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Effects of dimerization and intramolecular interaction on

rotational isomers of selenoanisole
(The Univ. of Electro-Communications) Noriaki Kobayashi, Yoshihiro Yamakita
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B3LYP/6-31++G(d,p) 224 -16.2 5.1 9.2 29.3 ' a'}} ?
MP2/6-31++G(d,p) -3.8 -53 9.0 119 28.3 10.0 kJmol™!
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MP4/6-31++G(d,p) 83 8.4 8.8 119 315 of selenoanisole dimers at the
CCSD(T)/6-31++G(d,p) 6.7 5.7 9.0 122 316 B2PLYPD level. (a) p+p
anti-parallel form, (b) v+p
B2PLYPD/6-31++G(d,p) 9.0 7.2 8.6 5.2 237 parallel  form,  (c)  v+p




