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Abstract
The peculiarities of alkenes interaction with aminomethyl carbocations by quantum and chemical
methods were considered. The calculations in the approximation B3LYP/6-31G(d,p) and further NBO
analysis demonstrate that the correct reactivity index can be obtained on the basis of atomic orbitals
contribution values Csp” to the multiple bond formation. It accords with the literature data on the alkenes
reactivity in the reaction of electrophylic addition of aminomethyl carbocations on multiple bonding.
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