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We have studied the monocarbonyltriazacyclohexanemolybdenum formation mechanism. Using the Hartri-Fock and DFT methods we have determined the bond dissociation enthalpies of Мо-СО and Мо-N (the calculation of the d-orbitals properties was provided via LANL2DZ bazis, the DFT model was used with the B3LYP functional).
Table 1. The comparison of the enthalpies obtained via two methods, RHF/DFT (kcal/mole)
	Reaction
	Cr
	Mo
	W

	(η3-tach)M(CO)3 =(η3-tach)M(CO)2 + CO
	38,6/39,2 
	37,5/38,1 
	39,5/39,8 

	(η3-tach)M(CO)3 = (η2-tach)M(CO)3
	34,1/33,8 
	33,1/33,3 
	40,5/40,1 


The mechanism of the carbon monoxides ligands substitution with the 1,3-diphenylpropene-2-thione -1 is established.
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We have determined the trans-influence of the ligands in the triazinane-containing derivatives of the chromium group metals with the help of quantum-chemical calculations. The data obtained allow us to predict the heterodynes coordination modes being bident for oxo- and thioxodienes and monodent for -enimines. The theoretical predictions were confirmed by experimental means. 
Looking for the most favorable coordination mode we have studied the energies of the different heterodienes complexes to be formed.
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