
Thematic Section: Quantum Chemistry. _____________________________________________________ Full Paper                               
Subsection: Organic Chemistry.                                                                     Registration Code of Publication: 12-31-9-29 

Kazan. Republic Tatarstan. Russia. ____________ © Butlerov Communications. 2012. Vol.31. No.9. ____________ 29 

Publication is available for discussion in the framework of the on-line Internet conference “Butlerov readings”. 
http://butlerov.com/readings/ 

Contributed: October 14, 2012.  
 

Nitrocompounds: structure, force coefficients in coordinates Xδ
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Abstract 

This article deals with geometric structure of number of C- and N-nitrocompounds. The matrix of the 
force coefficients in Cartesian coordinate system and in Xδ

0 coordinates were calculated with the help of 
hybrid density functional theory (B3LYP/6-31(d,p)). The generalized force constants of couple vectors (Xδ

0 

coordinates) are presented here. The frequencies of normal vibrations of X-NO2-fragment, where X = C,N 
were determine. 


