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Table 1. FZOA energy components of % ( %* excitation energies for CO molecule 



A % %
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TD-BLYP TD-B3LYP

9.90, 12.28 eV CIS 21.47 

eV B Kov
DFT

Jov Kov

B

TD-BLYP B

CIS TD-B3LYP –cHF Jja

TD-BLYP TD-B3LYP 5.81, 3.28 eV

CIS 6.56 eV A B 2

TD-BLYP, TD-B3LYP, CIS

C (ia|jb) TD-BLYP, TD-B3LYP, CIS 3.01, 2.87, 

2.31 eV (ia|jb)

(ab|ij), (ja|ib), (ja|wxc|ib) C

A+B $
&

1

TD-BLYP TD-B3LYP CIS 21.53, 20.93, 19.13 eV 9.85 eV 10.68 

eV SAC-CI

A B HF C
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Table 2. FZOA energy components of the CO molecule by CIS, TD-BLYP and TD-B3LYP in eV. 

Figure 1. Schematic picture of excitation-energy splitting of CO 
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