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Automated screening of molecular structures with
computational chemistry
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AT Ty FHBPM 6 % Yy 7Z2multicomponent Artificial Force Induced ReactioniEIZ & A fEHR (X
p)—=vr) BT a .y baEEPIBERE  (BSLYP/LanL2DZ) 12X 245R  (FHmE(t) (2X
B9 5%, (a) Eiu—2HER (monomer), (b) v — 2 " H{K (dimer), Reprinted from Chem.
Phys. Lett., 648, Y. Ota, S. Ruiz-Barragan, M. Machida, and M. Shiga, A screened automated

structural search with semiempirical methods, 119-123, Copyright (2016), with permission from
Elsevier.



RIST==2—2% No.62 (2017)

(a) Screening (PMS)
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Reoptimization (B3LYF)
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Reoptimization (B3LYP with PCM)

L

Moststable P, (300 K)= 0.62

314
. o Cs
307 A

4 (300 K)=0.90

P, (300 K)= 0.56

(a) tru— L "BIRKICBT LM ICHT 5. 27 ) — =00 b IR BEREIZE S F TORY,
(b) &F A F 4 VIZx§ 2 Ik &E MG, Reprinted from Chem. Phys. Lett., 648, Y. Ota, S. Ruiz-
Barragan, M. Machida, and M. Shiga, A screened automated structural search with semiempirical

methods, 119-123, Copyright (2016), with permission from Elsevier.
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