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├ DFT(B3LYP)ゝ よ Cu

Cu-Cu = 2.55 Cu RECP + double-zeta C, O, H
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ゝ DAM ゝ 0.1

よ C-O

Cu-O よ Cu ゝ

DAM CM

ぜ ┞ DAM fcc

CM hcp ゝ  

DAM CM DAM CM

on-top 1.93 1.91 1.38 1.39

bridge 2.04 2.01 1.40 1.41

fcc 2.10 2.04 1.41 1.42

hcp 2.10 2.09 1.41 1.41

Expl. (fcc) [2]

[3]

R(Cu-O) R(C-O)

1.46±0.05

1.42(-0.03/+0.10)

2.00±0.03

1.97±0.04

DAM CM DAM CM

on-top 1162 1150 275 287

bridge 1092 1085 256 262

fcc 1073 1076 250 284

hcp 1071 1066 243 250

Expl. (fcc)[4]

!(C-O) !(Cu-O)

1039 328
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Cu 1 4 Cu DFT ゝ fcc

Cu LANL2DZ C, O, H

D95(d) O [1s1p] diffuse anion basis  

2 Cu ┞ 3 DAM + SAC-CI

Cu d

5eV - ┞ Cu d
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