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Geometries (computed at the B3LYP/6-31+G(d,p) level) of all
species described in this paper, as well as their gas
phase, ZPVE and solution energies (computed at the B3LYP/6-
311+G (3d, 2p) level, in CH,Cl,). Most-important resonance
structures contributing to the computed electron densities
of substituted benzenes and 1,2-azaborines, as predicted by

Natural Resonance Theory.
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