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Summary of MO calculations and NBO analysis for 1 and 2a
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a Geometry optimization and NBO analysis were performed at the RHF/6-31G(d,p) level with Huzinaga's 43321/4321/321(d) basis set for Se and Br (Gaussian 94 and NBO ver. 4.0). Energies are in kcal mol–1 and charges are in electron. b Nonbonded distance between Se and O (Å). c Relative total electronic energy between conformer A and B calculated at B3LYP/6-31G(d,p) with the Huzinaga basis for Se and Br. d NBO deletion energy calculated with the Se···O interaction being deleted. e Natural population at oxygen atom for conformer A or B calculated with natural population analysis. Numbers in parentheses are relative population with respect to the oxygen atom of PhCHO. f Natural population at oxygen atom for conformer A or B calculated with natural population analysis. Numbers in parenthesis are relative population with respect to the oxygen atom of PhCH2OH. g Major interaction energy between oxygen lone pair (nO) and *SeX anti-bonding orbital obtained with NBO second-order perturbation analysis (kcal mol–1).
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