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% 2-1 G3 ¢ G3B3 a5 4 %

G3 G3B3

Geometry 1 MP2(full)/6-31G(d) B3LYP/6-31G(d)
Single-point energies MP4/6-31G(d) MP4/6-31G(d)
MP4/6-31G+(d) MP4/6-31G+(d)
MP4/6-31G(2df,p) MP4/6-31G(2df,p)

2

3

4

5 QCISD(T)/6-31G(d) QCISD(T)/6-31G(d)
6 MP2(Full)/G3large  MP2(Full)/G3large
7
8

Spin-orbit correction” Atomic species Atomic species
Higher-level correction” Molecules Molecules

A =6.386 A=6.760

B =2.997 B =3.233

Atoms Atoms

C=6.219 C=6.786

D=1.185 D =1.269
Zero-point energy 9 HF/6-31G(d) B3LYP/6-31G(d)

Scaling factor 0.8929 Scaling factor 0.96

* Spin-orbit correction 7 < )}%? B ®[27] °

44304 3+ 4 HLC 5 —-Ang—B(n,—ng) ¥+ $HHLC 5 —Cng—D(n, -
ng ) ¥ hngfrngt FafrBRF At kuraBi AfrC S RET
+ U R S B e D A Lt T Bt U ke Sk
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