
Plik został wygenerowany dnia 2026-08-26 17:04:37

Repozytorium
Plik pochodzi z repozytorium

Wydziału Chemii Uniwersytetu
Wrocławskiego

FTIR study of the hydrogen bond symmetry in protonated homodimers of pyridine and
collidine in solution.

S. M. Melikova

K. S. Rutkowski

A. A. Gurinov

G. S. Denisov

Maria Rospenk

Ilya G. Shenderovich

2012

Journal of Molecular

Structure

1018

39-44

10.1016/j.molstruc.2011.12.027

Naukowa

Angielski

Artykuł

Autorzy

Rok wydania

Czasopismo

Numer woluminu

Strony

DOI

Kolekcja

Język

Typ publikacji

FTIR spectra of the protonated homodimers of pyridine and of

2,4,6-trimethylpyridine in solution in dichloromethane have

been studied in the temperature interval from 290 to 160 K. It

was found that the frequencies of the symmetrical and

antisymmetrical CN vibrations are affected by hydrogen

bonding strong enough to discriminate between the spectral

pattern of hydrogen bonded and protonated pyridines. The

experimental results obtained confirm asymmetric structure of

both the systems even in low-polar solvent. Optimized

structure, energy, vibrational spectrum and potential energy

profile for proton transfer coordinate have been studied by

DFT/B3LYP method. The calculation predicts that for the

studied homodimers the proton transfer coordinate is involved

not only in the stretching vibration ν(NH), but also in the rings

vibrations ν(CN). As a result, inside a certain interval of the

N⋯H distances the frequency of ν(CN) band should be strongly

affected by H/D substitution.
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