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4.Conclusions

A theoretical study of the monomers and dimers formed by
the chiral HXYH molecules, where X, Y =0,S and Se (except
X=Y = 0), have been carried out using MP2/6-3114++4+G(d,p) level
computa-tional level. A large number of minima are found for each
case (between 13 and 22). Both homochiral and heterochiral
complexes are characterized. In  general, small chiral
discrimination was found for pairs of complexes with the same
interaction type.

The most stable minima are those formed through HB
interactions, especially if OH groups are involved. However, as the
size of the atoms interacting increases, the chalcogen—chalcogen
forces become more important.
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