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Conclusion

Our results indicate that in CH(X)-CH2-CH2YH (X�Y�O,
S, Se) the X�H ¥ ¥ ¥X IHB competes in strength with the X ¥ ¥ ¥
XH chalcogen ± chalcogen interaction, while the opposite is
found for the corresponding tellurium-containing analogues.

For those derivatives in which X�Y the situation is more
complicated due to the existence of two non-equivalent X�H
and Y�H tautomers. The Y�H tautomer is found to be lower
in energy than the X�H tautomer, independently of the
nature of X and Y. For X�O, S, Se and Y� S, Se the most
stable conformer b is the one exhibiting a Y�H ¥ ¥ ¥X IHB.
Conversely when Y�Te, conformer d, stabilized through a
X ¥ ¥ ¥YH chalcogen ± chalcogen interaction is the global mini-
mum of the PES.
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