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Abstract

Geometnies of complexes of azophenol-thiourea denvatives (1 and 2), tetraamino-tert-
butylthiacalix[4]arene (tatbtc4a) and tetraamino-tert-butylcalix[4]arene (tatbc4a) with acetate,
oxalate, malonate, succinate, glutarate, adipate, pimelate, suberate and azelate were carmed out using
the integrated MO:MO method. The binding and complexation energies of these complexes were
derived from the ONIOM(B3LYP/6-31G(d):AM1) calculations. The relative stabilities of the
complexes of azophenol-thiourea denivatives , tatbtc4a and tatbc4a with carboxylate guests are
reported. The binding interactions between the azophenol-thiourea receptor 1, 2, tatbtc4a and tatbc4a
and carboxylate guests are described as multipoints hydrogen bonding. Thermodynamic properties of
binding interactions between receptors 1, 2, tatbtc4a and tatbcd4a and their preorganizations and
complexations are obtained. Selectivities of the receptors tatbtc4a and tatbc4a toward to malonate
with respect to oxalate, in terms of selectivity coefficient, K" are 9.90 x 10° and 1.09 x 107,
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respectively.



