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: / . - . : : ' 3. Fully optimized structures of the six conformers

E, ' 42,0 ' 3(')0 ' 12'00 ' calculated at the ®B97XD/aug-cc-pVDZ level. Energies
relative to the most stable conformer are given, and the
values in the parentheses are the energies with zero-point
energy corrections.
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2. SVLF spectra following excitation of the bands at
(a) 36712, (b) 36719, (c) 36804, and (d) 36988
cm ..
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