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Table 1. step 2
(BE) (Ea) ($E)
R BE Ea $E
CH3 -12.6 15.6 -26.5
SiH3 -14.6 17.8 -24.8
CF3 -10.5 14.8 -24.9

MP4(SDQ)/ kcal mol-1
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Figure 1. step2

2 + ethyrene Aet TSet Bet

+ CH2=CH2

Step 1

Step 2

Step 3



Aam

Aam

Cp*

TSam H La

C

Cp*

Ea $E

R = CH3 < SiH3 < CF3

(Table 2) step 3

Step 2 La-C C=C La-C C-C

step 3 N-H La-N

(Table 3)

$BD Table 2 Table 3

$BD Ea $BD

BDLa-N BDN-H

step 3

Ea

step 2 Ea

[1] Smruti B. Amin; Tobin J. Marks J. Am. Chem. Soc. 2007, 129, 10102.

[2] R.B. Ross; J.M. Powers; T. Atashroo; W.C. Ermler; L.A. LaJohn; P.A. Christiansen J. Chem. Phys. 1990,

93, 6654.

[3] Marc Couty; Michael B. Hall Journal of Computational Chemistry 1996 17 1359

Table 2.
(BE) (Ea)

($E)
R BE Ea $E
CH3 -27.2 23.6 -25.2
SiH3 -22.7 15.1 -44.6
CF3 -23.3 2.9 -67.3

MP4(SDQ)/ kcal mol-1

Table 3. (BDX-Y)
R BDN-H BDLa-C BDLa-N BDC-H $BDa)

CH3 137.4 60.1 118.6 100.1 -21.1
SiH3 116.9 62.1 121.3 100.7 -43.1
CF3 146.3 64.7 170.6 101.3 -61.0

a)
$BD = (BDN-H BDLa-C) (BDLa-N BDC-H),

MP4(SDQ)/ kcal mol-1

Figure 2. step 3
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