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Five-, six- and seven-vertex dicarbaboranes, carborane anions and borane dianions have been
studied by DFT calculations at the B3LYP/6-311+G(d,p) level of theory, aiming at determining
the indirect nuclear spin-spin coupling constants with an emphasis onJ(11B,11B), J(13C,11B) and
J(13C,13C). The reasonable agreement with all experimental data suggests that the calculated data
can be used in the discussion of the bonding situation in these cluster compounds, for which many
coupling constants cannot be determined experimentally. The delocalisation of electron density is
reflected by changes in both magnitude and sign of the coupling constants. The trend in the coupling
constants between nuclei in antipodal positions points towards direct bonding interactions.
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