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Interaction Energy of Large Molecules from Restrained Denominator
MP2-F12

Yu-ya L‘)]mish],,t Kazuya ishhnura," and Selichiro Ten-no®'
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Software News and Updates
Massively parallel MP2-F12 calculations on the K computer

Yu-ya Ohnishi, Kazuya Ishimura, Seiichiro Ten-no g2

This numerical MP2-F12 program achieves more
than 30% of the peak performance of the K
computer and the calculation of Cg, with aug-cc-
pVTZ basis set finishes in less than 15 min using
8148 nodes (65,184 cores) of the K computer.
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https://torrent.cms-initiative.jp/backnumber/torrent7.html
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Lithography Simulation Plant Size

Ligand-Protein Docking Simulation Fluid Simulation

From the website of Prolith

From the website of MicroWave Inc.
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On Traditional Computer (HE)) On Quantum Computer
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Accurate calculations of --- Applied to ---

light absorption solar energy conversion
light emission light emitting devices
spin polarizability molecular magnets
multiple-bond breaking metalloenzyme

complicated transition state oxidization

etc... etc...
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