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Figure 1. ORTEP drawing of (Sge,Rc)-[CpFe(Prophos)-
NCEt]l. Hydrogen atoms, a methanol molecue, and an
iodide ion are omitted for clarity.
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Table 1. Kinetics of epimerization  of
(Ske;Rc)-[CpFe(Prophos)NCEt]l  in CDCIl; and

activation parameters.
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Temp. Keq Kep Tz k- Ko Equilibrium ratio

K (min®)  (min) (min?)  (min!) (SreRc)/(ReoRc)-From

293 62x107 1.9x10° 372 12x10* 1.8x10° 9416

300 82x107 6.0x10° 115 46x10° 56x10° 92/8

307 86x107 1.7x107 40 14x10° 1.6x10° 92/8

313 99x10% 4.0x107 17 36x10° 3.7x107 91/9

AH*_ (300K) = 127 kI mol*  AH*_(300K) = 113 kJ mol™*
AS*_ (300K) = 79 I mol* K*  AS*.(300K) = 54 J mol™ K*
AG™_. (300K) = 103 ki mol*  AG*_ (300K) = 97 ki mol™
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Scheme 1. NCMe/NCEt ligand-exchange reaction of
[CpFe(Prophos)NCMe]l in CDCl; at 300K.
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Figure 2. Time resolved 31P{lH} NMR spectra of
(Sre,Rc)-[CpFe(Prophos)NCEt]l in the presence of
NCEt (7 eq.) at 300K in CDCls.
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