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Descripcion

The use of computational tools to unveil the molecular mechanism of molecular proceses is a
fundamental area of reserach that is revolutionazing the way we analyze biology and chemistry in
general. In the present conference we will consider the most advanced topics in the field and will be an
oppportunity for the encounter of experimentalist and theorists. The topics of THEOBIO17 includes both
methological development and applications in the field of biophysics including:

* Molecular Dynamics and Monte Carlo Methods

. Metal-Bioligand interactions

. Continuumelectrostatics

. Mesoscopic coarse grained systems
. EnzymeCatalysis

. Homology modeling

. Docking/drug design
. Quantum Chemistry and QM/MM methods .

Local Organizing Committee:

Xabier Lopez (chairman) (UPV/EHU)
Elixabete Rezabal (UPV/EHU)

Elena Formoso (UPV/EHU)

Jon 1. Mujika DIPC

Rafael Grande-Aztatzi DIPC

International Committee
. Carlo Adamo, ENSCP - Chimie ParisTech, France

. Leif A. Eriksson, University of Gothenburg, Sweden

. Maria Joao Ramos, University of Porto, Portugal
. Francesca Mocci (University of Cagliari, Italy)
. Nino Russo, University of Calabria, Italy

. Xabier Lopez, UPV/EHU, Spain

. Jesus Ugalde, UPV/EHU, Spain
Objetivos
International Conference on state-of-the-art methods and applications on the computational modeling of
biochemical and biophysical systems, comprising from all-atom highly accurate electronic structure

calculations to the simulation of mesoscopic systems with coarse-grained method. Both methodological
developments and applications will be welcome.

Colaboradores especificos del curso
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