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« [Rh(PC)(CO)(CI)]
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« [Rh"(OEP)(CO)(CI)]
- REEFERE: —EH
— d(Rh-C) =0.189 nm — d(Rh-C) =0.191 nm
— v(C-0) =2181.6 cm™’ — v(C-0) =2197.9 cm™’
- E_(CO) =-1.29eV - E_(CO) =-1.28 eV
X OEP = A 02T FILKRILIA)Y X PC=240 7=V

o O donation

d The adsorption of CO is stabilized.
xN2-y"2

-1+d The CO bond is activated.
ZX

-1—l-d T back-donation

ML F k& %
ZF ;% hybrid-DFT (PBEO) F;%: DFT-D2 (PBE)
ZEK: SDD (Rh), 6-31G* (C), 6-31+G**(others)  EJE: plane-wave (PAW)
program: Gaussian 09 program: VASP 5.3
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E.q. =-2.59 ¢V, E,(disp.)=-3.44 eV

g(LUMO) = -0.121 eV
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