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We installed a GPU-accelerated molecular dynamics (MD) simulation software
(myPresto/psygene-G) on TSUBAME system, and the GPU-version MD software was 30-times faster
than that of the CPU-version. This MD software was applied to a G-protein coupled receptor (GPCR)
with its agonists and inverse agonists. The GPCR shows a stable, fixed active structure with its
agonist, and it shows two unstable inactive structures with its inverse agonists. Our MD

simulations suggested that the dynamic characters of the GPCR were well reproduced.
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