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Abstract

In this work, intermolecular dihydrogen bonded interactions between cycloalkenes

(cyclobutene (C,H), cyclopentene (CsH), cyclohexene (CgH;o)) and alkali metal hydrides H—

Rent this artcl v DeepDyve,
M (M = Li, Na and K) complexes have been studied using B3LYP/6-311++G** method. The

calculated structural parameters correlate well with the interaction energies and smallest

dihydrogen bonded distance is observed for CHe-~HK complexes. Infrared vibrational Leam more sbout Insitutionsl subscriptions

frequency analysis indicates that significant red and blue shifts are occurring in the C-H and





