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1 Ulmer, L.; Mattay, J. Eur. J. Org. Chem. 2003, 2933–2940. (Aziridinefullerenes 3 have a less polarity than 

azafulleroids 2 on TLC and the 1H NMR spectrum of aziridinofullerenes 3 has a downfield shift compared to 

azafulleroids 2.) 
2 Nagamachi, T.; Takeda, Y.; Nakayama, K.; Minakata, S. Chem. Eur. J. 2012, 18, 12035–12045. 
3 Ikuma, N.; Mikie, T.; Doi, Y.; Nakagawa, K.; Kokubo, K.; Oshima, T. Org. Lett. 2012, 14, 6040–6043. 
4 Gaussian 09 program (Revision C. 01, Gaussian, Inc., Wallingford, CT) was used in the theoretical calculations. 
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Relative energies of the eight isomers of 7a at the level of B3LYP/6-31G*//AM1 (Energies are given in 

kcal/mol) 

Species Energies (kcal/mol) 

cis-1 0.00 

cis -2 7.80 

cis -3 6.81 

e 4.34 

trans-1 5.16 

trans-2 4.89 

trans-3 4.59 

trans-4 5.15 

As seen from the Table, cis-1 isomer is the most stable product, which is more stable than the second 

stable e-isomer by lower 4.34 kcal/mol, thus explaining the preferred formation of cis-1 isomer. 

  
cis-1 isomer cis -2 isomer 

Total energy = -2937.5286073 Hartrees Total energy = -2937.5161808 Hartrees 

  
  

cis-3 isomer e- isomer 

Total energy = -2937.5177545 Hartrees Total energy = -2937.5216861 Hartrees 
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trans-1 isomer trans-2 isomer 

Total energy = -2937.5203884 Hartrees Total energy = -2937.5208125 Hartrees 

 
 

 

 

trans-3 isomer trans-4 isomer 

Total energy = -2937.5212916 Hartrees Total energy = -2937.5203975 Hartrees 

 


