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Mechanism of formation of nanocavitands of cucurbit[n]uriles family.
Quantum-chemical modelling.

© Tat’yana N. Grishaeva,' Alexey N. Masliy,'* Vladimir V. Bakovets,’
and Andrey M. Kuznetsov'**
! Department of Inorganic Chemistry. Kazan State Technological University.
K. Marx St., 68. Kazan, 420015. Russia. Phone: +7 (843) 231-41-22. E-mail: am_kuznetsov@kstu.ru
* Acad. Lavrent’ev Pr., 3. A.V. Nicolayev Institute of Inorganic Chemistry, Siberian Branch of RAS.
Novosibirsk, 630090. Russia.

*Supervising author; 'Corresponding author

Keywords: nanocavitands, cucurbit[n]uriles, mechanism of formation, density functional method
PBE.
Abstract

On the basis of density functional method of the version PBE quantum-chemical study of the
mechanism of cucurbit[n]uriles CB[n] formation has been carried out. Reasoning from the analyses of
thermodynamic characteristics of separate stages of CB[n] formation a conclusion has been made that water
molecules related to oligomers, formed in the process of synthesis, exert influence mainly on the formation of
CBJ6], as compared to the other nanocavitands of the family CBJ[n].
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