High Resolution Protein Structure Determinations by Molecular Modeling
Calculations and GRID Computing Implementations

Hiroyuki Takashima, Yuji Imoto” and Norio Mimura’

This is an implementation of a GRID computing. We utilized the distributed
high performance computing for protein structure determinations by NMR and
molecular modeling calculations. We indicate that an initial structure
dependency problem in conformational sampling can be solved by the
distributed computing. The results demonstrate the efficiency of the GRID
computing with striking improvements of structural resolutions for proteins.
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Final temperature: 100K
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