
Table 1. Optimized geometrical parameters (ROHF/6-311G**) in singlet state as well as 
triplet state compared with the observed geometry in ref. 4. 
 

Bondlength in 
Angstrom 

Expt Calculated for S Calculated for T 

Dihedral angle, 
degree 

1.20 3.63 1.02 

C1 – C14  3.79 3.782 3.810 
N5 – O6 1.277 1.175 1.247 
N2 – O7 1.276 1.186 1.269 
N2 – C1 1.351 1.338 1.274 
N5 – C1 1.353 1.355 1.403 
N2 – C3 1.494 1.502 1.492 
N5 – C4 1.505 1.503 1.475 
C3 – C4 1.553 1.551 1.562 

 

 

Ref. 12 

Frisch, M. J.; Trucks, G. W.; Schlegel, H. B.; Scuseria, G. E.; Robb, M. A.; Cheeseman, 

J. R.; Zakrzewski, V. G.; Montgomery, J. A., Jr.; Stratmann, R. E.; Burant, J. C.; 

Dapprich, S.; Millam, J. M.; Daniels, A. D.; Kudin, K. N.; Strain, M. C.; Farkas, O.; 

Tomasi, J.; Barone, V.; Cossi, M.; Cammi, R.; Mennucci, B.; Pomelli, C.; Adamo, C.; 

Clifford, S.; Ochterski, J.; Petersson, G. A.; Ayala, P. Y.; Cui, Q.; Morokuma, K.; 

Malick, D. K.; Rabuck, A. D.; Raghavachari, K.; Foresman, J. B.; Cioslowski, J.; Ortiz, 

J. V.; Stefanov, B. B.; Liu, G.; Liashenko, A.; Piskorz, P.; Komaromi, I.; Gomperts, R.; 

Martin, R. L.; Fox, D. J.; Keith, T.; Al-Laham, M. A.; Peng, C. Y.; Nanayakkara, A.; 

Gonzalez, C.; Challacombe, M.; Gill, P. M. W.; Johnson, B. G.; Chen, W.; Wong, M. 

W.; Andres, J. L.; Head-Gordon, M.; Replogle, E. S.; Pople, J. A. Gaussian 98; 

Gaussian, Inc.: Pittsburgh, PA, 1998. Gaussian 98 for Windows, (Gaussian Inc., 

Pittsburgh, 2002). 

 

 

 

 

 

- S1 - 


