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Theoretical Study on Measure of Hydrogen Bonding Strength: R—C=N--pyrrole Complexes
SHI Fu-Qiang*, AN Jing-Yi,YU Jia-Yong
The Technical Institute of Physics and Chemistry, Chinese Academy of Sciences, Beijing 100101, China

Abstract

The R—C=N...pyrrole (R=H, CH,, CH,F, CHF,, CF;, NH,, BH,, OH, F, CH,Cl, CHCl,, CCl,, Li, Na) complexes were considered as the smple sample for measure of hydrogen bonding strength. Density functional theory B3LYP/6-311++G "level was applied to the optimization

of and Measure of hydrogen bonding strength based on and which were derived from the AIM theory, was analyzed. Additionaly, natural bond orbital (NBO) analysis and frequency calculations were performed.
From the computation results it was found that the electronic density at N—H bond critical points was aso strictly correlated with the hydrogen bonding strength.
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