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AD initio and AIM studies on measures of hydrogen bonding

strength—R-CxN- - -HF and R-CxN- - -HCI complexes
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4. Conclusions

The values of binding energies (Table 1) show that for R-C=N. -
-HX complexes investigated here we may say about H-bonds of the
mediate strength. The greatest binding energies are observed
for the complexes with LiCN as a proton accepting molecule. We
observe two subsamples for the sample of complexes: the first
one with HF molecule as a proton

donating species and the second one with HCI molecule.
Such situation is connected with the parameters of the proton
donating bond as those used to describe the H-bond strength.
However, if we apply the normalized parameters, A-parameters or the
electronic density at H- - :N BCP (py. . n) they may be treated as
measures of H-bond strength for the whole sample. In other words
they may be applied for heterogeneous samples. Factor analysis
shows that all variables used for describing the H-bond are strictly

correlated and can then be equally used to describe the properties of H-
bonds.
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