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Summary of Theoretical Results

All calculations done with the Gaussian 94
 package of programs.  Each molecule/ion was fully optimized in the indicated symmetry. Bond lengths in Å, angles in degrees, Xt is the centroid of a terminal aromatic ring, Xb is the centroid of the bridging aromatic ring and dihedral is defined as the angle between the two planes defined by the points (Xt,n, Mn, and Xb) for n=1 and n=2 (0 = cisoid, 180 = transoid).
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