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Table 1 Estimation time required for total prediction of an organic semiconductor

performance
Elapsed Time | 500 cores 1,000 cores
(1 core) used (h) used (h)
Crystal Structure Prediction & MM ranking  410d 19.7
DFTD ranking 10d 0.5 0.25
Crystal Structure Re-Optimization by DFT-d  2,225d 106.8 53.4
DFT/TD-WPD + Normal modes 4,000d 192.0 96.0

319.0(13d) 159.4(6.6d)
No re-opt by DFT-d: 212.2(9d) 106.0(4.4d)
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