

With the aim of bringing renown Research Scientists to discuss the possibilities Brazil may 
have in the area of drug design, the First Brazilian Symposium on Medicinal Chemistry is intended 
to show the world wide state-of-art in the field. Several Brazilian and foreign researchers both 
from the academy and of the pharmaceutical industry shall be present.   
 We welcome all of you with the wishes that we be successful in pursuing this. 
 Thank you very much for coming.     
   
        Carlos Montanari   
   On behalf of the Brazmedchem Committee   
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Sunday, 11th November 
 

14h:00-18h:00 Registration 
 
18h:00-19h:30 Dinner  
 
19h:30-20h:00 Opening sessions  
Antonio Salustiano Machado, BR  
Secretary of Minas Gerais State for Science andTechnology 
 
20h:00-21h:00 Christophe L. M. J. Verlinde, USA  
Protein structure-based design of antiprotozoal drugs 
 
21h:00-23h:00 Get-together party  
 
 

Monday, 12th November 
 

8h:45 Perspectives in drug discovery and design of antiprotozoal drugs 
Chair: Elizabeth Igne Ferreira, BR  
 
9h. Plenary lecture by: David W. Boykin, USA  
DNA minor groove binders as antiprotozoal agents  
 
10h:00-10h:30 Coffee break  
 
10h:30 Plenary lecture by: Glaucius Oliva, BR  
Target-directed drug discovery in tropical diseases  
 
11h:30 Short Lecture by: Richard Garratt, BR  
Drug and Vaccine Targets from Schistosoma mansoni  
 
12h:30-13h:45 Lunch  
 
14h:00-15h:00 Plenary lecture by: John Dearden, UK  
QSAR modelling of toxicity of drugs  
 
15h:00-15h:30  Short Lecture (PDD5) by: Yuji Takahata;  BR 
 
15h:30-16h:00  Short Lecture (APM13) by: Osman F. Güner;  USA 
 
16h:00-16h:30  Short Lecture (MPN16) by: Fabio S. Menezes; BR 
 
16h:30-18h:00 Free group meeting (Open discussions)    
 
18h:00-19h:30 Dinner  
 
19h:30-21h:30 Poster session   
 Perspectives in drug discovery  PDD1- PDD20     
 Synthesis and Bioassays   SYB1 - SYB16 
 
 

Tuesday, 13th November 
 

08h:45 Structure-based drug design 
Chair: José Daniel Figueroa-Villar, BR 
 
9h Plenary lecture by: Tudor Oprea, SW 
Integrating DMPK and binding affinity predictions: a paradigm shift in lead discovery 
 
10h:00-10h:30 Coffee break 
 
10h:30 Plenary lecture by: Ferran Sanz, ES 
Comparison of biomolecules on the basis of molecular interaction potentials 
 
11h:30 Plenary lecture by: Luiz Juliano, BR 



Substrates and inhibitors for human tissue kallikrein, a pro-inflammatory releasing-peptide protease. 
 
12h:30-13h:45 Lunch 
 
14h:00-15h:00 Plenary lecture by:Gerd Folkers, CH 
Designing the keys and engineering the locks: CAMD approaches in gene therapy 
 
15h:00-15h:30 Short Lecture (APM1) by: Robert D. Clark;  USA  
 
15h:30-16h:00 Short Lecture (APM10) by: Vitor R. Coluci;  BR  
 
16h:00-16h:30 Short Lecture (APM20) by: Rudolf Kiralj;  BR  
 
16h:30-18h:00 Free group meeting (Open discussions) 
 
18h:00-19h:30 Dinner 
 
19h:30-21h:30 Poster session 
 Applications of Multivariate QSAR   APM1 - APM33  
 Receptor-based Prediction of Binding Affinities-  RPA1 -  RPA6 
 
 

Wednesday, 14th November 
 

08h:45 Modelling and Library Design  
Chair: Antonia Tavares do Amaral, BR 
 
9h Plenary lecture by: Paulo Bisch, BR  
Molecular Modeling of Proteins and Ligands:”in silico” Experiments 
 
10h Plenary lecture by: Jeffrey Blaney, USA 
High-Throughput Docking, Site-based pharmacophore generation, and MDS analysis of 4-point pharmacophores  
 
11h:00-20h:00 Typical brazilian barbecue. Please, pay apart. 
 
 

Thursday, 15th November 
 

08h:45 Multivariate QSAR  
Chair: Márcia M. C. Ferreira, BR  
 
9h Plenary lecture by: Roy E. Bruns, BR  
Multivariate planning, data analysis and QSAR  
 
10h:00-10h:30 Coffee break  
 
10h:30 Plenary lecture by: Anderson Coser Gaudio, BR  
Computer simulation of drug-receptor interaction  
 
11h:30 Plenary lecture by: Hugo Kubinyi, D 
Chemical similarity and biological activity  
 
12h:30-13h:45 Lunch  
 
14h:00-15h:00 Plenary lecture by: Gabriele Cruciani, I  
Application of QSPR models in pharmaceutical research  
 
15h:00-15h:30 Short Lecture (MSC12) by: Jaime Rabi;  BR   
 
15h:30-16h:00 Short Lecture (AMP30) by: Stefan Balaz;  USA   
 
16h:00-16h:30 Short Lecture (MSC2) by: Quezia B. Cass;  BR   
 
18h:00-19h:30 Dinner  
 
19h:30-21h:30 Poster Session 
 Medicinal Chemistry of Natural Products  MNP1 -  MNP 23 



 Miscellaneous    MSC1 -  MSC14 
 
 

Friday, 16th November 
 

08h:45-12h:30 Medicinal Chemistry of Natural Products 
Chair: Maria Fátima das Graças Fernandes da Silva, BR 
 
9h:00 Plenary lecture by: Otto Richard Gottlieb and Maria Renata de M. B. Borin, BR 
Quantitative chemobiology: a guide into the understanding of plant bioactivity 
 
10h:00 Plenary lecture by: Benjamin Gilbert, BR 
The Application of Medicinal Plants in Public Health 
 
11h:00-11h:30 Coffee break 
 
11h:30 Plenary lecture by: João B. Calixto, BR 
The role of natural products in the process of drug discovery and development 
 
12h:30 Naftale Katz, BR 
FAPEMIG: Desenvolvimento Científico Tecnológico em Minas Gerais 
Closing of Symposium 
 
12h:45-14:30 Lunch (optional) 
 
 
 

Short LecturesShort LecturesShort LecturesShort Lectures 
 
 
Monday 12th , 15h:00 - PDD5 - SAR ANALYSIS AND MODELING OF NEOLIGNANS WHICH ARE ANTI-LEISHMANIASIS 
USING PATTERN RECOGNITION METHODS 
Costa, M. C. A.; Barata, L. E. S.; Rossi-Bergmann, B.;  Santos, L.S.; and Takahata, Y. 
 
Monday 12th , 16h:00 - APM13 - SEEKING NOVEL DRUG CANDIDATES THROUGH DE NOVO PHARMACOPHORE 
DESIGN 
Güner, O.F.; Fisher, L.S. 
 
Monday 12th , 16h:30 - MPN16 - ACTION OF AÇAÍ (EUTERPE OLERACEA) ON THE NITRIC OXIDE 
PRODUCTION IN THE CELLS RAW264.7 
Frazão, F.L.; Mantovani, I.S.B.; Santos, G.B.; Matheus, M.E.; Menezes, F.S.; Fernandes, P.D. 
 
Tuesday 13th , 15h:00 - APM1 - GETTING PAST DIVERSITY IN ASSESSING VIRTUAL LIBRARY DESIGNS 
Clark, R.D. 
 
Tuesday 13th , 15h:30 - APM10 - UNIVERSAL MOLECULAR QUANTUM DESCRIPTORS: A NEW SAR METHODOLOGY 
Coluci, V.R.; Braga, S.F.; Vendrame, R.; Barone, P.M.V.B. and Galvão, D.S. 
 
Tuesday 13th , 16h:00 - APM20 - A COMBINED CHEMOMETRIC, STRUCTURAL, MOLECULAR GRAPHICS AND 
MODELING STUDY OF PROGESTOGENS 
Ferreira, M.M.C.; Kiralj, R. 
 
Thursday 15th, 15h:00 - MSC12 - REDEFINING FRONTIERS IN NUCLEOSIDE PROCESS TECHNOLOGY. A NEW 
GENERATION OF HIGHLY SELECTIVE ANTIVIRAL AGENTS 
Rabi, J.A. 
 
Thursday 15th, 15h:30 - APM30 - 3D-QSAR: MULTIPLE BINDING MODES 
Balaz, S. 
 
Thursday 15th, 16h:00 - MSC2 - ENANTIOSELECTIVE ASSAY FOR MONITORING THE ALDO-KETO 
REDUCTASE-MEDIATED REDUCTION OF METYRAPONE IN PLASMA BY MULTIDIMENSIONAL HPLC 
Cass, Q.B.; Cassiano, N.M.; Degani, A.L.G. and Wainer, I.W.    



P o s t e r sP o s t e r sP o s t e r sP o s t e r s  

 
 
1. Perspectives in drug discovery and design of antiprotozoal drugs: 
 

 
PDD1) EVALUATION OF TRYPANOCIDAL AND MOLLUSCICIDAL ACTIVITIES OF AROMATIC 
ARYLAZOXY COMPOUNDS. CORRELATION BETWEEN ELECTROCHEMICAL PARAMETERS AND 
BIOLOGICAL ACTIVITIES 
Paula, F.S.; Cioletti, A. G.; Romanha, A.; Fruttero, R.; Gasco, A.; Filho, J.F.S.; Santos, A.F; Santana, A.E.G.; 
Goulart, M.O.F. 
 
PDD2) COUMARINS AS POTENTIAL INHIBITORS OF THE GLYCOLYTIC ENZYME GLYCERALDEHYDE-
3-PHOSPHATE DEHYDROGENASE (GGAPDH) FROM TRYPANOSOMA CRUZI 
Marchi, A.A.; Jacoveto, D.C. M.; Archanjo, F.C.; Del Ponte, G.; Pupo, M.T.; Castilho, M.S.; Oliva, G. 
 
PDD3) SOLID-PHASE PREPARATION AND EVALUATION OF A SITE-DIRECTED COMBINATORIAL 
LIBRARY OF COUMARIN DERIVATIVES 
Dias, R.L.A.; Corrêa, A.G.; Wentworth Jr, P.; Janda, K.D., Oliva, G.  
 
PDD4) SYNTHESIS AND IN VITRO EVALUATION OF AROMATIC NITRO COMPOUNDS ACTIVITY 
AGAINST TRYPANOSOMA CRUZI 
Oliveira, R.B.; Alves, R.J.; Prado, M.A.F.; Souza Filho, J.D.; Passos, A.P.F.; Romanha, A.J.; Alves, R.O. 
 
PDD5) SAR ANALYSIS AND MODELING OF NEOLIGNANS WHICH ARE ANTI-LEISHMANIASIS USING 
PATTERN RECOGNITION METHODS 
Costa, M. C. A.; Barata, L. E. S.; Rossi-Bergmann, B.;  Santos, L.S.; Takahata, Y. 
 
PDD6) GENERATION AND TOPOLOGICAL MOLECULAR MODELING STUDY OF WILD-TYPE AND 
MUTANTS PLASMODIUM FALCIPARUM DHFR 
Delfino, R. T., Figueroa-Villar, J. D.; Santos Filho, O. A. 
 
PDD7) TRYPANOCIDAL ACTIVITY OF QUESNELIA QUESNELIANA (BRONGNIART) L. B. SMITH 
(BROMELIACEAE) 
Gibaldi, D.; Chedier, L.M.; Bozza, M.T.; Henriques, M.G.M.O.; Figueiredo, M.R.; Kaplan, M.A.C. 
 
PDD8) PRÓ-FÁRMACOS DO OROTATO: SÍNTESE E ATIVIDADE BIOLÓGICA CONTRA A MALÁRIA E 
TOXOPLASMOSE 
Alves, I. C.; Cardoso, R.P.A; Andrade Jr, H.F.; Felli, V.M.A. 
 
PDD9) THE RESPONSE OF SCHISTOSOMA MANSONI MAINTAINED IN VITRO TO IMIDAZOLIDINONE 
COMPOUNDS 
Oliveira, S. M.; Albuquerque, M.C.P.A.; Luna1, S.J.S.; Silva, P.G.; Pitta, M.G.R., Malagueño, E.; Santana, J.V.; Lima, 
M.C.A.; Pitta, I.R., Galdino, S. 
 
PDD10) ON THE IMPORTANCE OF QUANTUM AND CLASSICAL VARIABLE ON PCA STUDIES OF 
ANTIMICROBIAL β-CARBOLINES AND THEIR ANALOGUES 
Carvalho, M.A.; Silva, J.B.P.; Montanari, C.A. 
 
PDD11) SYNTHESIS AND STRUCTURE-ACTIVITY RELATIONSHIP OF TRYPANOCIDAL LIGNANS 
ANALOGS 
Bernandes, L.S.C.; Carvalho, I.; Kato, M.J.; Pupo, M.T.; Lopes, N.P.; Albuquerque, S.  
 
PDD12) MOLECULAR RECOGNITION OF B-DNA DRUG BINDERS. 
Silva, V.A.; Leitão, A.; Almeida, V.L.; Oliveira, A.M.; Rocha, R. K.; Meneses, I.R.A.; Menezes, F.A.S.; Donnici, C.L.; 
Montanari, C.A.; Lopes, J.C.D. 
 
PDD13) A POSSIBLE EXPLANATION OF THE ACTIVE ENANTIOMER OF NEOLIGNANS THAT WERE 
TESTED AGAINST LEISHMANIASIS 
Costa, M.C.A; Barata, L.E.S.; Takahata, Y. 
 



PDD14) HOMOLOGY MODELING OF DIHYDROFOLATE REDUCTASE-TYMIDILATE SYNTHASE OF 
PLASMODIUM FALCIPARUM. A POTENTIAL MODEL TO DESIGN NEW ANTIMALARIALS. 
Medeiros, A.L.R.; Figueroa-Villar, J.D.; Santos Filho, O.A. 
 
PDD15) HYDROXYNAPHTHOQUINONES: EFFECTS OF STRUCTURE ON THEIR MOLLUSCICIDAL 
ACTIVITY. SEARCH FOR A USEFUL SUBSTRATE FOR CHEMOPROPHYLAXIS OF SCHISTOSOMIASIS 
Lima, N. M. F.; Santos, A. F.; Correia, C. S.; Silva, L. A.; Pinto, A.V.; Pinto, M.C.R.F.; Santana, A. E. G.; Goulart, M. 
O. F. 
 
PDD16) SYNTHESIS OF NOVEL N, N’-DIALKYL BERENIL DERIVATIVES 
Rocha, R.K.; Donnici, C.L.; Montanari, C.A.; Lopes, J.C.D.; Boykin, D.W. 
 
PDD17) NEW TRIPANOTIONE REDUCTASE INHIBITORS 
Athouguia, D. R.; Souza, C. P.; Zani, C. L. and Montanari, C. A. 
 
PDD18) A CRITICAL ANALYSIS OF PUBLISHED QSAR STUDIES ON ANTIMALARIAL ARTEMISININ 
DERIVATIVES 
Taranto, A.G.; Carneiro, J. W. de M.; Araújo, M. T. 
 
PDD19) ANTILEISHMANIAL DRUGS: SPECIATION OF ANTIMONY AND IDENTIFICATION OF TOXIC 
CONTAMINANTS 
Keppler, A.F.; Imbrunito, T.R.; Jesús, M.N.; Trivelin, L.A.; Barone, J.S.; Bueno, M.I.M.S.; Tempone, A.G.; Andrade 
Jr., H.F.; Rath, S. 
 
PDD20) FERROCENYL CHALCONES: A NEW CLASS OF INHIBITORS OF THE GLYCOLYTIC ENZYME 
GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE (GGAPDH) FROM TRYPANOSOMA CRUZI. 
Afonso, M.M.F.; Federman Neto, .A.; Pupo, M.T.; Castilho, M.S.; Oliva, G. 
 
PDD21) DESIGN, SYNTHESIS AND EVALUATION OF A COMBINATORIAL LIBRARY OF FLAVONOID 
DERIVATIVES 
Nogueira, C.M.; Alvim Jr., J.; Dias, R.L.A.; Corrêa, A.G.; Oliva, G. 
 
 
2. Receptor-based Prediction of Binding Affinities: 
 
 
RPA1) A MOLECULAR MODELING STUDY ON THE ISONIAZID-KATG INTERACTION 
Cunha, E.F.F.; Maia, E.R. and Alencastro, R.B. 
 
RPA2) EXPLORING THE SUB-SITE SPECIFICITY OF SCHISTOSOMA MANSONI CATHEPSIN D-LIKE 
PROTEASE 
Silva-Jr, F.P.; Ribeiro, F.; Katz, N. and Giovanni-De-Simone, S. 
 
RPA3) INHIBITION OF MUTALYSIN II, A METALLOPROTEINASE FROM BUSHMASTER SNAKE VENOM 
BY HUMAN a2-MACROGLOBULIN AND RABBIT IMMUNOGLOBULIN 
Souza, C.T.; Moura, M.B.; Magalhaes, A.; Heneine, L.G.D.; Olortegui, C.C.; Diniz, C.R. and Sanchez, E.F. 
 
RPA4) MOLECULAR ANALYSIS OF PUTATIVE SCH28080 BINDING SITES OF H+,K(+)-ATPase AND 
H+,Na(+)-ATPase 
Borges, E.G. and Takahata, Y. 
 
RPA5) MOLECULAR MODELING FOR INHIBITORS OF TAT/TAR COMPLEX OF HIV-1 
Gomes, L.P.; Figueiredo, L.J.O.; Antunes, O.A.C. 
 
RPA6) A MOLECULAR MODELLING STUDY ON NOVEL HIV-1 PROTEASE INHIBITORS   
Figueiredo, L.J.O.; Peçanha, E.P.; Bongertz, V.; Brindeiro, R.M.; Tanuri, A.; Antunes, O.A.C.; Sanches, M. 
Polikarpov, I. 
 
RPA7) RELATIVE BINDING AFFINITIES OF ENZYME INHIBITORS: MOLECULAR MODELING OF T. 
CRUZI CYSTEINE PROTEASES INHIBITON  
Carvalho, M.L., Vieira, F.M.C.; Pascutti, P.G.; Bisch, P.M.  
 
 



3. Applications of Multivariate QSAR: 
 
 
APM1) GETTING PAST DIVERSITY IN ASSESSING VIRTUAL LIBRARY DESIGNS 
Clark, R.D. 
 
APM2) ANALYSIS OF ANTIGENIC PEPTIDES PRESENTATION THROUGH COMPUTER 
COMBINATORIAL LIBRARIES 
Dametto, M.; Jacchieri, S.G. 
 
APM3) MOLECULAR MODELLING STUDIES ON THE REACTIVATION OF ACETYLCHOLINESTERASE 
INHIBITED BY ORGANOPHOSPHATES: A SUGGESTED MODIFICATION OF THE GENERALLY 
ACCEPTED MECHANISM 
Figueroa-Villar, J.D.; Castro, A.T. 
 
APM4) RANDOM CONFORMATIONAL SEARCH OF A C16 FATTY ACYL MODEL AND MINIMIZATION OF 
THE ACTIVE SITE MODEL OF INHA, THE ENOYL-ACP REDUCTASE FROM MYCOBACTERIUM 
TUBERCULOSIS 
Pasqualoto, K.F.M.; Ferreira, E.I. 
 
APM5) STUDY OF SODIUM CHANNEL BLOCKING ANTIEPILEPTIC DRUGS 
Tasso, S.M.; Bruno-Blanch, L.E.; Estiu, G.L. 
 
APM6) COMPARATIVE QSAR OF ANTIMICROBIAL HYDRAZIDES. 
Montanari, M.L.C.; Montanari, C.A.; Gaudio, A.C. 
 
APM7) HANSCH ANALYSIS OF 5-NITRO-2-FURFURILIDENE DERIVATIVES WITH ANTIMICROBIAL 
ACTIVITY 
Tavares, L.C.; Vessoni-Penna, T.C.; Amaral, A.T. 
 
APM8) QUANTITATIVE STRUCTURE-ACTIVITY RELATIONSHIP FOR A SET OF [2-(4-X-
BENZAMIDO)ETHYL]BENZYLDIMETHYLAMMONIUM BROMIDE WITH NEUROMUSCULAR BLOCKAGE 
Siqueira, L. J. A.; Lapa, A. J.; Souccar, C.; do Amaral, A. T. 
 
APM9) 3D-QSAR MODELS: LOCAL INTERSECTION VOLUME (LIV) 
Martins, R.C.A.; Albuquerque, M.G.; Alencastro, R.B. 
 
APM10) UNIVERSAL MOLECULAR QUANTUM DESCRIPTORS: A NEW SAR METHODOLOGY 
Coluci, V.R.; Braga, S.F.; Vendrame, R.; Barone, P.M.V.B.; Galvão, D.S. 
 
APM11) QSAR MODEL OF THE PHOTOTOXICITY OF POLYCYCLIC AROMATIC HYDROCARBONS 
Ribeiro, F. A. L.; Ferreira, M. M. C. 
 
APM12) QSAR STUDY OF OMEPRAZOLE AND ANALOGUE COMPOUNDS AS ANTI HELICOBACTER 
PYLORI AGENTS 
Bruni, A.T.; Ferreira, M.M.C. 
 
APM13) SEEKING NOVEL DRUG CANDIDATES THROUGH DE NOVO PHARMACOPHORE DESIGN. 
Güner, O.F.; Fisher, L.S. 
 
APM14) RATIONAL DRUG DESIGN OF NOVEL ORGANOSULFUR COMPOUNDS WITH ANTICANCER 
ACTIVITY AND STUDY OF THE MECHANISM DRUG-RECEPTOR 
Reina, L.C.B.; Donnici, C.L.; Montanari, C.A.; Oliveira, I.M.F.; Idemori, Y.; Augusti, R. 
 
APM15) A STUDY OF HIV-1 PROTEASE ? INHIBITOR INTERMOLECULAR INTERACTIONS BY USING 
QUANTITATIVE MOLECULAR GRAPHICS AND A PRIORI QSAR  
Kiralj, R.; Ferreira, M.M.C. 
 
APM16) RATIONAL DRUG DESIGN BY QSAR OF NOVEL BENZAMIDINES WITH POTENTIAL ACTIVITY 
AGAINST PNEUMOCISTIS CARINII (PCP) 
Almeida, V. L. ; Montanari, C. A.; Donnici, C. L. 
 



APM17) QSPR MODELS TO PREDICT THE ORGANIC CARBON-WATER PARTITION COEFFICIENT (KOC) 
AND BIOCOCENTRATION FACTOR (BCF) FOR POLYCYCLIC AROMATIC HYDROCARBONS (PAH) 
Ribeiro, F. A. L.; Sabino, L. C. ; Ferreira, M. M. C. 
 
APM18) MOLECULAR RECOGNITION OF B-DNA DRUG BINDERS. 
Silva, V.A.; Leitão, A.; Almeida, V.L.; Oliveira, A.M.; Rocha, R. K.; Meneses, I.R.A.; Menezes, F.A.S.; Donnici, C.L.; 
Montanari, C.A.; Lopes, J.C.D. 
 
APM19) ESTUDO TEÓRICO DA RELAÇÃO ESTRUTURA-ATIVIDADE (SAR) DE COMPOSTOS DERIVADOS 
DO MEGAZOL COM ATIVIDADE TRIPANOSOMICIDA 
Rosselli, P. R.; Silva, A. B. F. 
 
APM20) A COMBINED CHEMOMETRIC, STRUCTURAL, MOLECULAR GRAPHICS AND MODELING 
STUDY OF PROGESTOGENS 
Ferreira, M.M.C.; Kiralj, R. 
 
APM21) 3D-QSAR STUDIES OF NON-STEROID ESTROGEN RECEPTOR LIGANDS. 
Menezes, I.R.A.; Montanari, C.A.; Lopes, J. C. D.  
 
APM22) QUANTITATIVE STRUCTURE-ANTIVIRAL ACTIVITY RELATIONSHIPS OF DEOXY ANALOGS OF 1-[(2-
HYDROXYETHOXY)METHYL]-6-(PHENYLTHIO)THYMINE (HEPT) AS POTENT AND SELECTIVE ANTI-HIV AGENTS 
Souza, A.M.A.; Lima, M.C.A.; Galdino, S.L.; Pitta, I.R. 
 
APM23) ON THE IMPORTANCE OF QUANTUM AND CLASSICAL VARIABLE ON PCA STUDIES OF ANTIMICROBIAL 
BETA-CARBOLINES AND THEIR ANALOGUES 
Carvalho, A.M.A.; Silva, J.B.P.; Montanari, C.A. 
 
APM24) RATIONAL PROCEDURES FOR SELECTION OF SEAL PARAMETERS 
IShiki, H.M.;  Bruns, R.E.; Brandão, L.O.; Galembeck, S.E.; Amaral, A.T. 
 
APM25) 3D- AND 4D-QSAR STUDIES AIMING AT THE DISCRIMINATION BETWEEN THE CATALYTIC 
AND THE HIGH AFFINITY ROLIPRAM BINDING SITES OF PDE-4 
Romeiro, N.C.; Hopfinger, A.J.; Albuquerque, M.G.; Alencastro, R.B. 
 
APM26) WINCLUS: ADVANCES IN AUTOMATED SEARCH FOR POTENTIALLY COMPOUNDS BY 
USING CLUSTER ANALYSIS. 
Menezes, I.R.A.; Araújo, A.A.S.; Alves, A.J. 
 
APM27) QUANTITATIVE STRUCTURE-ATIVITY CYTOTOXIC RELATIONSHIPS STUDY OF TWO SETS 
OF MANNICH BASES DERIVATIVES 
Raminelli, C.; Rogero, S. O.; do Amaral, A. T. 
 
APM28) DISTINGUISHING THE IONIZED FROM THE UNIONIZED SPECIES AS THE ACTIVE FORM. 
Malvezzi A.; do Amaral, A. T. 
 
APM29) MOLECULAR RECOGNITION OF SPECIFIC SEQUENCES OF B-DNA 
Silva, V.A.S.; Montanari, C.A.; Menezes, I.R.A.; Leitão, A. 
 
APM30) 3D-QSAR: MULTIPLE BINDING MODES 
Balaz, S. 
 
APM31) QSAR OF COMBILEXINS DERIVATIVES 
Leitao, A.; Montanari, C. A. 
 
APM32) PATTERN RECOGNITION STUDIES ON ANTIMALARIAL 3-SUBSTITUTED TRIOXANES  
Júnior, A. H.; Machado, C.; Montanari, C. A. 
 
APM33) A QSAR STUDY OF THE ACUTE TOXICITY OF A SERIES OF HYDROCHLORIDES OF N,N-
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