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is lower than that for
the HNO, elimination.

I
CH CH
N~ 3 [1.5]-H HN/N\ 3
. _
| N _ NH
H,c~ N H,c~ N
8 3
N final
HNO,
elimination P roduct
D
HNO,

elimination
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wb97xd/6-311g(d,p) / pem (toluene) AG* for the H-shift

AH AG AS .
[kcal/mol] | [kcal/mol] | [cal/mol-K] is lower than that for

5” = TS, 36.89 36.01 2.96 the HNO; elimination.
D
5" =7 9.40 -4.64 47.09
6-Ts, 2371 P~ 4 The transformations
E : I
P B 5183 e proceed via weakly polar, NS g | N O
6—Ts, 3833 36.08 381 asynchronous, one-step =N Nﬂ. "N
. 478 998 4716 mechanisms without e N e N
' ' ' . . . 8 3
. 7 - TS, 35.19 34.12 3.59 ionic and/or radical c e
, I I HNO,
7 -8 5.85 -7.80 45.79 intermediates. o, product
7—TS, 24.45 24.84 -1.30
H HNO2 /,
78 -27.06 -26.45 -2.06 lminston Shlft
: 8 = TS, 25.11 25.84 -2.46
8—3 -25.17 -25.06 -0.37
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