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Tao
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LANL2DZ CEP-31G
HDT oDT
AU7—H DT—AU7 AU7—ODT—AU7
Au;,
B3LYP
[1] [2,3]
BDT BP BDMT HDT oDT
LANL2DZ 0.04466 0.00671 0.13627 0.02646 0.00084
CEP-31G 0.01512 0.00996 0.00085 0.00292 0.00006
Exp. [2,3] 0.011 0.01 0.0006 0.0012 0.00025
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