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Reproduction of a protein-ligand binding even.

(heatshock protein and pyrimidine-2-amine)
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TSUBAME 2.5

Rack (30 nodes)

Performance: 122 TFLOPS
Memory:2.28 TB

Compute Node

CPU:Intel Xeon X5670 (6core) X 2
GPU:NVIDIA Tesla K20X X 3

System (58 racks)

1442 nodes: 2952 CPU sockets, 4360 GPUs
Performance: 224.7 TELOPS (CPU)  Turbo boost
5562 TFLOPS (GPU)
Total: 5787 TFLOPS
Memory: 116 TB

Performance: 4.08 TFLOPS
Memory: 58.0GB (CPU)
18.0GB (GPU)

I

Interconnect InfiniBand QDR (40Gbps) X 2 Topology: Fat-Tree Storage System
Operating System SUSE Linux Enterprise Server 11 SP3

Job Scheduler

/data0
2.4PB
GPES

/work0,1
5.9PB
Lustre

/home
1.2PB
cNFS

PBS Professional

TSUBAME CHIARED S 27 TUs—ay

PIUT—23y (1] & GPUI

DFEHE AMBER*, CHARMM?*, DesmondMD*, GROMACS*, Lammps*, NAMD*, Tinker, VSOP, etc.
EFZE ABINIT-MP, GAMESS*, Gaussian, OpenMX, PHASE, Quantum Espresso*, VASP*, etc.
INAF BLAST, MEGADOCK?*, etc.
PIRES ANSYS Fluent*, OpenFOAM?*, Particleworks*, Power Flow, Star-CCM+, etc.
&S Abaqus*, ANSYS Mechanical*, COMSOL Multiphysics, LS-DYNA*, MSC Nastran*/Marc*, etc.
B5R ANSYS HFSS*, CST MW-Studio*, KeySight EMPro*, Remcom XFdtd*, etc.
ZDfth MATLAB*, R* Caffe*, Chainer*, Python* WRF, ParaView*, POV-RAY, AVS, etc.
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FAXS 2007#¢ 2008%#¢ 2009#% 201022 201122 2012z 2013z¢  2014%g  2015%%
HPCI
R JHPCN . . - 4 6 5 11 10 10 46
BRI - - 1 4 9 14 17 22 23 90
AT 11 15 15 8 10 12 21 17 13 122
EERRA | gp | BROH - - 3 6 7 9 8 10 8 51
A | psgeses ; : 2 7 6 4 10 12 10 51
&t 1 15 21 29 38 50 72 81 78 395
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