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Appendix A Supplementary material

Species

NC;H1g C/His-1 C/His-2 C/Hys0 C;H1s00 C;H1,00H
OC;H1;0  HO,C;H150,H CsH1s PC,H, IC3H-, CsHs
ICgH1s ACgH;;00H ACgH;;,02 ACgH;;0  JCgHsg ACgH;
OCgH;sO  AOOCgH;OOH  OCgH;s00H IC4Hg CsHs CsHsCH;
JCsHis-B DMPDyHO JCgH15-D DMPD13 DMPD13-E  DMPD130
JCsHis-A  DMPD;5CO DMBD13-D MP1CO-C  MP1OCO  C(CO),
C(CO),-A  CH2CCH,0H IC4H; IC4H,0 IC4HsOH TC4Hs
CH,OH IC;HsCHO IC3HsCO CyHs-T C4Hs CeHs
CeHsCH2  CgHsCH200 CeHsCO CeHsCH,0  CgHsCHO  CgH4CHjs
CeHsO HOCeH,CH; CeH402 CeHsOH OCeH4CH;  C3H,

CsH.0 CH;COCH; CiH, C4Hs CsHs C,H,

C;Hs C,HsO C,Hs02 C,H,4 C,H; CH3OH
CHsCHO  CH,CO HCCO CH, CH30, CH,CO
CH30 CH CH, CH,0 CH,CHO N

CH C,H HCO co CO, HO,

NO N, NO, HONO OH 0,

H H, H20, H,O 0

No. Reactions A b Ea Ref.
k = AT "exp (- E, /RT)

1 NC;H;6=PC,Hg+1C3H; 3.16x10"® 0 81020 6
2 NC;H6+0,=CHy5-1+HO, 6.00x<102 0 52820 6
3 NC;H6+0,=CHy5-2+HO, 4.00<108 0 50190 6
4 NC;H16+HO,=C;H;5-1+H,0, 5.00<102% 0 20430 6
5 NC;H16+HO,=C;H;5-2+H,0, 3.36x10° 0 17690 6
6 NC;H;6+OH=C;H;5-1+H,0 1.05x10° 1 1590 6
7 NC7H16+OH=C7H15-2+H,0 9.40x10" 1. -35 6
8 C7H15-1=C7H1s5- 2.00<10" 0 18120 6
9 C7H15-2=C7H15-1 2.00<10" 0 18120 6
10 C7H15-1+0,=C;H;500 2.50x10" 0 0 6
11 C7H1500=C7H15-1+0, 2.20<10° 0 27960 6
12 C7H15-2+0,=C;H;500 2.50x10" 0 0 6
13 C7H1500=C7H;5-2+0, 2.20<10° 0 26960 6
14 C;H;500=C;H,00H 2.00<10" 0 17010 6
15 C;H1400H+0,=00C;H,,00H 5.60x10"? 0 0 6
16 00C;H;400H=HO,C+H130,H 2.00<10" 0 17010 6
17 HO,CH130,H=0C;H;300H+0OH 1.00<10° 0 7500 6
18 OC;H1300H=0CH;3;0+OH 8.40x10" 0 43020 6
19 OC;H130=CH,0+CsH;;+CO 2.00<10% 0 15000 6
20 C7H15-1=CsHy;+CoHy 2.50x10% 0 28920 6
21 C7H15-2=PC4Hq+C3Hg 1.20<10% 0 28203 6
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22
23
24
25
26

27
28

29
30

31
32

33

34

35
36
37
38

39
40
41
42
43

44
45
46
47

C5H11=C2H4+|C3H7
NC7H15+H=C7H15'1+H2
NC7H15+H=C7H15'2+H2
IC3H;+0,=C3Hg+HO,
CsHe+H(+M)=IC3H;(+M)
Low pressure limit:
TROE centering:

H,O Enhanced by
H, Enhanced by
CO, Enhanced by
Cco Enhanced by

IC3H;+H=C,Hs+CHj;
PC4Hg(+M)=C2Hs+CoH4(+M)
Low pressure limit:  0.18970><1056

H,O Enhanced by
H, Enhanced by
CO, Enhanced by
Cco Enhanced by

PC4Hy=C,H5+C,H,
ICgH1g+0,=ACgH,7+HO,

Reverse Arrhenius coefficients
1ICgH1g+HO,=ACgH;;+H,0,
ACgH;7+0,=ACgH;;,0,

Reverse Arrhenius coefficients
ACgH;0,=ACgH;,O0H

Reverse Arrhenius coefficients
ACgH;00H+0,=A00CgH;s0O0H
Reverse Arrhenius coefficients
AOOCgH;00H=0CgH;s00H+0OH
1CgH1g+OH=ACgH;+H,O
0OCgH;s00H=0CgH;50+0OH
ACgH;7+0,=JCgH15+HO;

Reverse Arrhenius coefficients

0OCgH150+0,=C,H3;+2CH,0+C3H4+CH3;+HO,

ACgH7=IC4Hg+C3Hg+CH3
JCgH16=IC,Hg+C3H5+CH3
IC4Hg+0,=C,H;+C,H,+HO,
IC4Hg=C3Hs+CH3

Reverse Arrhenius coefficients
CsHsCH3+0,=CgHsCH,+HO,
CeHsCH3+OH=C¢HsCH,+H,0
CsHsCH3+0=C¢HsCH,+OH
CeHsCHz+H=CsHsCH,+H,

7.97x10"
1.88x10”
2.60>10%
6.10x10%
5.70>10%
0.164x10%°
0.1x10%
5.00

2.00

3.00

2.00
5.00x10"
1.06<10"
-11.9
5.00

2.00

3.00

2.00
2.50>10"
1.00<10"
1.00<10"
3.02x10"
1.00<10"
2.51>10"
1.14x10"
1.00x10™
3.16x10"
2.51x10%
8.91x10%
3.00x10%
3.98x10%
3.16x10"
3.16x10"
2.45x10"
1.28x10"
1.92x10"
2.00>10™
1.92x10%
2.09x10°°
1.81x10"
6.70>10%
6.30>10"
6.00x<10"

-1.4
2.8
2.4

1.2
-11.1
260

O O O O O O O O O O O oo oo o o o o o

29876
6286
4469
7910
874
9364
3000

27828
32263

28800
49000
0
14700
0
27400
22400
11000
0
27400
17000
3000
43000
6300
19500
32000
49000
49000
35900
128100
29530
39717
870

0
8235

11
11
11
11
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49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90

C¢HsCH»+0O=C¢HsCHO+H
CsHsCH,+0=C¢Hs+CH,0
CeHsCH,+HO,=C¢HsCHO+H+OH
CsHsCH,+HO,=C¢HsCHO+H,0
C¢HsCH,+HO,=C¢Hs+CH,O+0OH
CeHsCH,+H=C¢HsCH3
CsHsCHO+OH=CzHsCO+H,0
Ce¢HsCHO+H=C¢HsCO+H,
CsHsCHO+0O=C¢HsCO+OH
CsHsCH,+CsHsCHO=CHsCH3+CsHsCO
CeHsCO=C¢Hs+CO
C¢Hs+0,=CH,CO+CH,CO+C,H
CeHs+0,=CzH50+0
CeHs+OH=CsHsO+H
Ce¢HsOH+OH=C¢H50+H,0
CeHsCH,+CsHsOH=C¢HsCH3+CsHsO
CeHs+0,=CsH,0,+H
CeHs0+0=C4H,0,+H
CeHs0+HO,=CsH,0,+H,0
CeH40,+0=2CO+C,H,+CH,CO
CeHsCH3+OH=C¢H4CH3+H,0
CeH4CH3+0,=0C¢H,CH3+0
HOCgH;CH3+H=CsH;CH3+OH
OC¢H4CH3+H=HOC¢H,CHj3
HOCgH4CH3+OH=0C¢H,CH3+H20
CsH,0+0=C,H,+CO,
C4Hs+0,=C4H,;+HO;
C4H;+OH=C4H3+H20
C4H4+0=C3H3+HCO
C4H3+0,=C,H,+CO+HCO
C7H15-1+CgHsCH3;=CgHsCH,+NC;Hy4
C7H15-2+CgHsCH3=CgH5CH,+NC7H 3¢
ACgH;7+CeHsCH3=CsHsCH,+ICgH 5
ICgH18+C7H15-1=NC7H16+ACgH;7
ICgH18+C7H15-2=NC7H16+ACgH;7
C3Hg+H=C,H,4+CHj3
C3He+O=C3Hs+OH
C3Heg+OH=C3H5+H,0
C3Hg+OH=C,Hs+CH,0
C3He+0,=C3Hs+HO,
C3Hs+0,=CH,CHO+CH,0
C3Hs+0,=C3H;+HO,
C3Hs+OH=C3H,+H,0

2.50<10"
8.00x10"
2.60x10"
7.50x10"
6.00x10"
1.80<10"
1.71x10%
5.00x10"
9.04x10"
2.77<10%
3.98x10"
7.80x10"
2.60x10"
5.00>10"
3.00x10%
1.05x10"
3.00x10"
5.00>10"
1.00<10"
3.00x10"
3.40>10%
2.60>10"
2.21x10%
2.50>10"
6.00x10"
1.00x10"
1.00=10%
7.50>10%
8.10x10%
3.00x10%
1.00x10™"
1.00x10™"
1.00x10™
9.00x10"
9.00x10"
7.20x<10%
5.20x10"
3.10x10%
7.90x10%
2.00x10%
1.10x10"
5.00x<10%
2.00x10%

ONOORr OO0 OO0 o o

s
o

O OO MNO O OO O0OO0OO R NNOOOOOROOOOORNOO

O O O O O o

-447
4928
3080
5773
29400

6100

-1310
9500
8980

5000
1450
6100
7910

2000
10000
5000
180

12000
12000
12000
13500
14500
1300
5884
1451

47600
12840
22430

11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
11
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91
92
93
94
95
96
97

98

99

100
101
102
103
104
105
106
107
108
109
110

111
112
113
114
115
116

117
118

C3H,+OH=C,H;+CH,0
C3H4+OH=C,H,+HCO
C,Hs+O=CH3;CHO+H
C,Hs+OH=C,H,;+H,0
C,Hs+0,=C,H;+HO,
C,H4+H=C,H3+H,
CoH4+H(+M)=C,Hs(+M)
Low pressure limit:

TROE centering:

H,0 Enhanced by
C,H4+OH=C,H;+H,0
C,H3+0,=CH,0+HCO
C,H3+0,=CH,CHO+0O
C,H,+0,=HCCO+OH
C,H,+OH=CH;+CO
C,H,+O=HCCO+H
C,H,+0=CH,+CO
C,H+0,=CO+CO+H
HCCO+0,=HCO+CO0O+0
HCCO+0,=HCO+CO,
HCCO+0,=CO+CO+0OH
CH;CHO+0OH=CH3;CO+H,0
CH3;CO(+M)=CH3+CO(+M)
Low pressure limit:

TROE centering:

H, Enhanced by

Cco Enhanced by
CO, Enhanced by
H,0 Enhanced by

CH,CHO+0,=CH,0+CO+0OH
CH,CO+OH=HCCO+H20
CH3+0=CH,0+H
CH3+0,=CH,0+OH
CH3+HO,=CH;0+0OH
CH3+H(+M)=CHy4(+M)

Low pressure limit:

TROE centering:

H,0 Enhanced by
N> Enhanced by
CH3+CH,0=CH,+HCO
CH,O+H(+M)=CH30(+M)

Low pressure limit:

TROE centering:

1.00x10"
1.00<10"
5.30x10"
2.40x10%
1.00<10"
5.40>10"
1.10<10"
1.112x10%
5x10%
5.00
8.02x10"
1.10x10%
2.50>10"
2.00>10%
2.00>10"
1.40=10%
6.10>10%
2.50>10"
9.78x10"
6.52x10"
2.90>10"
2.30>10"
2.80>10"
2.1x10%
5x10%
2.00

2.00

3.00

5.00
2.20x10"
1.00x10%
8.40x10"
1.90x10"
8.00x10%
1.30x10"
1.75%10%
7.83x10%
8.57

1.43
7.80x10™%
5.40>10"
1.54x10%
7.58x10%

O O ©O ©O O o o

-5
95.00

NS O
9 o w

OO0 o0 ORr OO0 OoONN
N~

o O O N O

-4.67
74

6.1
0.5
-4.8
94

o O O O

-2190
14900
1822
4448
2000

5955
3890
3135
30100
3214.3
1900
1900

850
850
1000
-1110
17100
14000
0.1E31

1500
3000

20315

383
2440
6964

1967
2600
5560
4200

11
11
11
11
11
11
11

11
11
11
11
11
11
11
11
11
11
11
11
11

11
11
11
11
11
11

11
11
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119
120
121
122
123
124
125
126
127
128
129

130
131
132
133
134
135
136

137
138
139
140
141
142

143
144

145

146

147

148

149
150

N, Enhanced by
H,O Enhanced by
CH,0+0OH=HCO+H,0
CH,0+0,+M=H+CO+M+HO,
CH,0+HO,=HCO+H,0,
CH,+OH=CH+H,0
CH,+0,=CO+H,0
CH;+H=CH+H,
CH,+02=CO+OH+H
CHy+H,=H+CHj
CH,+C0O,=CH,0+CO
HCO+0,=HO,+CO
HCO+M=H+CO+M

H20 Enhanced by
HCO+H=CO+H,
HCO+0OH=H,0+CO
CO+HO,=CO,+0OH

CO+0=CO,

CO+0+M=CO,+M
CO+0OH=CO,+H
CO,+0=C0O+0;,

Reverse Arrhenius coefficients
CH30H+0OH=CH3;0+H,0
Reverse Arrhenius coefficients
O+0OH=0,+H

O+H,=OH+H

OH+H,=H,0+H

20H=0+H,0

H+H+M=H,+M

H,O Enhanced by
H+H+H,0=H,+H,0
H+0+M=0H+M

H,O Enhanced by
H+OH+M=H,0+M

H,O Enhanced by
O+0+M=0,+M

H,O Enhanced by
H+0,+M=HO,+M

H,O Enhanced by
N> Enhanced by
H+0,+N;=HO2+N;,
H+HO,=H,+0,

H+HO,=20H

1.43
8.58
3.40>10%
6.20x10"
2.17>10"
1.13x10"
2.20<10%
1.00<10"®
1.60<10%
5.00x10%
1.10<10"
7.60x10"
1.90<10"
5.00
1.20x10"
1.00<10"
1.51x10"
1.80<10"
5.89x10"
3.09>10"
2.75x10"
3.25x10"
1.00<10%
8.98x10%
2.00>10"
5.00>10%
2.10x10%
4.30<10%
1.00x10"®
0.00
6.00x10"
6.20x10"
5.00
1.60x10%
5.00
1.90x10"
5.00
2.10x10%
10.00
0.00
6.70>10"
4.30>10%
1.70=10"

-447
36939.9
7987
3000
2867
0
2867
7230
1000
406
17000

0

0
23611.6
2434
4093.3
733.8
43758.8
36610.4
496.7
17380

0

6290
3450
-2486

0

-1788

1411
874

11
11
11
11
11
11
11
11
11
11
11

11
11
11
11
11
11
11

11
11
11
11
11
11

11
11

11

11

11

11

11
11
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151
152
153
154

155

156

157
158
159
160

161

162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183

184

185
186

H+HO,=0+H,0
O+HO,=0,+0OH
OH+HO,=H,0+0,
HO,+HO,=H,0,+0,

Declared duplicate reaction...
HO,+HO,=H,0,+0,

Declared duplicate reaction...
H,0,+M=0OH+OH+M

H20 Enhanced by
H,0,+H=HO,+H,
H;0,+H=0H+H,0
H,0,+0=0H+HO,
H,0,+OH=H,0+HO,

Declared duplicate reaction...
H,0,+OH=H,0+HO,

Declared duplicate reaction...
JCgH16=TC,Hy+IC,H;
JCgH1s+OH=JCgH;5-A+H,0
JCgH1s+OH=JCgH;5-B+H,0
JCgH16+02=JCgH1:-B+HO,
JCgH16+HO,=JCgH15-B+H,0,
JCgH1s+OH=JCgH;5-D+H,0
JCgH15-A=JCgH15-D
IC4Hg+IC4H,=JCgH15-A
DMPD13+CH3=JCgHy5-B
DMPD13+OH=DMPD13+H,0
DMPD13+HO,=DMPD130+0OH
DMPD130=DMPD13HO+H
DMPD13HO+OH=DMPD13CO+H,0O
DMBD13-D+CO=DMPD13CO
DMBD13-D+0,=MP1CO-C+0O
MP1CO-C+HO,=MP10CO+0OH
DMBD13-D+0,=1C3HsCHO+CH3CO
IC3HsCHO+CH3;CO=MP10CO
C(C0O),+C3Hs-T=MP10CO
C(C0),+OH=C(C0O),-A+H,0
CO+CH3CO=C(CO),-A
TC4Hy=H+IC4H;g

Reverse Arrhenius coefficients
IC4Hg+OH=IC4H;+H,O

Reverse Arrhenius coefficients
IC4Hg+0O=CH,CO+CH3+CHj,
IC4Hg=IC4H,+H

3.00x10%
3.30x10"
8.90x10"
4.20<10*

1.30x10"

1.80x10"
5.00

1.70x10"
1.00x10"
6.60>10™
7.80x10%

5.80x10%

9.18x10"
2.63x10"
3.17>10%
6.20>10%
6.80>10%
3.00x10%
1.10<10"
2.92x10%
2.92x10%
6.00x10%
7.00x10%
4.63x10"
2.69x10"
1.51x10™"
3.81x10"
7.00x10%
3.71x10%
1.00x10™"
1.00x10™"
2.69x10"
1.51x10™"
4.65x10*
5.89>10*
5.20>10%
5.16x10%
3.33x10"
3.07x10%®

o O O o

-16.4

-11.5

1721
0

0
11982

-1629

45500

3755
3576
3974
1330

9560

99576
278.2
-1434
38339
10113.8
-239
7500
11860
8360
-239
-1000
21016.4
-340
4810
5580
-1000
7043
9200
9200
-340
4810
55080
16980
-298
29880
76
114300

11
11
11
11

11

11

11
11
11
11

11

24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

24

24
24
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Reverse Arrhenius coefficients 7.17x10**  -11.7 26010

24

24

24

24

24

24

24

24

24

187  IC4H;+HO,=1C,H,0+OH 7.00<10% 0 -1000
Reverse Arrhenius coefficients 3.42x10% 0.1 11230
188  1C,H;0=IC,H:OH 1.39x10" 0 15600
Reverse Arrhenius coefficients 4.23x10"  -0.2 31670
189  IC4H;0=IC;HsCHO+H 5.00x<102% 0 29100
Reverse Arrhenius coefficients 6.67x102  -0.1 18410
190  IC3HsCHO+OH=IC3HsCO+H,0 2.69x10° 0.8 -340
Reverse Arrhenius coefficients 4.40x10"° 0.8 36080
191  IC3HsCHO+0=IC;HsCO+OH 7.18x10% 1389
Reverse Arrhenius coefficients 1.19x10% 20560
192  IC3HsCO=C4Hs-T+CO 1.28x10%° 34460
Reverse Arrhenius coefficients 1.51x10" 4809
193  C3Hs-T+0,=CH3;COCH,+0O 3.81>10" . 5580
Reverse Arrhenius coefficients 2.00<10" 0 17500
194  CyHs-T+0,=CH,0+CH5CO 3.71x10° -4 7043
Reverse Arrhenius coefficients 1.87x10°"  -4.4 101200
195  CH3;COCH,=CH,CO+CHj 1.00<10* 0 31000
Reverse Arrhenius coefficients 1.00<10" 0 6000
196  1C4HsOH+HO,=CH,CCH,0OH+CH,0+0H 1.45x10% 0 0
197  CH,CCH,0H+0,=CH,0H+CO+CH,0 434x10% 0 0
198  CH,CO+OH=CH,0H+CO 3.73x10% 0 -1013
Reverse Arrhenius coefficients 0.43x10° 1.7 27490
199  CH,OH+0,=CH,0+HO, 3.81x10% 2 1641
Reverse Arrhenius coefficients 1.77x10" 0.7 24180

Appendix B Species glossary for di-isobutylene mechanism (see notes on naming
conventions below)

ICK
ﬁ/{i{/ JCEHIS JCRHLS DMPDILS DMBD12-D
DMPDI3-E DMEDI3HO DMPDISCO MP1CO-C MELICO:

NG 2 Y VS S /
Y W Y \w* r

Appendix C Reactions in figure

Reactions in Fig.1

\]CngG R3596JC8H 15=TC4H9+|C4H7, R3606\]C8H 16+OH=JC8H15-A+H20
R3607JC8H 15+OH=JC8H15-B+HQO, R3608\]C8H 16+OH=JC8H15-D+H20

JC8H15-A R3641JC8H 15+C2H5=\]C8H 15'A+C2H5, R3648: |C4H8+|C4H7=JC8H15-A

JC8H15-B R3649: DMPD13+CH3=JC8H 15-B, R3654JC8H 15-B+H02=\]C8H15O-B+OH
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R3655:JCgH15-B+HO,=I1CgH50-D+0OH

JCgHy5-D R3633:JCgH16+CH30=JCgH;5-D+CH30H,R3650:NEOCsH 1, +C3H4-A=JCgH15-D
R3652:JCgH15-A=JCgH15-D, R3656:JCgH;5-D+HO,=JCgH;50-D+0OH
DMPD13 R3665:DMPD13+H=YC;H13-Y2, R3669:DMPD13+OH=DMPD13-E+H,0
R3670:DMPD13+H=DMPD13-B+H
DMPD13-E | R3675:DMPD13+CH;=DMPD13-E+CH,4,R3679:MPT124+CH3;=DMPD13-E
R3722:DMPD13-E+HO,=DMPD130+0H, R3724.DMPD13-E+O=DMPD13HO+H
DMPD130 | R3733:DMPD130=DMPD13HO+H, R3734:DMPD130+02=DMPD13HO+HO,
DMPD13HO | R3736:DMPD130+CH3;=DMPD13HO+CHj,,
R3740:DMPD13HO+QOH=DMPD13CO+H,0
R3741:DMPD13HO+HO,=DMPD13CO+H,0,
DMPD13CO | R3746:DMBD13-D+CO=DMPD13CO
Reactions in Fig.2
DMBD13-D | R3747:DMBD13-D=C3Hs-T+C3H4-P, R3771:DMBD13-D+02=IC3;HsCHO+CH3CO
R3772:DMBD13-D+0,=MPT124+HO,, R3773:DMBD13-D+0,=MP1CO-C+0
MP1CO-C | R3774:MP1CO-C+HO,=MP10CO+QOH
MP10OCO | R3775:1C3HsCHO+CH3;CO=MP10CO, R3776:C(C0O),+C3Hs-T=MP10CO
IC3HsCHO | R190:1C3HsCHO+0OH=IC3HsCO+H,0, R191:IC3HsCHO+HO,=IC3H;CO+H,0,
R192:1C3HsCHO+CH3=1C3HsCO+CH,, R193:1C3HsCHO+0=IC3HsCO+0OH
ICsHsCO R196:1C3HsCO=C3Hs-T+CO, R1806:1C3HsCOC,H,=C,H,+IC3HsCO
CsHs-T R1423:C3Hs-T+0,=CH3COCH,+0, R1435:C3Hs-T=C3H4-A+H
R1449:C3Hs-T=C3H,4-P+H
CH3COCH; | R396:CH3COCH,=CH,CO+CHg3, R397:CH3COCH3+0,=CH3COCH,+HO,
R398:CH3COCH3+HO,=CH3COCH,+H,0,
Reactions in Fig.3
TC4Hy R342:TC4Hy=H+IC4Hg, R1467:TC4Hs+HO,=TC,HsO+OH
R359:1C4H1+HO,=TC4Hg+H,0,, R1468:CH30,+TC4Hy=CH30+TC,4H,O
IC4Hs R154:1C4Hg+0=IC3H¢CO+H+H, R163:1C4Hg+OH=IC4H;+H,0
R164:1C4Hg+0O=IC3H,+HCO
IC4H; R172:CH30,+IC4H;=CH30+IC4H-0, R173:1C4H;+HO,=IC,H;0+0OH
R206:1C4H,OH=IC,H;+OH
IC4H,0 R175:1C4H,0=1C4HsOH, R176:1C4H;0=IC3HsCHO+H
R184:1C4H,0+0,=IC3HsCHO+HO,
IC4HsOH R178:1C4H;OH+HO,=IC4,H,0H+0,, R179:1C4H;OH+CH,0=IC4H;OH+HCO
R180:1C4HsOH+IC,Hg=1C4H,OH+IC,H;,R233:1C4H;OH+HO,=CH,CCH,0OH+CH,0+0OH
CH,CCH,0OH | R236:C3H5s0H+OH=CH,CCH,0OH+H,0, R237:C3Hs0H+H=CH,CCH,0OH+H,
R242:CH,CCH,0H+0,=CH,0H+CO+CH,0
1C4H;0OH R177:1C4HsOH+H,=1C4H;OH+H, R178:1C;HsOH+HO,=IC4H;OH+0O,
R3518:1C4H¢OH+H,0=IC4H;OH+0OH
C,H3 R456:C,H4+H=C,H3+H,, R460:C,H;+OH=C,H3+H,0

R468:C,H;+0,=CH,0+HCO, R469:C;H3+0,=CH,CHO+0

Reactions in Fig.5
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CHsCO | R136:CHsCO(+M)=CH4+CO(+M), R138:CH3;CHO+0,=CH,CO+HO,
R1532:C3Hs-T+0,-CH,0+CH,CO
CH,OH | R83:CH,0H+0,=CH,0+HO,, R84:CH,OH(+M)=CH,0+H(+M)
CH,CO | R90:CH,CO+0=CH,+C0,,R93:CH,CO+O=HCCO+OH
R95:CH,CO+H=HCCO+H,, R1529:CH,CO+OH=CH,OH+CO
CHs R16:CH30H(+M)=CH3+OH(+M), R24:CHy+CH3(+M)=C,He(+M)

R36:CH3+0=CH,0+H, R4:CH3+HO,=CH4+0,
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