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Theoretical study of dihydrogen bonding in phenol-silane clustersOH

(Kitasato Univ.) OKota Daigoku, Haruki Ishikawa
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cam-B3LYP Rsin Ru.u Rur E Ecpe

R i 6-311++G(dp) 1486 1789 0921 139 121
(R U ORE A B - o 6-3114++G(2d 2p) 1481 1749 0921 141 -123
X —ZEg L7 (F 1), aug-cc-pVTZ 1.484 1.768 0.923 -1.33 -1.25
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TRk (S hEgE 63114+G(Ap) 1484 1867 0918 112 092
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CCSD single point
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6-311++G(d,p) DFEF & 6-311++G(d.p) 2932 -148  -1.67 0.26 -1.84
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6-311 ++G(2d,2p) 2 ’fﬁ'ﬂ: CCSD single point
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R 6311++G(2d2p) 2925  -137 215 062 -136
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