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PAHs FHLHE

Sub-mechanisms of PAHs
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Reactions

. C2H2+0=CH2+CO

. C2H3=C2H2+H

. C2H4+H=C2H3+H2

. C2H+H2=H+C2H2

. CH3+C2H=C3H3+H

. CH4+C2H=C2H2+CH3
. C2H2+C2H3=C4H4+H
. C2H2+C2H=C4H2+H
. 2C2H2=C4H2+H2

. CAH2+H2=C4H4

. CAH4+H=n-C4H3+H2

. C2H2+C2H=n-C4H3

. N-C4H3+C2H2=C-C6H4+H
. C-C6H4+H=A1-

. n-C4H3+C2H2=A1-

. C3H3+C3H3=A1

. C5H5+CH3=A1+2H

. C3H3+C2H2=C5H5

. C3H3+C2H3=C5H5+H

. Al-+H(+M)=Al1(+M)

. Al-+C2H4=A1C2H3+H

. A1+C2H3=A1C2H3+H

. Al-+C2H3=A1C2H3

. Al-+C2H3=n-A1C2H2+H

. A1C2H3+H=n-A1C2H2+H2
. A1C2H3+OH=n-A1C2H2+H20
. N-A1C2H2+H=A1C2H+H2

. A1+C2H=A1C2H+H

. Al-+C2H2=n-A1C2H2

. A1C2H+H=n-A1C2H2

. N-A1C2H2+OH=A1C2H+H20
. A1C2H+OH=A1C2H*+H20
. A1C2H+0OH=>A1-+CH2CO
. A1C2H*+C2H2=A2-1

. N-A1C2H2+C2H2=A2+H

. Al-+C4H4=A2+H
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Kinetic Parameters
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C5H5+C5H5=A2+2H
C5H5+C5H5=A2+H2
A2+H=A2-1+H2
A2+0OH=A2-1+H20
A2-1+H(+M)=A2(+M)
A2+0OH=>A1C2H+CH2CO+H
A2R5-+H(+M)=A2R5(+M)
A2-1+C2H2=A2R5+H
A2+C2H=A2C2HA+H
A2C2HA+H=A2R5+H
A2R5+H=A2R5-+H2
A2R5+0OH=A2R5-+H20
A2R5-+C2H2=A3-4
A2C2HA+OH=>A2-1+CH2CO
A2-1+C4H4=A3+H
A2-1+C4H2=A3-4
Al-+A1C2H=A3+H
A1C2H*+A1=A3+H
A3+H=A3-4+H2
A3+0OH=A3-4+H20
A3+OH=A2C2HA+CH2CO+H
A3-4+C2H2=A4+H
C4H2+A2R5=>A4
A2R5-+C4H2=>A4-
Ad+H=A4-+H2
A4+OH=A4-+H20
Ad-+H=A4
A4+OH=A3-4+CH2CO
A4+0=A3-4+HCCO
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A units: mol, cm, s; E units: cal/mol.

k, = AT"exp(-E/RT)



