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Calculations of molecular orbitals (MO) were performed by the Gaussian 09 program suite, at the B3LYP/6-

311G(2d,p) theory level, using B3LYP/6-31G(2d,p) optimized compound structures. Conformations of 

compounds were selected arbitrarily. Numbering plan of orbitals, as well as their energy (a.u.), was given as 

provided by the Gaussian software. 
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Figure 1S. Selected MO for 2. 
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Figure 2S. Selected MO for 7. 
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Figure 3S. Selected MO for two conformers of 11, s-cis (a) and s-trans (b). 
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Figure 4S. Some MO for 13. 
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Figure 5S. Some molecular orbitals for 14. 

 


