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Conclusions

This work, carried out on a set of complexes within a wide
range of variation of binding energy (from 1.27 to 27.62 kcal/
mol), highlights the utility of the topological analysis of the
charge density and of the L(r) function, in conjunction with
energy decomposition analysis as a methodology to investi-
gate the nature of the halogen bonds. Based on the energy
decomposition analysis, we have found that the electrostatic
and the charge transference (in minor measure) components
have the most significant contributions to the total interaction
energy -in all ranges of strength- of the complexes analyzed
here and play a substantial role in determining the optimal
geometry of the complexes.
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