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Table 1. Kinetic of NCMe/P(OCH,);CCH;exchange
reaction of [(C;H;)Mo(Prophos)NCMe]BF, in acetone-dg
and activation parameters.

Temp. k Tij Raito of (S po,Rc) /
(K) Y (Min) (R wmo.R c)-Product
293 48x10° 241 55.8/44.2
298 8.4 x107° 138 56.7/43.3
303 1.9x10" 60 59.3/40.7
308  43x10" 27 58.3/41.7

Activation enthalpy AH j;(293K) =108 kJ mol™*
Activation entropy AS I(293K) =40 Jmol* K*
Gibbs free energy AG *(293K) = 96 kJ mol*
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(SmosRc)-[(C;H7)Mo(Prophos)P(OCH,);] BF,
(Rmo,Rc)-[(C;H7)Mo(Prophos)P(OCH,);BF,
Table 2. Kinetic of NCMe/P(OCHy3;); exchange reaction
of [(C;H;)Mo(Prophos)NCMe]BF, in acetone-ds and
activation parameters.

Temp. k T Raito of (S po.Rc) /
(K) ) (min)  (Rwo.R o)-Product
296  62x10° 186 457 /54.3
298 79x10° 146 42.1/57.9
303 1.8x10" 64 45.3/54.7
308 4.1x10* 28 42.3/57.7

Activation enthalpy AH *(293K) = 119 kJ mol™*

Activation entropy AS *(293K) = 75 J mol'* K™*

Gibbs free energy AG *(293K) = 96 kJ mol*
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Figure 1. ORTEP drawing of (Rmo:Re)-
[(C;H;)Mo(Prophos)P(OCH,);CCH,]BF,. Hydrogen
atoms and BF, are omitted for clarity.
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Scheme 1. Proposed mechanism of NCMe/X exchange
reaction of [(C;H;)Mo(Prophos)NCMe]BF,.
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