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shown in Figures 1--5 - : ' ,

10
TS1-1 G3(MP2)
n -0.037572 0.568778 1.07638
n 0.037572 -0.568778 1.07638
c -0.12621 1.809794. -0.79797
c 0.12621 -1.809794 -0.79797 _
h 0 2812602 -0.40957 -
h 0. -2.812602 -0.40957
h 0.726307 1.313001 -1.25119
h -0.726307 -1.313001 -1.25119
h -1.120056 1.482716 -1.08605
h 1.120056 -1.482716 -1.08605
10 »
TS1-2 G3(MP2)
n 0 0.569605 0.00000.
n 0. -0.569605 0.00000
c -2.144944 1.263144. 0.00000.
c 2.144944 -1.263144 0.00000
h -2.671898 0.314589 0.00000
h -2.077611 1.815401  0.93056.
h -2.077611 1.815401 -0.93056
h 2.671898 -0.314589  0.00000
h 2.077611.-1.815401 0.93056
h 2.077611 -1.815401 -0.93056
10
TS1-3 B3LYP/6-31G(d)
7 0.193033 -1.230543. -0.000077
7 1.043241 -0.436842 0.000069
6 -1.728481 0.245440 -0.000027
6 0.927205 0.970662 -0.000106.
1 -2.169051 1.248835 -0.003556
1 -2.023010: -0.291637 0.900637
1 -2.024205 -0.298218 -0.896319
1 -0.366138 0.905586° -0.000390.
10 '
21 G3 , .
n 0.542018 0.247433 -0.024401-
n -0.461825 -0.580161 -0.05598
c 1.844717 -0.039364 0.042727 -
c -1.730833. 0.119013 0.031253
h 2.134686 -1.078071 0.081301
h 2539548 0.778361 -0.054536
h 0.32973 1.258045 -0.057682
h -1.668313 1.170358 -0.300963
h -2.456828 -0.391328 -0.606318:
h -2.123485 0.113838 1.05699-

10
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-0.428418 0.439774 -0.257281
0.612985 -0.453189 -0.138439
-1.699807 -0.153438 0.130298
1.778165 0.028852 0.116718
-1.748984 -0.433344 1.190845
-1.853434 -1.047105 -0.474309 .
-2.494163 0.56364 -0.08818
1.969086 1.09324 0.289774

2.6139 -0.660116. 0.14363

- -0.248525 1.325106 0.226178

10
G3
-0.652768 -0.541393 0.
0.633051 -0.783663 -0.000001 -
-1.376641  0.58885 -0.000001
1.370597 0.459148. o
-0.891823 1.549539 -0.000001
-2.449815.  0.48157 0.000005.
-1.193062 -1.406424 0.000002
1.138064 1.072604. -0.887005
1.138062 1.072602. 0.887008
2.432864 0.2175% 0.00000%

10
G3 4
0.809775 -0.626165  0.05547
-0.544018 -0.672852- -0.156623:
1.413198 0.512632 -0.008936
-1.354339 0:515128 0.045732
0.933224 1.47276 -0.193707

2.48999 0.493244 0.112187
-0.904608 -1.498262 0.306752
-1.111966 1.035864 0.984389
-1.219306. 1.215808 -0.782162
-2.400789° 0.207151 0.059831 -
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10
TS3-1 G3
7 0.494226 0.291344 -0.136539
7 -0.451754 -0.544447 -0.024434 ' .
6 1.807101 -0.055319 0.053801 , -
6 -1.745597 0.123749 0.022257 , ’ ‘.
1 2.085452 -1.093891 0.224430
1 2516259 0.648367 -0.363522
1 1.014465 0.960172 0.692151
1 -1.691836 1.164238 -0.320629
1 -2.447961 -0.428695 -0.607762
1 -2.142709 0.110944 1.045799
10
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7 0.474274 0.290456 0.109585
7 -0.363358 -0.720847 0.233031
6 1.246322 0.334070 -1.134323
6 -1.378167 -0.125491 0.970074
1 2.166099 0.893493 -0.961327
1 1.459470 -0.694958 -1.432682
1 0.665614 0.820130 -1.923872
1 -1.999125 0.525472 0.354481
1 -1.943420 -0.765446 1.644804-
1 -0.333981 0.982573 0.905785
10
TS3-3 G3
-0.286566 0.669154 -0.457627
-0.110834 -0.507698 -0.852646
-0.046670 1.265455 0.732114.
0.287086 -1.400889 0.226602°
0.251886 0.737597 1.634702
-0.492206° 2.248336. 0.826401"
0.388402 1.637933 .-0.568071:-
1.284582 -1.144605 0.624348.
-0.413842 '-1.384531 1.078444
0.320485 -2.412316 -0.176208
10
TS3-4 G3.
7 0.756769 -0.566847 0.132881
7 . -0.631268 -0.734456". 0.212685
6 1.405279. 0.552530 -0.102823
6  -1.376086 0.474678 -0.085612-
1
1
4
1
1
1

[ g e R B

0.917596 1.521137 -0.106690
2477782 0.476902 -0.223620
1 0.263190 -1.418410. -0.500138
-1.236429 1.208297 0.719827
-1.043842 0.945778 -1.026387
-2.431956 0.212170° -0.151341

10

TS3-5 G3 :

7 0.463166 0.564691- -0.133209
7 -0.591569: -0.411105 -0.079561
6 1.713784 -0.137928 0.141972
6 -1.809424° 0.075983 0.110749.
1 1.698932: -1.187683 -0.182142
1 1.904527 -0.128108". 1.221735
1 2.524893 0.396373 -0.35708%
1 -1.943466. 1.097786 0.447514
1 -2.649182: -0.577100 -0.077433
1 -0.063043 -0.304700 -1.079534

10
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-0.384009 0.542537 -0.07141

0.795687 -0.081603 0.61907

-1.555482 -0.343197 -0.07018

1.603232 -0.146402 -0.39875

-1.817184 -0.60303 0.95589

-1.273746 -1.243724 -0.61584

-2.392168 0.152234 -0.56523

0.32903 0.548365 -1.03318

2.569019 -0.595829 -0.12051°

-0.583194 1.453045 0.35879
10
TS5-1 G3
7 -0.753888 0.049992 -0.676437
7 -0.758005 0.047966 0.672458
6 0.417830 -0.099448 -1.306467
6 0.409784° -0.105687 1.308381
1
1
1
1
1
1

> TITITITITTOO I3

1.193287 -0.803578 -0.990175.
1.232441 0.957555 -0.431096
0.395616 0.128478 -2.368408
1.184675 -0.810357 0.992060
1.229113 0.956118 0.442655
0.382434 0.116886 2.371333
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Rate Constant by RRKM Calculation

latm ) K 7 ) for . . k; (s7) for

_ CH, Elimination Stepwise C—N homolysis _
500K R 1.15E-07 ' [20E01
600K | 4.10E-04 . 5.80E+0L
700K L.40E-01 T 3.47E+03
800K » A""'1,'.05E+01 . 5556404
900K ' 2745102 . ~ 3.70E+05
00K | Ees | 135E+06
1500K “TAGE+06 T T83E:07

"2000K . 7.51E+06 = _ 2.40E+07
2500K . T 124E+07 1 5.59E+07
3000K T 122E07 I »6_.0>8E+07
3500K ' 7.71E+06 — B 3 SCEDT




