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Figure S1. The H abstraction reaction scheme of 9-ClAnt embedded with the
potential barrier AE (in kJ/mol) and reaction heat AH (in kJ/mol). AH is calculated at

0 K.

Figure S2. The isomerization reaction schemes of IM1, IM2, IM3 and IM4 embedded

with the potential barrier AE (in kJ/mol) and reaction heat AH (in kJ/mol).

Figure S3. The unimolecular decomposition reaction scheme of the NO;-9-ClAnt
adducts embedded with the potential barrier AE (in kJ/mol) and reaction heat AH (in

kJ/mol).

Figure S4. Configuration for the transition states of H abstractions from 9-ClAnt

optimized at the BB1K/6-31+G(d,p) level of theory. Distances are in angstrom.



Figure S1

1

1

AE=46.52
AH=33.01
-

1

AF=39.33
AH=1.59
%

AE=57.78
AH=31.67
-

o 9 2
5 10 4



1 .. ONO, 1 ., QH

NO, shift H shift 0,
AE=180.87 AE=197.15

AH=32.38 AH=-153.9

M1 +0, | AE=69.49 +0, |AE=94.14
HO, [AH=-134.72 HO, |AH=52.00
1 Q 1 QH
| e

NO,

|
ONO; NO, shift
—_—
AE=15531
AH=-1.13
M2

+0, | AE=40.67 +0, | AE=6523
HozlAH=-135.64 HO | AH=-96.44
1 N02 1 02

SOONNGOOE

1 | 1
NO; shift H shift
ONO, LE=145.77 AE=246.69
2 AH=-5.56 O Apg=8811 OH
M3 H NO,

NO3

+0, |AE=79.37 +0, |aE=49 58
HozlAH—-133.47 HO,|AH=109.54

1

| I 1
OO, 28O0 L g
AH=10.04 NO» AFA NO,
w4 O

NO, O OH
+0, |AE=43.34 +0, |AE=99.83
HozlAH-l31.38 HO, | AH=81 .88

1 1

)
z
N
Z
o
[\S)

Figure S2



I ONO, | 0
—2_»
AE=118.99
INTRSLYE
1

ONO, ?

—2*

AE=106.82

AH=-3845
1

1
—2*
ﬁE—103 .93
ONO, H=-43.89
o

AE—107 57
AH=-24.89
ONO,
AR= 139 83
AH=69.08
N02

N
1 o
ONO, .
AE=99.03
AF=9 83

AE—109 79
AH=27.99

ONO;,

Figure S3



Figure S4



