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ABSTRACT 

Internal rotation around (Y )C,-X (X= C, 0; Y = C&, 0) bonds is considered. A calculation 
scheme, taking into account heteroatom lone pair interactions, is used. Wide literature informa- 
tion, concerning the rotation discussed here, is gathered and analysed. Rotation barrier uniform 
values are proposed on the basis of original simulations and their nature is discussed. 

INTRODUCTION 

The molecular mechanics method is a powerful representative of classical 
theoretical methods of investigation of the conformational behaviour of mol- 
ecules. Its features are high speed calculations and no less reality than quan- 
tum chemical simulations. It is important that the cost of nonempirical (ab 
initio) calculations grows as the fourth power of atom number, whilst in mo- 
lecular mechanics the value of this power is between two and three [ 11. 

Briefly, the main idea of molecular mechanics is the following. The molec- 
ular mechanics model is based on the Born-Oppenheimer approximation. The 
molecule is constructed of interacting atoms [ 21. One can build the potential 
energy surface as a function of independent geometrical parameters of the mol- 
ecule, changing the mutual disposition of atoms. This surface has one or few 
minima with respect to one or a few stable conformations. It is assumed that 
the molecular energy is the certain sum 

E = gbon + &ng + Et.,, + &bon + E, + &bon (1) 
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