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The onformational landsape of the alkaloid anabasine (neoniotine)has been investigated using rotational spetrosopy and ab initio al-ulations. The results allow a detailed omparison of the struturalproperties of the prototype piperidini and pyrrolidini niotinoids(anabasine vs. niotinea). Anabasine adopts two most stable onformations in isolation onditions, for whih we determined au-rate rotational and nulear quadrupole oupling parameters. The preferred onformations are haraterized by an equatorial pyridinemoiety and additional N-H equatorial stereohemistry at the piperidine ring (Eq-Eq). The two rings of anabasine are lose to a bisetingarrangement, with the observed onformations differing in a a. 180Æ rotation of the pyridine subunit, denoted either Syn or Anti. Thepreferene of anabasine for the Eq-Eq-Syn onformation has been established by relative intensity measurements (Syn/Anti�5(2)). Theonformational preferenes of free anabasine are direted by a N���H-C weak hydrogen bond interation between the nitrogen lone pairat piperidine and the losest hydrogen bond in pyridine, with N���N distanes ranging from 4.750 	A(Syn) to 4.233 	A(Anti).aR. J. Lavrih, R. D. Suenram, D. F. Plusquelli and S. Davis, 58th OSU Int. Symp. on Mol. Spetros., Columbus, OH, 2003, Comm. RH13


