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We have optimized the structures of the compounds presented in the following 

table at B3LYP/6-31G* level1 using Gaussian 03 program package.2 

Table S1: Energies (au) of the optimized structures for 2, 15, 16 and 18 

Total Optimized Energies of the Compounds Input  
structurea 

2 15 16 18 

I -2603.48652 -2642.81688 -2929.11876 -2694.53156 

II -2603.47500 -2642.79752 -2929.12508 -2694.51646 

III -2603.49209 -2642.82621 -2929.12289 -2694.51646 

V -2603.49488 -2642.81895 -2929.12979 -2694.53748 

VI -2603.48600 -2642.81390 -2929.13438 -2694.53840 

VII -2603.50296 -2642.82358 Not applicable Not applicable 

a The coordinates from X-ray structures of 2, 5, 7, 18 and 16 were used, respectively, for 

I, II, III, V, VI and VII. Modification of the substituents (like S replacing CH2) was then 

effected and the structure was optimized for minimum energy.  

Energy in atomic units: 1 a.u. = 627.50 kcal/mol 
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