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[Cu(hfac)2]-DCNA UV-Vis DCNA n-p
*

(455nm) [Cu(hfac)2]

d-d* (508nm) 600~800nm

[Cu(hfac)2]:DCNA=2:1 [Cu(hfac)2]-DCNA Fig. 1
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DCNA LiClO4

RT=3 104 cm

IR

 

DBr-DCNA DF-DCNA

LUMO

εLUMO DCNA [1] GAMESS [2]

RHF/6-31G εLUMO DCl-DCNA DCl-DCNA-Br2

DBr-DCNA DF-DCNA

(Table 2)  
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εLUMO / eV

DCNA -0.245

DF-DCNA -0.588

DBr-DCNA -0.601

DCl-DCNA -0.664

DCl-DCNA-Br2 -0.697

Table 2. RHF/6-31G LUMO
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Fig. 1. [Cu(hf ac)2]-DCNA
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