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Unconventional F-H***m hydrogen bonds — ab initio

and AIM study
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4. Summary

The main conclusions of this study concern the
characteristics of F—H:--m unconventional H-bonds.
We do not observe the typical correlation between
binding energy and proton-acceptor distance, which
is known for conventional systems. Strictly speaking,
the topological parameters describe better the H-bond
strength than the corresponding geometrical para-
meters. Additionally, the parameters of proton
donating bond (HF in the case of the sample consid-
ered here) correlate better with binding energy than
the parameters of H---m contact. It is in line with
previous findings [14,20,22] that the parameters of
Lewis acid within complexes may be good descriptors
of H-bond strength. The strength of H-bond for some
of F-H:..m systems indicates that such interactions
may be dominant in determining crystal packing.
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