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A new measure of hydrogen bonding strength — ab initio and

atoms in molecules studies
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2. Computational details

Calculations were carried out with the GAuUs-
SIAN 98 program [12] at MP2/6-311++G™ level of
theory. For all complexes and monomers the ge-
ometry was fully optimised. H-bond energies were
computed as the difference in energy between the
complex, on the one hand, and the sum of isolated
monomers, on the other hand. Basis set superpo-
sition error (BSSE) was corrected by the counter-
poise method of Boys and Bernardi [13]. All
calculations were performed at MP2/6-311++G**
level of theory. The hydrogen bonding properties
predicted on the basis of the Bader theory [11]
were obtained from AIMPAC programs [14].
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