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In silico Drug Design using Molecular Simulation and Informatics

Introduction of your research in English (Arial 10pt), 5-9 lines

With the development of increasing number of genome sequence data and protein structure determination,
pharmacological and drug discovery research based on the structural biology data have been accelerated.
However, some of experimental structural data may be inconvenient to use for drug discovery due to the
constraints on crystallization conditions or undesirable biological state. Molecular modeling and simulation can
help to bridge the gap between original state of experimental structural data and drug discovery oriented structural
models. Structural models from the collaboration between the experimental data and in silico technology will be
useful to guide sophisticated drug discovery process. We propose the supporting and developing of in silico drug
discovery using molecular modeling and simulation based on fundamental technologies such as homology
modeling, docking simulation, molecular dynamics (MD) simulation, chemical biology and cheminformatics.

Role of in silico analysis for drug discovery
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Protein-Protein docking, Molecular dynamics
Chemoinformatics

¢ Protein modeling
¢ Protein-Ligand docking
— Binding site prediction
— Induced Fit Docking
— Virtual screening
¢ Protein-Protein docking
— PPl interface analysis for drug discovery
¢ Molecular dynamics simulation
— Conventional MD and biased MD
¢ Cheminformatics
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