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Development of a transferable and unbiased CG model for
RNA preserving molecular recognition between strands
with accurate reproduction of structure and dynamics.
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Simplified models for Nucleic Acids have accomplished the
description of folding dynamics under varying temperature
and mechanical stretch [Hyeon & Thirumalai 2005 and 2006].
CG models have also been applied to the description of

large molecular aggregates such as ribozymes
[Hyeon et al. 2006].
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Helical parameters:
6 inter-strand and 6 intra-
strand helical parameters
calculated over back
mapped structures during
50 discontinuous ns
(the final 10 ns of each ).

N\

Sequence dependent
singularities of the

different bases are

reflected in the
behavior of the

Buckel , Tilt and Roll
angles.
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QuickTime™ and a
TIFF (LZW) decompressor
are needed to see this picture.
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Scientific topics:
« Membrane Simulations
» Molecular Modelling
e Coarse-Grain Simulations
Sergio Pantano e Protein-Protein Interactions

Research Projects :
 Rafts (lipid-lipid, lipid-protein)
Femando Pablo Dans e HIV-1 transcription/activation
« DNA/RNA Coarse-Graining
 Calcium/cAMP Signaling
* Inhibition of T.Cruzi peroxidase

Leonardo Matias
Darre Machado
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