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Catalytic hydrogenization of azomethins occurs in a liquid phase, thus a solvent influences on the final products yield and on the reaction mechanism as well.

Quantum-chemical modeling of solvation of propylidenaniline in polar, nonpolar and dipolar solvents was carried out with the use of continual approach (method PCM (HF/6-31G), PCGAMESS 7.1 [1]).

Obtained thermodynamic parameters of propylidenaniline solvation show that Gibbs energy changing for the substance transfer from gas phase to solution is of enthalpy character. Entropy changing has small negative value and points to additional structurization when solvate shell forming.

	Solvetn
	ΔНS,

kJ/mol
	ΔSS,

J/mol(K
	ΔGS,

kJ/mol

	Water
	-26.94
	-2.63
	-26.16

	Ethanol
	-21.49
	-9.71
	-18.60

	2-Propanol
	-24.64
	-2.27
	-23.95

	Benzene
	-10.24
	-3.64
	-9.16

	DMSO
	-24.31
	-8.31
	-21.83


Study of components of energy of propylidenaniline solvation shows that in polar solvents the electrostatic interaction is the most strong. Changes of cavitation and dispersion components of the energy in different solvents are small. As far as propylidenaniline molecule is of low polarity the direct electrostatic interaction of continuum with the azomethin molecule is less than the sum of energies of cavitation, nuclear repulsion and disperse interaction, and solvation energy has positive value (Еel<Еnon/el).
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