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Kharkov University Bulletin. 2003. 596. Chemical Series. Issue 10(33). O.N. Kalugin, Ya.V. 
Kolesnik.  Microscopic models of translational dynamics of ions and solvent molecules in 
electrolyte solutions of methanol.  

The analytical models for autocorrelation function (ACF) of translational velocity of the centre of mass 
of Li+ and ClO4

 

ions and solvent molecules in the methanol solutions have been proposed on the 
basis of the results of MD simulations and spectral analysis of hindered translation of these particles.  A 
significant influence of vibrational modes of the solvent on ion ACFs has been shown.  It is established 
that formation of the strong solvation shell around the Li+  ion caused high frequency vibrational modes 
in its ACF. 


