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Thio- and selenoacetales as well as mixed thioselenoacetales in which one of the heteroatoms is bonded with aromatic system and another one is bonded with alkyl radical are convenient compounds for organic synthesis and complex formation, they possess physiological activity.
We conducted the calculations of thermo dynamical parameters of formation (H0298, S0298, and G0298) of thio- and selenoacetales (1-16) by the method DFT B3LYP/6-31G(d) (program Gaussian 98), data are presented in Table. 

PhECH2E1Me: S, O (1), Se, O (2), S, S (3), Se, S (4); 
p-MePhECH2E1Me: S, O (5), Se, O (6), S, S (7), Se, S (8); 
m-MePhECH2E1Me: S, O (9), Se, O (10), S, S (11), Se, S (12); 
o,m,p-Me3PhECH2E1Me: S, O (13), Se, O (14), S, S (15), Se, S (16).
Table. Standard thermo-dynamical parameters of formation
	№
	H0298, 
kJ/mol
	S0298, J/mol∙K
	G0298, kJ/mol
	№
	H0298, 
kJ/mol
	S0298, J/mol∙K
	G0298, kJ/mol

	1
	38.5
	504.6
	69.0
	9
	12.5
	557.4
	66.2

	2
	4.5
	520.3
	87.0
	10
	-21.7
	576.4
	82.9

	3
	224.4
	528.8
	173.0
	11
	198.2
	584.0
	169.3

	4
	183.6
	532.1
	187.9
	12
	157.1
	586.2
	184.2

	5
	12.7
	561.4
	65.2
	13
	-26.4
	638.3
	80.9

	6
	-21.9
	575.4
	83.0
	14
	-76.9
	645.5
	84.9

	7
	197.7
	583.8
	168.9
	15
	157.4
	658.7
	184.1

	8
	156.9
	588.7
	183.3
	16
	104.1
	664.0
	185.8


Table data show that G0298 values are positive for all compounds studied. Module values of G0298 for (3-4, 7-8, 11-12 and 15-16) are slightly larger than ones for oxygen-containing derivatives (1-2, 5-6, 9-10 and 13-14), this fact points to their comparatively lesser stability. Theoretical thermo dynamical parameters for thio- and selenoacetales are in an agreement with experimental data. These results are utilized under discussion of spatial and electronic structure as well as the reasons of stabilization of one or another conformation of investigated compounds.

All calculations were carried out in Super-Computer Center of Kazan Scientific Center of Russian Academy of Sciences (http://wt.knc.ru).
