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Table 1. NCMe/CNCgH11 exchange reaction of [(C7Hy)-
Mo(Prophos)NCMe]BF, and activation parameters

Temp. k R Raito of (Smoe,Rc)/
(K) (sh (min) (Rmo,Rc)-Form
293 49x10° 234 81/19
298 9.4x10° 124 78122
303 2.3x10™ 49 76124
308 5.5x 10 21 75125

Activation enthalpy AH* =120 + 5 kJ mol™
Activation entropy AS* =82 + 17 Jmol* K*
Gibbs free energy AG* =96 + 10 kJ mol™

Table 2. NCMe/CNBU' exchange reaction of [(C7H;)Mo-
(Prophos)NCMe]BF, and activation parameters

Temp. k e Raito of (Smoe,Rc)/
(K) ) (min) (Rmo,Rc)-Form
293 3.8x10° 304 76124
298 9.9x10° 116 78/22
303 2.4x10* 48 70/30
308 5.5x 10* 21 68 /32

Activation enthalpy AH* = 131 + 5 kJ mol*
Activation entropy AS* =119 + 14 Jmol® K™
Gibbs free energy AG* =97 + 9 kJ mol™

Scheme 1. Proposed mechanism of NCMe/L exchange
reaction of [(C;H;)Mo(Prophos)NCMe]BF,.
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Figure 1. ORTEP drawing of (Syo,Rc)-[(C;H7)Mo-
(Prophos)CNBU'|BF,. Hydrogen atoms and BF, are
omitted for clarity.
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Figure 2. Five-membered M-Prophos chelate rings: (a)
half-chair conformation, (b, c) envelope conformations
(frontside, M; backside, ethane backbone).
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