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[Mn(III)Cu(II)(Br-sap)2Cl(MeOH)] [1] ┞ よ [2]
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Huzinaga MIDI+P 5333(21)/53(21)/(41) 6-31G*

ゝ UHF, UBLYP, UB3LYP  

 

1 UBLYP UB3LYP フ UHF

UBLYP ㍂ D

ゝ ゝ UBLYP

UBLYP  

[5] 

UBLYP  

[MnTXPP][TCNE] D

D < 0  

 

 

[1] H. Oshio, M. Nihei, A. Yoshida, H. Nojiri, M. Nakano, A. Yamaguchi, Y. Karaki, and 
H. Ishimoto, Chem. Eur. J. 11 (2005) 843-848. 

[2] R. Takeda, M. Shoji, S. Yamanaka, and K. Yamaguchi, Polyhedron 24 (2005) 
2238-2241. 

[3] J. Kortus, M. R. Pederson, T. Baruah, N. Bernstein, and C. S. Hellberg, Polyhedron 
22 (2003) 1871-1876. 

[4] D. K. Rittenberg, A. M. Arif, and J. S. Miller, J. Chem. Soc., Dalton Trans. (2000) 
3939-3948. 

[5] J. Krzystek, J. Telser, L. A. Pardi, D. P. Goldberg, B. M. Hoffman, and L.-C. Brunel, 
Inorg. Chem. 38 (1999) 6121-6129. 

1.  
 UHF UBLYP UB3LYP Exp.[5] 
D [cm-1] –0.025 –0.206 –0.021 –2.29 
E [cm-1] –0.002 –0.047 –0.006 –0 


