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Figure 1. Selected bond lengths (A, plain) and angles (deg,
italic) in trans-3 (a) and cis-3 (b), and the optimized structures  Figure 2. Molecular orbitals (isovalue = 0.03) and
for trans-3 (c) and cis-3 (d) calculated at M06-2X/6-31G(d)  energies (eV) for trans-3 (a) and cis-3 (b).
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