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Descoberta de novos agentes 
quimioterápicos por

integração de tecnologias
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• QSAR 2D e 3D (CoMFA/CoMSIA/HQSAR/ROCS)

• Assinatura molecular
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Past funding sources

Optimization of tripanosomatide agents by integrating in silico, biocalorimetric
and cell-based assays (2011-2013).

In silico and cell-based assays to identify new therapeutic alternatives to the
prostate cancer (2011-2013).

Development of a bioproduc with high affinity for the Trypanosoma cruzi
GAPDH (2009-2011).

Design of new trypanosomicide compounds (2005-2009).

INCT: Pharmaceutical Innovation (2008-2013).
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Current funding sources

Thematic project - Molecular design, synthesis and trypanocidal activity of
cruzain reversible covalent inhibitors.

Molecular Design, Synthesis, Structural Biology, and Biological Evaluation of
Reversible Covalent Inhibitors for the treatment of Visceral Leishmaniasis.

Molecular Design of Cruzain Reversible Covalent Inhi bitors

In silico and in vitro assays to identify new cathepsins inhibitors with anticancer
activity.



INFRASTRUCTURE

http://www.fapesp.br/index.php
http://www.fapesp.br/index.php
http://www.capes.gov.br/
http://www.capes.gov.br/




NCE

Modular structure of NEQUIMED
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