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Three β-hydroxynaphthylamides (morpholine, pyrrolidine and

dimethylamine derivatives) have been synthesized and their

conformational state was analyzed by NMR, X-ray and DFT

calculations. In aprotic solution the molecules contain

intramolecular OHO hydrogen bonds, which change into

intermolecular ones in solid state. The energy barriers for the

amide group rotation around the CN bond were estimated from

the line shape analysis of (1)H and (13)C NMR signals. A

tentative correlation between the barrier height and the strength

of OHO bond was proposed. Calculations of the potential

energy profiles for the rotations around CC and CN bonds were

done. In case of morpholine derivative experimental indications

of additional dynamics: chair-chair 'ring flip' in combination with

the twisting around CC bond were obtained and confirmed by

quantum chemistry calculations.

β-Hydroxynaphthylamides, Amide group rotation,

Intramolecular hydrogen bond, Conformational isomerism,

solvent effects, DNMR

http://dx.doi.org/10.1016/j.saa.2015.04.052

http://www.elsevier.com

Streszczenie

Słowa kluczowe

Adres publiczny

Strona internetowa wydawcy

http://www.elsevier.com


Plik został wygenerowany dnia 2026-04-25 19:13:00

Adres w repozytorium https://old.chem.uni.wroc.pl/pl/repozytorium/WzVwD6A.

Artykuł

Typ publikacji

https://old.chem.uni.wroc.pl/pl/repozytorium/WzVwD6A

	Plik pochodzi z repozytorium Wydziału Chemii Uniwersytetu Wrocławskiego
	Repozytorium
	Conformational state of β-hydroxynaphthylamides: Barriers for the rotation of the amide group around CN bond and dynamics of the morpholine ring.
	Autorzy
	Streszczenie
	Rok wydania
	Czasopismo
	Słowa kluczowe
	Numer woluminu
	Adres publiczny
	Strony
	Strona internetowa wydawcy
	DOI
	Kolekcja
	Język
	Typ publikacji



