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Theoretical Calculations 

We have optimized the structures for the isomers 3 and 3a-3d 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 3 and 3a-d 

Input 

structurea

Total Optimized 

Energy 

Destabilization w.r.t. 

3 (kcal/mole) 

3 -1839.67228 0.00 

3a -1839.66037 +7.40 

3b -1839.62337 +30.68 

3c -1839.66440 +4.94 

3d -1839.61429 +36.38 

 

a The coordinates from X-ray structure of 3 were used. Modifications of the substituents 

(change of linkages) were then performed for 3a–d and the structures were optimized for 

minimum energy. Energy in atomic units: 1 a.u. = 627.51 kcal/mol 
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