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SPARC64VIIIfx (2GHz)

E—41EE 128GFlops
HEE 71 58W

DDR3 interface

8 CPU X 8 cores =64 Fcores

o'z KYURBHEGEVINVEETIL

¥

SET O smmmagu

IL




B SHE S BT RLY—HEE %

Univ. Tokyo

Massively Parallel Computation of Absolute binding FrEe Energy

full interaction no interaction
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AGy, + AGyxp +  AGy + = AGy,

JEE#ZER (Jarzynski, 19974) AG =-RT ln<exp(—|\:\/)v—_l_)>

32 x 12 x 2 =768 parallel
(lambda) x (sample) x (double annihilation) Fujitani et al, JCP (2005)
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768 x 100MPIiF41 = 76,800 4
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512chipH¥11E . 1024 chipsH’1 &, 2048 chipsH1E
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« 201151 A GPCRMD1EEZE1LZANTONTHEBA (Nature)

Seated, from left ta right: Mark Murcko, Vertex CTO and Schrodinger SAB member; Ramy Fand, Schrodinger President; Bill Gates: Rich Friesner, Schrodinger Founder and SAB Chairman; Boris Mikolic,
Bill & Melinda Gates Foundation Senior Pragram Officer

Standing, from left to right: Dawid Vaskevitch, Microsoft CTO (retired); Carl Decicoo, BMS SVP Discovery Chemistry and Candidate Optimization; Dennis Holt, GSK Director of Chemistry; Paul Anderson,
Schrodinger SAB member, Tony Wood, Plizer SVYP and Worldwide Head of Medicinal Chemistry, Muz Mansun, Gilead SVP of Research; Scott Biller, Agios Pharma CS50;, Hans-Joachim Bohm, Roche Basel
Global Head of Medicinal Chemistry; Sandy Mills, Merck VP and Gicbal Head of Chemistry; David E. Shaw, D. E. Shaw Research Chief Scientist
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