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In this work by the molecular-statistic theory of adsorption thermodynamic characteristics of adsorption (ТCА) for 1-аza-, 1,3-diaza-, 1,3,5-triaza- and 1,3,5,7-tetraazaadamantanes on graphite basic side are calculated. Necessary values of parameters of atom-atom potential interaction function (ААP) N (adsorbat) … C(graphite) have been taken from literature [1], the geometrical structure was modeled with the help of software package Gamess v.6.0 within the framework of ab initio RHF/6-31G ** method. For a molecule of 1,3,5,7-tetraazaadamantane (urotropine) the value of ТCА (heats and entropies of adsorption, Henry's constants) have been determined experimentally in conditions of equilibrium gas-solid chromatography on a column with graphitized carbon black (GCB). It was established, that the use of ААP, determined earlier for aliphatic amines [1], does not allow to achieve satisfactory conformity between calculated and experimental values of TCA in case of urotropine molecule. After introduction of corresponding amendments in ААP [2], taking into account distribution of electronic density in urotropine molecule, the experimental and calculated data have been coordinated. It is shown, that the value of the amendment in ААP depends on size of effective charge on N atom, which value is directly defined by number of heteroatomes in framework. Thus, atoms N in mono-, di-, tri- tetradamantanes are nonequivalent in adsorption, that it is necessary to take into account in corresponding molecular-statistic calculations. It is important to note, that replacement CH-group in adamantane on N atom results to growth of TCA values, therefore urotropine is kept more strongly not substituent adamantane. In a number of 1-and 2-azaadamantanes by great TCA values is characterized 1-isomer that will well be coordinated to the known data on keeping monosubstituent adamantanes with electron-acceptor substituents in conditions of gas-solid chromatography on GCB. With the help of received values of ТCА within the framework of sorption-structural correlations the values of molecular polarizability of the investigated compounds have been calculated.
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