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HA-PACS \— R 7 J AKX DFHHE 7 — RiZiZ 2 £ 8 =27 Intel E5 CPU(Sandy Bridge-EP, 2.6GHz) & 4 &
@ Fermi t{%? GPGPU(NVIDIA M2090 GPU), # L TN128GB @ A€ U n#EfiEn Ty, Zhon
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Table 1 Elapsed time[s] and speedups for FMO calculation of Crambin (642 atom, 20 fragments)

with/without GPU-acceleration on HA-PACS base cluster.

CPU CPU CPU+GPU  Speedups

Direct In-core Direct Direct
#node 8 8 8 8
SCC [9] 629.8 632.2 207.1 3.0
Dimer SCF [s] 1,266.2 857.3 345.5 3.7
ES Dimer [s] 43.3 42.5 10.5 4.1
Total [s] 1,961.1 1,586.0 590.8 3.3
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