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DETERMINATION OF THE VALUES OF–fH
0

298.15 OF Al2O3
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Abstract: The values of –fH0

298.15 of Al2O3 and its clusters ((Al2O3)n) with n = 2 and 4 are determined on
the basis of thermochemistry of the isodesmic reactions calculated using the results of the quantum mechanical
modeling at B3LYP/6-311++G(d,p) level of theory. As a result, the following values of–fH0

298.15 are proposed for
the most thermochemically favorable conformers, considered in the present study, in the singlet state: −502 ± 42
(1Al2O3), −1976 ± 18 (1(Al2O3)2) and −4792± 23 (1(Al2O3)4) kJ/mol.
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