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SMILES CORINA

1b 1~3

scheme 1 (TS) (P)

Turbomole Gaussian03 B3LYP/6-31G**  
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 !, " Scheme1 (#E) 
(Ep) ( kcal/mol)* Log(1/LC50) 

1b  #E EP Log(1/LC50)

1 45.8 -17.1 3.5

2 (cis -isomer) 45.1 -14.2 3.0

2 (trans -isomer) 45.3 -12.5 3.0

3 39.2 -8.8 0.8

*CH3SH  
Note and references: [1] KATE < 
http://kate.nies.go.jp> KATE

[2] A. Böhme, D. Thaens, A. 
Paschke, and Gerrit Schüürmann, Chem. Res. Toxicol., 2009, 22, 742–750.[3] T.W. Schultz, 
J.W. Yarbrough, and E.L. Johnson, SAR QSAR Environ. Res., 2005, 16, 313–322. 
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