
O2

194.74 ps
+ HO2

202.30 ps

H3C C
CH2

O2

215.66 ps
C
H2

C
CH2

H
O O

215.68 ps

H2C C CH2

O
O H

O2

215.86 ps
H2C C CH2 + HO2

293.95 ps

H2O2

293.97 ps

OH OH+

334.14 ps

H2C C CH2

HOO2

334.50 ps
HC C CH2

H
OH

334.52 ps

HC C CH2 + H2O

346.17 ps

HC C CH2

O
O

341.53 ps
HC C CH2

O
O

OH

341.59 ps

HC C CH2

OH
+ O2

343.47 psH2C C
H2

C
OO

OH

C C
H

CH2

OHOO

346.39 ps
O O C CH H2C OH+

352.69 ps
352.69

O2

C CH + O2

H2C O+HO2

364.35 ps
O O C CH

367.31 ps

O O C CHOOH
367.58 ps

OCHC + HO3 371.43 ps
OH+O2

390.18 ps

C O
H

H

OH

390.48 ps
+ H2O

367.77 psO2

C
H

C O
OO

HCO

462.07 ps

HC O
O

O

462.08 ps

HC O
O

+ O

473.44 ps

H2O2

473.45 ps

OH OH+

496.31 ps

C
H

C OH
OH

+ O2

504.97 ps

585.90 ps

H O C O

586.03 ps

CO2+H

C
H

C O
O

+H2O

509.93 ps

CO+C
H

O
O
O

510.90 ps

CO2+OH

1400 ps
H2O H2O+

O2

Scheme A. Propene oxidation pathways observed during ReaxFF NVT-MD simulations.
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