
 1P044 

 
!"#$%&'()*+,-./0123456789:*+;<=>? 

@

ABCD; EFGHICD; JKLMNOP E!QRS E!TUVW EFXYZ EF[\V] EF@

I^_` EFabc] EFdef J@

@

"#$% 

&'()*+,-./012345[Rh2(O2CR)4]6789:;,<=>?@A!)

*BCDEFG@A!HI-?!JK@ALMNOPQ 17RST45< Building 

Block UV 2WXYZ[\]^Y_O`a b<45< Rh-RhcL6d2e4f2e*4f*2

LghiOjkl<mncklopqiOr7M-Mc<stuv<wxLM_Y67

yz{|}_ b̀~�<45L�_Y<�T��<��671970�80��L�NY7

Hartree-Fock (HF) �\v_Y J. G. Norman, Jr., H. J. Kolari,3 ��H. Nakatsuji, 

T. Yonezawa4 �<�*��o��XY_O`a ��71990 ����L6 Hybrid 

Density Functional Theory (HDFT) �\v_Y F.A.Cotton5, �� O. V. Sivova6\

�^WiO��<����L��Y<�T��<��o��~Y � à X�X7¡
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Fig.3 Orbital diagrams and their HOMO-LUMO Gap of rhodium(II) tetra-acetato 
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