Thematic Section: Quantum-Chemical Research. Full Paper
Subsection: Organic Chemistry. Registration Code of Publication: 14-40-11-95
The article is published as a material of correspondence participation in International Scientific

Forum “Butlerov Heritage-2015”. http://foundation.butlerov.com/bh-2015/ (English Preprint)

Contributed: December 11, 2014.

Tautomeric composition as one of the most important
characteristics of a substance
© Victor Ya. Fain,* Boris E. Zaitsev, and Mikhail A. Ryabov"

General Chemistry Department. Peoples’ Friendship University of Russia. Mikluho-Maklaya St., 6.
Moscow, 117198. Russia. Phone: +7 (495) 955-08-60. E-mail: maryabov@mail.ru

*Supervising author; 'Corresponding author
Keywords: tautomerism, rotating isomerism, absorption electronic spectra, quantum-chemical
calculations, o-constants of the substituents, correlation analysis, intramolecular hydrogen bond,
anthraquinones, p-acenquinones.

Abstract
The properties of substances possessing the ability to tautomeric transformations strongly depend on
their tautomeric composition. A method for determination of tautomeric composition based upon correlation
analysis of the position of 7;,t* absorption bands in the electronic absorption spectra is proposed.
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