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! SUPPLEMENTAL MATERIAL 1 (MECHANISM)

! to

!Low-temperature gas-phase oxidation of diethyl ether: fuel reactivity
and fuel-specific products

! Luc-Sy Tran, Olivier Herbinet, Yuyang Li, Julia Wullenkord, Meirong
Zeng, Eike Brauer,

! Fei Qi, Katharina Kohse-Hdinghaus, Frédérique Battin-
Leclerc

! Proc. Combust. Inst. 37, 2019

IR R RS S SRR RS S S SRR SR SRR B R SRR EEE S SRR EEE SR SRS RS EEEEEE SRR E RS SRR RS SRR R RS S S

R b S A i b b b b e 4R S b b b b S A S db b b b i i

!This model includes both high and low temperature chemistry of DEE
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!Species newly-involved in DEE sub-mechanism:
!***************************************************

INOTES:

!Each species is labeled with its Simplified molecular-input line-entry
system (SMILES)

'and IUPAC International Chemical Identifier (InChI) to allow for
lunambiguous identification of the molecular structure.

!To find the structure with CCOCC or InChI, we can use the RMG wedsite:
http://rmg.mit.edu/molecule search

!************ !************ !************
!************ !************
ISPECIES NAME I ISMILES ! ' TUPAC InChI

INOTES ! 'INAME USED IN THE PAPER
!************ !************ !************
!************ !**‘k*********
DEE !'1ccocce !1InChI=1S/C4H100/c1-3-5-4-2/h3-4H2,1-
2H3 !'C position definition: C(2)C(1)OC(A)C(B) ! 'DEE
C2H50C2H4-B ' [CH2]COCC ! !InChI=1S/C4H90/c1-3-5-4-2/h1, 3-
4H2,2H3 'Radical at B position 11R2
C2H50C2H4-A !'!'C[CH]OCC !!InChI=1S/C4H90/cl1-3-5-4-2/h3H,4H2,1-2H3
!Radical at A position '1R1

!Species of First 02 addition:

C20C2H400-B ! ICCOCCO[0] ! 'InChI=1S/C4H903/cl-2-6-3-4-7-5/h2-4H2, 1H3
1'1R200
C20C2H400-A 1'1CCOC(C)0[0] ' InChI=1S/C4H903/cl1-3-6-4(2) 7~

5/h4H, 3H2,1-2H3 !''R100



C20C2-BO2H-A !''CCO[CH]COO 11 InChI=1S/C4H903/cl-2-6-3-4-7-
5/h3,5H,2,4H2,1H3

C20C2-BO2H-1 I 1C[CH]OCCOO I 1 InChI=1S/C4H903/cl-2-6-3-4-7-
5/h2,5H,3-4H2, 1H3 1 1Q200H
C20C2-BO2H-2 11 [CH2]COCCOO0 11 InChI=1S/C4H903/cl-2-6-3-4-7-
5/h5H, 1-4H2

C20C2-A02H-B 11 [CH2]C(00)OCC !!InChI=1S/C4H903/cl-3-6-4(2)7-
5/h4-5H,2-3H2,1H3

C20C2-A02H-1 I1C[CH]OC(C)OO  !!InChI=1S/C4H903/cl-3-6-4(2)7-
5/h3-5H, 1-2H3 1 10100H
C20C2-A02H-2 1 [CH2]COC(C)00 !!InChI=1S/C4H903/cl-3-6-4(2)7-

5/h4-5H,1, 3H2, 2H3

C20C20A-B 1'1CCOC1CO1 !!InChI=1S/C4H802/cl-2-5-4-3-6-4/h4H, 2-

3H2, 1H3 !12-Ethoxyoxirane

C20C20A-2 1'1CC10CCOl !'!'InChI=1S/C4H802/cl1-4-5-2-3-6-4/h4H, 2-

3H2, 1H3 !12-Methyl-1,3-dioxolane ' 1'C4H802-cy

C20C20B-2 1'1Cclcoccol !!'InChI=1S/C4H802/cl-2-6-4-3-5-1/h1-4H2
'1,4-Dioxane

C20C20A-1 1'1CCl0oC(C)01 ! InChI=1S/C4H802/c1-3-5-4(2) 6-3/h3-

4H,1-2H3 12,4-dimethyl-1, 3-dioxetane

EA 1'1CCOC(C)=0"!!InChI=1S/C4H802/cl1-3-6-4(2)5/h3H2,1-2H3
'Ethyl acetate ''1EA

C2H50CH2CHO 1'ICCOCC=0 !'!InChI=1S/C4H802/cl-2-6-4-3-

5/h3H,2,4H2,1H3 !Ethoxyacetaldehyde

C2H50C2H40-B 1'1CCOCC[O] !'!'InChI=1S/C4H902/cl-2-6-4-3-5/h2-
4H2,1H3

C2H50C2H40-A 1 1CCoC (C) [0] ! ' InChI=1S/C4H902/cl-3-6-
4(2)5/h4H,3H2,1-2H3 1'1R10
C20C2H400H-B 1'1CCOCCOO0  !''InChI=1S/C4H1003/cl-2-6-3-4-7-
5/h5H,2-4H2, 1H3

C20C2H400H-A 1 1CCOC(C)00 ! 'InChI=1S/C4H1003/c1-3-6-4(2)7-5/h4-

5H,3H2,1-2H3

EVE !'1Cc=CcocCcC 11 InChI=1S/C4H80/cl1-3-5-4-2/h3H,1,4H2,2H3
'Ethyl vinyl ether ' 'EVE

C2H50CHO 1'1CCoc=0 ' InChI=1S/C3H602/c1-2-5-3-4/h3H,2H2, 1H3
'Ethyl formate '1EF

C2H50C2H40H-B I'1CCcocco ' InChI=1S/C4H1002/c1-2-6-4-3-5/h5H, 2~

4H2,1H3 !2-Ethoxyethanol

C2H50C2H40H-A 1'1'CCOC(C)O !'!'InChI=1S/C4H1002/cl-3-6-4(2)5/h4-

5H, 3H2,1-2H3 !'1-Ethoxyethanol

!Species of Second 02 addition:

C40-BO2H-AO2 I'I'CCOC(CO0)O[0] !!'InChI=1S/C4H905/cl-2-7-4(9-6)3~-
8-5/h4-5H,2-3H2, 1H3

C40-BO2H-102 1''CC(O[0])0CCOO0 !'!'InChI=1S/C4H905/cl-4(9-6)7-2-3~-
8-5/h4-5H,2-3H2, 1H3 ! 'O0Q200H

C40-BO2H-202 ! [0]occoccoo ! 'InChI=1S/C4H905/c5-8-3-1-7-2-4~

9-6/h5H, 1-4H2
C40-AO2H-BO2
8-5/h4, 6H,2-3H2, 1H3
C40-AO2H-102 1'1CC(0[0])0C (C) 00 1 1 InChI=1S/C4H905/c1-3 (8-
5)7-4(2)9-6/h3-5H, 1-2H3 ! 100Q100H

ICCOC(CO[0])00 !!'InChI=1S/C4H905/cl-2-7-4(9-6)3-



C40-A02H-202 I'1CC(00)0OCCO[0] !'!'InChI=1S/C4H905/cl-4(9-6)7-2-3-
8-5/h4, 6H,2-3H2, 1H3

C40-BO2H-AO2H-1 I''C[CH]OC (CO0)00 !'!'InChI=1S/C4H905/cl1-2-7-4(9-6) 3~
8-5/h2,4-6H, 3H2, 1H3

C40-BO2H-102H-A I'1CC(00)O[CH]COO !!'InChI=1S/C4H905/cl-4(9-6)7-2-3~
8-5/h2,4-6H, 3H2, 1H3

C40-BO2H-202H-A !'1OOC[CH]OCCOO ! 1'InChI=1S/C4H905/c5-8-3-1~-
7-2-4-9-6/h1l,5-6H,2-4H2

C40-A0O2H-102H-B ' [CH2]C (00) OC (C) 00 1 InChI=1S/C4H905/¢c1-3 (8-

5)7-4(2)9-6/h3-6H, 1H2, 2H3

C20C2KETB-A !'1CCOC (C=0) 00 ! 1'InChI=1S/C4H804/cl-2-7-4(3-5)8-6/h3~-
4,6H,2H2,1H3

C20C2KETB-1 !'1CC (00) 0CC=0 ! 1'InChI=1S/C4H804/cl-4(8-6)7-3-2-
5/h2,4,6H,3H2,1H3 ! 'HOOQ2=0

C20C2KETB-2

4H2

C20C2KETA-B
6/h6H, 2-3H2, 1H3
C20C2KETA-1

10=CCOCCO0 ! ' InChI=1S/C4H804/c5-1-2-7-3-4-8-6/hl, 6H, 2~

!'CCOC (=0) COO !'1'InChI=1S/C4H804/cl-2-7-4(5) 3-8~

!CC(=0)0C(C)00 !!InChI=1S/C4H804/cl-3(5)7-4(2)8~-

6/h4,6H,1-2H3 ! THOOQ1=0

C20C2KETA-2 I'I'CC (=0) OCCOO 11 InChI=1S/C4H804/c1-4(5)7-2-3-8-

6/h6H,2-3H2, 1H3

C20C2KETB-1R 1'1CC([0])0OCC=0 11 InChI=1S/C4H703/cl-4(6)7-

3-2-5/h2,4H,3H2, 1H3 1100Q2=0

C20C2KETA-1R I'1CC([0])0OC(=0)C !'!'InChI=1S/C4H703/cl-3(5)7-

4(2)6/h3H,1-2H3 110Q1=0

AA 1'1CC(=0)0C(C)=0 !'!'InChI=1S/C4H603/cl-3(5)7-

4(2)6/hl-2H3 !Acetic Anhydride V1AA

CC (0)0cco I'I'CC (=0) 0CC=0 !'1'InChI=1S/C4H603/cl-4(6)7-3-2-

5/h2H,3H2,1H3 12-Oxoethyl acetate

CH3COOH 1'1CC(=0)0 !'!InChI=1S/C2H402/c1-2(3)4/h1H3, (H,3,4)
'Acetic acid ! 'CH3COOH

HOCH2CHO 1'10=CCO ' 1InChI=1S/C2H402/c3-1-2-

4/hl,4H, 2H2 !2-Hydroxyethanal

!Species of Third 02 addition:

C40-BO2H-AO2H102 !!CC(O[0O])OC (CO0) 00 11 InChI=1S/C4H907/c1-3(10-6) 9-
4(11-7)2-8-5/h3-5,7H,2H2, 1H3

C40-BO2H-102HAO2 !!CC(00)0OC (CO0)0[0] 11 InChI=1S/C4H907/c1-3(10-6) 9-
4(11-7)2-8-5/h3-6H,2H2,1H3

C40-BO2H-202HAO2 !'! [O]OC (CO0O) OCCOO ! 'InChI=1S/C4H907/c5-9-2-1-8~
4(11-7)3-10-6/h4-6H,1-3H2

C40-A02H-102HBO2 !'!CC(00)0OC(CO[0])00 ! 'InChI=1S/C4H907/c1-3(10-6) 9~

4(11-7)2-8-5/h3-4, 6-7H,2H2, 1H3

C20C2KETA-B-1 1'1CC (00) OC (=0) COO ' InChI=1S/C4H806/c1-3 (10~
7)9-4(5)2-8-6/h3,6-7H,2H2,1H3
C20C2KET1-A-B 1'1CC (=0)0C (CO0) 00 ' InChI=1S/C4H806/c1-3(5) 9-
4(10-7)2-8-6/h4,6-7H,2H2,1H3
C20C2KET2-A-B ! 10=CCOC (C00) 00 ! 1'InChI=1S/C4H806/c5-1-2-8~-

4(10-7)3-9-6/hl1,4,6-7H,2-3H2

!0ther species

R52C3H70E ! [CH2]0CC ! 1'InChI=1S/C3H70/cl1-3-4-2/h2-3H2,1H3
R51C4H70EZ ' [CH2]COC=C 11 InChI=1S/C4H70/cl1-3-5-4-
2/h3H,1-2,4H2



R56C4H70EV '1c=[C]ocCC ' InChI=1S/C4H70/c1-3-5-4-2/hl,4H2,2H3

R57C4H7OEV 11 [CH]=COCC 1 1InChI=1S/C4H70/cl-3-5-4—
2/h1,3H,4H2, 2H3

R61C4HTOEZ I 1C=CO[CH]C 1 1InChI=1S/C4H70/cl1-3-5-4-2/h3-
4H,1H2, 2H3

R62C3H50EZ 11 [CH2]0C=C 1 InChI=1S/C3H50/c1-3-4-2/h3H, 1-2H2
PC2H40CHO 11 [CH2]COC=0 11InChI=1S/C3H502/cl-2-5-3-
4/h3H, 1-2H2

SC2H40CHO I 1C[CH]OC=0 1 1InChI=1S/C3H502/cl-2-5-3-4/h2-3H, 1H3
C2H50CO 11cco[c]=0 1 1InChI=1S/C3H502/cl-2-5-3-
4/h2H2,1H3

EAL I'1 [CH2]COC (C) =0 1 1InChI=1S/C4H702/cl-3-6-
4(2)5/hl,3H2,2H3

EA2 I 1C[CH]OC (C) =0 1 1InChI=1S/C4H702/cl-3-6-
4(2)5/h3H, 1-2H3

EAM 11 [CH2]C (=0) OCC 11 InChI=1S/C4H702/cl-3-6-
4(2)5/h2-3H2,1H3

CH3COOCH2 11 [CH2]0C (C) =0 1 1InChI=1S/C3H502/c1-3(4)5-
2/h2H2, 1H3

CH2C (OH) 2 11C=C(0)0 1 1InChI=1S/C2H402/c1-2(3) 4/h3-4H, 1H2
CH2COOH 11 [CH2]C(=0)0 1 1InChI=1S/C2H302/cl-
2(3)4/h1H2, (H,3,4)

CCOC (OH) *C 11C=C (0) OCC 1 1InChI=1S/C4H802/cl-3-6-4(2)5/h5H, 2-
3H2, 1H3
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| ******Species of NUI-Galway group core mechanism: Bugler et al. PROCI 36
(2017) 441_448**************
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!Species glossary of core model are available on NUI-Galway website
http://c3.nuigalway.ie/mechanisms.html
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N2

HE

H2

H

02

0

H20
OH
OHV
H202
HOZ2
610)
Co2
HOCO
CH4
CH3
CH2
CH2 (S)
C

CH
CHV
CH302H
CH302



CH202H
CH30H
CH30
CH20H
CH20

HCO

HCOH
HO2CHO
HOCH202H
HOCH202
OCH202H
HOCH20
02CHO
HOCHO
OCHO
C2H6
C2H5
C2H502H
C2H502
C2H4
C2H3
CHOCHO
C2H300H
C2H300
CHCHO
C2H2

C2H

H2CC
C2H50H
C2H50
PC2H40H
SC2H40H
O2C2H40H
C2H402H
C2H401-2
C2H301-2
CH3CHO
CH3CO
CH2CHO
O2CH2CHO
HO2CH2CO
C2H30H
C2H20H
CH2CO
HCCO
HCCOH
CH3CO3H
CH3CO3
CH3CO2
CH30CH3
CH30CH2
CH30CH202H
CH30CH202
CH20CH202H
02CH20CH202H
HO2CH20CHO
OCH20CHO
HOCH20CO



CH30CH20
CH30CHO
CH30CO
CH20CHO

C3HS8

IC3H7

NC3H7
NC3H702H
NC3H702
IC3H702H
IC3H702
NC3H70
IC3H70
C3H6OOH1-2
C3H600H1-3
C3H6OOH2-1
C3H600H1-202
C3H600H1-302
C3H600H2-102
C3KET12
C3KET13
C3H51-2, 300H
C3H52-1, 300H
C3H501-200H-3
C3H501-300H-2
C3H601-2
C3H601-3
C3H6

C3H5-A
C3H5-S
C3H5-T

CC3H6

C3H50
CH2CHOCH2
CH3CHCHO
AC4H700H
C3H60H1-2
CH3CHCO
AC3H500H
C3H60H2-1
HOC3H602
SC3H50H
IC3H50H
C3H50H
CH2CCH20H
C3H4-P
C3H4-A

C3H3

CC3H4

C3H2

H2CCC (9)
C3H2 (S)
C3H2C
PC3H40H-2
SC3H40H
C3H30
C3H302H
C2HCHO



C2H5CHO
C2H5CO
CH2CH2CHO
C2H3CHO
C2H3CO
CH3COCH3
CH3COCH?2
CH3COCH202
CH3COCH20
C3KET21

C4H10

PC4HO

SC4H9

PC4HO90

SC4HS0
PC4H902
SC4HS02
PC4H902H
SC4H902H
C4H80O0OH1-2
C4H8OOH1-3
C4H8O0OH1-4
C4H800OH2-1
C4H800OH2-3
C4H800OH2-4
C4H801-2
C4H801-3
C4H801-4
C4H802-3
C4H80O0OH1-202
C4H80O0OH1-302
C4H80O0OH1-402
C4HB80OOH2-102
C4H80O0OH2-302
C4H80O0H2-402
C4H71-2,400H
C4H72-1, 300H
C4H72-1,400H
C4H71-2, 300H
C4H701-300H-4
C4H701-300H-2
C4H701-200H-4
C4H701-400H-2
C4H701-200H-3
C4H702-300H-1
C4H72-100H
NC4KET12
NC4KET13
NC4KET14
NC4KET21
NC4KET23
NC4KET24
C4H71-400H
C4H71-300H
C4H71-3, 400H
C4H72-3,400H
HO2CHZ2CHO
IC4H10



IC4HS

TC4H9
TC4H90
IC4H90
IC4H80
IC3H7CHO
IC3H7CO
IC3H6CHO
TC3H6CHO
IC3H5CHO
TC3H602CHO
IC3H502HCHO
TC3H602HCO
TC3H60CHO
IC3H6CO
IC3H5CO
IC3H4CHO-A
SC4HT7OH-I
SC4HT7OH-IP
IC4H902
TC4H902
IC4HB02H-I
IC4HBOZ2H-T
TC4H802H-I
CC4H80
IC4HB8O0OH-IO2
IC4HB8O0OH-TO2
TC4H80OOH-I02
IC4KETII
IC4KETIT
TIC4HT7Q2-1
IIC4HTQ2-T
IIC4H7Q2-T
IC4H700H
IC4H902H
TC4H902H
IC4HS8

IC4H7
CCYCCC
IC4HT7-I1
IC4H702
IC4H600H-I
CCYCCOOC-T1
C2CYCOOC-I1
IC4H70
CvCYCcocC
CCY (C20)COo
CCYCCOOC-I2
CHOIC3H60
IC3H500CH2
CCYCCO-T1
IC4H8OH-IT
IC4H8OH-TI
IC4H70H
IC4H8OH
IC4H60H
TQJC4H8O0OH
TQC4HB80I



QC4H70HP
TQC4HT70OHI
CCY (CCO) coH
C2CY (COC) OH
IQJC4HB8OH
IC3H60HCHO
IQC4HS8OT
IQC4H/OHT
CCY (CcocC)oH
CH2COHCH200H
TC3H60H
TQC4H70HIO2
TQC4HT70HTO2
TQC4HT7OHIQ-I
TQC4HT70OHIQ-P
IC3H5COHQ
CH2CQCOHQ
IC3H50Q
COHQCYC (COC)
QCYC (CCOC) OH
HOCOCQ (CH3) 2
IQC4H70OHTO2
IQC4HBOTQ-I
IQC4H7OHTQ-P
CHOC (CH3) OHCH2Q
CO (CH200H) 2
CH3COCHO
IC3H50CH2
IC4H700CH3
IC4H700IC4H7
C4H8-1
C4H8-2
C4HT71-1
C4HT71-2
C4HT71-3
C4HT71-4
C4HT2-2
C4H71-0
PC4H80OH-2
SC4H8O0OH-1
C4H80OH-102
C4H8OH-202
C4H6

C4Ho612
C4H6-2
C4H5-I
C4H5-N
C4H5-2

C4H4

C4H3-I
C4H3-N

C4H2

C4H6025
C2H3CHOCH2
C4H40
C4H6023
CH2CHCHCHO
H2C40



NC3H7CHO
NC3H7CO
C3H6CHO-1
C3H6CHO-2
C3H6CHO-3
SC3H5CHO
SC3H5CO
C2H5COCH3
C2H5COCH2
CH2CH2COCH3
CH3CHCOCH3
C2H3COCH3
CH3CHOOCOCH3
CH2CHOOHCOCH3
C2H5CHCO
NC5H12
CbHI11-1
CSbH11-2
C5H11-3
C5H1102H-1
C5H1102H-2
C5H1102H-3
C5H1102-1
C5H1102-2
C5H1102-3
C5H110-1
C5H110-2
C5H110-3
C5H1000H1-2
C5H1000H1-3
C5H1000H1-4
C5H1000H1-5
C5H1000H2-1
C5H1000H2-3
C5H1000H2-4
C5H1000H2-5
C5H1000H3-1
C5H1000H3-2
C5H1001-2
C5H1001-3
C5H1001-4
C5H1001-5
C5H1002-3
C5H1002-4
C5H1000H1-202
C5H1000H1-302
C5H1000H1-402
C5H1000H1-502
C5H1000H2-102
C5H1000H2-302
C5H1000H2-402
C5H1000H2-502
C5H1000H3-102
C5H1000H3-202
C5H91-2, 300H
C5H91-2, 400H
C5H91-2, 500H
C5H91-3, 400H



C5H91-3, 500H
C5H91-4, 500H
C5H92-1, 300H
C5H92-1, 400H
C5H92-1, 500H
C5H92-3, 400H
C5H92-3, 500H
C5H92-4, 500H
C5H93-1, 200H
C5H93-1, 400H
C5H93-1, 500H
C5H93-2, 400H
C5H91-300H
C5H91-400H
C5H91-500H
C5H92-100H
C5H92-400H
C5H92-500H
C5H901-200H-3
C5H901-200H-4
C5H901-200H-5
C5H901-300H-2
C5H901-300H-4
C5H901-300H-5
C5H901-400H-2
C5H901-400H-3
C5H901-400H-5
C5H901-500H-2
C5H901-500H-3
C5H902-300H-1
C5H902-300H-4
C5H902-300H-5
C5H902-400H-1
C5H902-400H-3
C5H901-20-5
CH2CH20CH2CH2CHO
NC5KET12
NC5KET13
NC5KET14
NC5KET15
NC5KET21
NC5KET23
NC5KET24
NC5KET25
NC5KET31
NC5KET32
NC5KET120
NC5KET130
NC5KET140
NC5KET150
NC5KET210
NC5KET230
NC5KET240
NC5KET250
NC5KET310
NC5KET320
NC5DIONE13
NC5DIONE24



C5H100H23
O2C5H100H12
O2C5H100H23
OCH2CHO
CH20CH2CHO
C2H40CHO
C4H701-4
C4H80H2-1
C5H1000H1-30H
C5H1000H2-40H
C5H1000H3-10H
NC5CYCPER13
NC5CYCPER24
NC5CYCPER31
IC5H12

AC5HI1

BC5H11

CC5H11

DC5H11
AC5H90-A2
ACSH1102H
BC5H1102H
CC5H1102H
DC5H1102H
AC5HHI1I102
BC5H1102
CC5H1102
DC5H1102
AC5H110
BC5H110
CC5HI110
DC5H110
AC5H1000H-A
AC5H1000H-B
AC5H1000H-C
AC5H1000H-D
BC5H1000H-A
BC5H1000H-C
BC5H1000H-D
CC5H1000H-A
CC5H1000H-B
CC5H1000H-D
DC5H1000H-A
DC5H1000H-B
DC5H1000H-C
A-AC5H100
A-BC5H100
A-CC5H100
A-DC5H100
B-CC5H100
B-DC5H100
C-DC5H100
AC5H1000H-AO2
AC5H1000H-BO2
AC5H1000H-CO2
AC5H1000H-DO2
BC5H1000H-AO2
BC5H1000H-CO2



BC5H1000H-DO2
CC5H1000H-A02
CC5H1000H-BO2
CC5H1000H-DO2
DC5H1000H-A02
DC5H1000H-BO2
DC5H1000H-CO2
C5H9A-A, BOOH
C5H9A-A, COOH
C5H9A-A, DOOH
C5H9A-B, COOH
C5H9A-B, DOOH
C5H9A-C, DOOH
C5H9B-A, AOOH
C5H9B-A, COOH
C5H9B-A, DOOH
C5H9B-C, DOOH
C5H9C-A, AOOH
C5H9C-A, BOOH
C5H9C-A, DOOH
C5H9C-B, DOOH
C5H9D-A, AOOH
C5H9D-A, BOOH
C5H9D-A, COOH
C5H9D-B, COOH
C5H9A-AOOH
C5H9A-COOH
C5H9A-DOOH
C5H9B-AOOH
C5H9B-DOOH
C5H9C-AOOH
C5H9C-BOOH
C5H90A-AOOH-B
C5H90A-AOOH-C
C5H90A-AOOH-D
C5H90A-BOOH-A
C5H90A-BOOH-C
C5H90A-BOOH-D
C5H90A-COOH-A
C5H90A-COOH-B
C5H90A-COOH-D
C5H90A-DOOH-A
C5H90A-DOOH-B
C5H90A-DOOH-C
C5H90B-COOH-A
C5H90B-COOH-D
C5H90B-DOOH-A
C5H90B-DOOH-C
C5H90C-DOOH-A
C5H90C-DOOH-B
CH3COCH20CH2CH2
IC5KETAA
IC5KETAB
IC5KETAC
IC5KETAD
IC5KETCA
IC5KETCB
IC5KETCD



IC5KETDA
ICS5KETDB
IC5KETDC
ICS5KETAAO
IC5KETABO
ICS5KETACO
IC5KETADO
ICS5KETCAO
IC5KETCBO
IC5KETCDO
ICS5KETDAO
IC5KETDBO
ICS5KETDCO
AC5H100H
BC5H100H
CC5H100H
AO2C5H100H
BO2C5H100H
CO2C5H100H
IC3H5COCH3
IC3H5COCH2
AC3H4COCH3
C4HT702-1
AC3H50CH2
SC3H500H
NEOC5H12
NEOC5H11
NEOC5H1102H
NEOC5H1102
NEOC5H110
NEOC5H1000H
NEO-C5H100
NEOC5H1000H-02
NEOC5H9Q2
NEOCS5KET
NEOCS5KETOX
NEOC5KEJOL
IC4H6Q2-1I1I
NEOC5H90-00H
C5H10-1
C5H10-2
C5H81-3
C5H91-3
C5H91-4
C5H91-5
C5H92-4
C5H92-5
C5H901-3
C5H902-4
BC5H10
CC5H10
CC5H9-A
CC5H9-B
AC5HS0-C
CC5H90-B
AC5HIO0
ACSHS9-A2
AC5H9-C



AC5H9-D
B2E2M10J
B13DE2M
B13DE2MJ
B12DE3M
B2E3M10J
TC4H8CHO
02C4H8CHO
O2HC4H8CO
PC4H8CHO-102
PC4H8CHO-202
PC4H8CHO-302
PC4H8CHO-402
C4H7CHO-2
C4H7CHO-3
C4H7CHO-4
NC3H7COCH3
C2H5COC2H5
NC3H7COCH2
CH3CH2CHCOCH3
CH3CHCH2COCH3
CH2CH2CH2COCH3
CH2CH2COC2H5
CH3CHCOC2H5
NC520NEO2-3
NC520NEO2-4
NC520NEO2-5
NC530NEO2-1
NC530NEO2-2
NC520NE-3
NC520NE-4
NC530NE-1
NC5H110H
C5H100H11
C5H100H12
C5H100H13
C5H100H14
C5H100H15
C4HT70H1-3
C5H100H-102
C5H100H-202
C5H100H-302
C5H100H-402
C5H100H-502
C5H90H1-1
C5HO0H1-2
C5H90H1-3
C5HO0H1-4
C4H7012-4
C4H7013-4
C4H7023-1
C5H9012-5
C5H9013-5
C5H9014-5
C5H9023-1
C5H9023-5
C5H9024-1
AC3H5CHO



PC4HOCO
!CH3COOH
C2H5COCH
PC4HOCHO
PC4H8CHO-1
PC4H8CHO-2
PC4H8CHO-3
PC4H8CHO-4
H15DE25DM
H15DE25DM-S
H15DE25DM-A
H15DE25DM-AO
H15DE25DM-S0O
H15DE2M-T
IC4H/CHO

END

REACTIONS

!**************************************‘k**‘k***‘k**************************
KA KA R AR AR AR AR AR AR AR AR AR AR AR A KR AN AR AR AR AR AR AR AR A,k K
!**************************************‘k**‘k***‘k**************************
KA KA R AR AR AR AR AR AR AR AR AR AR AR AR AR AR AR A R AR AR AR AR AR,k K

! KAk kkhkkkkkkkkkkkkkkx T T and HT MECHANISM OF
DEE ***x*x*xkkkxkkhkxhkkhkxxxxxxxxx%
!************************************************************************
KA A AR AR A A A AR A A A A A A A A A AR AR AR AR AR A A AR A XA AR A A A AR A A ARk h Kk
!************************************************************************

KA A AR A A A A A A A A A A A A AN A A AR AR A A AR AR AR AR AR A A A Ak AR Ak hkhk %k

'HT chemistry from Tran et al. PROCI 36 (2017) 1165-1173
!LT chemistry newly added in this study

(BRI b i db b db b 2 b 2b i Ib b db I 2 b db b db S 2b  2b b 2b i 2b Y

!Unimolecular initiations:
!*****************************

!Yasunaga et al. JPCA 114, 2010:

DEE (+M) <=>C2H50H+C2H4 (+M) 1.000e+14 0.0000 65200.0
LOW /5.7202e+96 -23.040 80813.0/

TROE/1.1757e-03 3.7912e+02 1.5812e+07 4.7279e+03 /
DEE (+M) <=>C2H5+C2H50 (+M) 1.240e+25 -2.290 85330.0

LOW /3.5533e+83 -18.724 96839.0/

TROE/9.0353e-06 5.0571e+02 1.4142e+10 2.4713e+03/

DEE (+M) <=>CH3+R52C3H70E (+M) 2.8100e+22 -1.590 88408.0
LOW /7.9502e+78 -17.506 99510.0/

TROE/9.4130e-02 4.3665e+02 2.6334e+07 2.8333e+03 /
R52C3H70E<=>C2H5+CH20 4.132e+15 -0.88 1.630e+t04 !Yasunaga et al. JPCA
114, 2010

!Allara et Shaw 1980:
H+C2H50C2H4-B<=>DEE 1.0E+14 0.0 0.0
H+C2H50C2H4-A<=>DEE 1.0E+14 0.0 0.0

| Ak hhkhhkkhhhhkhhhhkhdhhkhkxrkhhrkxrkx%k

! H-Abstractions
!*~k~k*************************



.98
.17
.85
.93
70 130
6 43
.0
.0
.23
.47
30 122
.37
0.0

1.3

.370

Iy

.300
.720
.60985
.00
.30
.34
.01
.00057

9.200E+03

3.600E+03

-1.580E+03

-4.040E+03

32.0

20.0

54175.

46661.

4658.

876.

91.0

7635.0

7000

1420

13240.

8940.
18240.
10605.
7000
1420

9200.0

5010.0

9.81E+03

(@]

.54 6410

DEE+H<=>H2+C2H50C2H4-B 9.50E+07
!Calculation!CBS-QB3

DEE+H<=>H2+C2H50C2H4-A 1.10E+07
!Calculation!CBS-QB3
DEE+OH<=>H20+C2H50C2H4-B 3.51E+03
!Calculation!Zhou et al. 2010
DEE+OH<=>H20+C2H50C2H4-A 2.26E+03
!Calculation!Zhou et al. 2010
DEE+HO2<=>H202+C2H50C2H4-B 7.31E-04 4.
!Calculation!Hu et al.2017
DEE+HO2<=>H202+C2H50C2H4-A 8.95E-04 4.
!Calculation!Hu et al.2017
DEE+02<=>H0O2+C2H50C2H4-B 4.200E+13
!Correlation Ingham et al.
DEE+02<=>H0O2+C2H50C2H4-A 2.800E+13
!Correlation Ingham et al.
DEE+O<=>0H+C2H50C2H4-B 1.94E+03
!Analogy to C2H50Hx2!CBS-QB3!
DEE+O<=>0OH+C2H50C2H4-A 2.90E+05
!Analogy to C2H50Hx2!CBS-QB3!
DEE+CH3<=>CH4+C2H50C2H4-B 6.60E+02 3.
to C2H50Hx2!CBS-QB3!
DEE+CH3<=>CH4+C2H50C2H4-A 3.98E+01
!Analogy to C2H50Hx2!CBS-QB3!
DEE+CH30<=>CH30H+C2H50C2H4-B 3.16E+11
et al. CPC 203(2016)212-225
DEE+CH30<=>CH30H+C2H50C2H4-A 2.37E+08
DEE+CH20H<=>CH30H+C2H50C2H4-B 8.86E-03
et al. CPC 203(2016)212-225
DEE+CH20H<=>CH30H+C2H50C2H4-A 9.94E-03
DEE+HCO<=>CH20+C2H50C2H4-B 4.69E+04
DEE+HCO<=>CH20+C2H50C2H4-A 5.29E+03
DEE+C2H50<=>C2H50H+C2H50C2H4-B 3.16E+11
DEE+C2H50<=>C2H50H+C2H50C2H4-A 1.58E+08
DEE+PC2H40H<=>C2H50H+C2H50C2H4-B 5.52E-03
DEE+PC2H40H<=>C2H50H+C2H50C2H4-A 1.70E-05
DEE+SC2H40H<=>C2H50H+C2H50C2H4-B 2.84E-05
DEE+SC2H40H<=>C2H50H+C2H50C2H4-A 1.77E-04
DEE+CH3CO<=>CH3CHO+C2H50C2H4-B 6.67971e+7
DEE+CH3CO<=>CH3CHO+C2H50C2H4-A 9.57131
DEE+CH2CHO<=>CH3CHO+C2H50C2H4-B 3.81912e-2
DEE+CH2CHO<=>CH3CHO+C2H50C2H4-A 5.04525e-5
DEE+C2H5<=>C2H6+C2H50C2H4-B 5.52E-03 4
DEE+C2H5<=>C2H6+C2H50C2H4-A 1.70E-05 5.
DEE+C2H3<=>C2H4+C2H50C2H4-B 1.08E-03 4.
DEE+C2H3<=>C2H4+C2H50C2H4-A 1.04E-01 3.
C2H50H+C2H5<=>DEE+H 8.43E-05

DEE+C20C2H400-B<=>C2H50C2H4-B+C20C2H400H-B

2.043E+004 !AS NC5HI12

DEE+C20C2H400-A<=>C2H50C2H4-A+C20C2H400H-A
NC5H12-2kcal for ether

1.570E+004 'AS

DEE+CH3C02<=>C2H50C2H4-A+CH3COOH

'Eble et al. 2017

DEE+C2H50C2H4-B<=>DEE+C2H50C2H4-A

!Gao et al.!no effect

DEE+C20C2-A02H-1=C20C2H400H-A+C2H50C2H4-B

9.81E+03 'AS

DEE+SC2H40H

.34

.52357
.62104
.25719
.94952
920
501
350
860
4.820
1.21E+13

S WD OO ONDN D

01
55
9

.064E+12

.000E+13

.7E-05

.84E-05

18979.53
14152.3
13623.67
4092.17

0

0

0

42430.0
0.0

0.0
5.01

5.00057

!'Analogy

!'Gao

'1A*1.5
'Gao

17690

5010



DEE+C20C2-A02H-1=C20C2H400H-A+C2H50C2H4-A

!AS DEE+SC2H40H

1.

77TE-04

4.

54

6410

!These reactions DEE+CxHyO2 were used in the test of uncertainty effects
on PFR data (see detail in the paper):

DEE+CH302<=>CH302H+C2H50C2H4-B
!Analogy to C2H50Hx2
DEE+CH302<=>CH302H+C2H50C2H4-A
!Analogy to C2H50Hx2
DEE+C2H502<=>C2H50C2H4-B+C2H502H

las DEE+CH302
DEE+C2H502<=>C2H50C2H4-A+C2H502H

las DEE+CH302
DEE+0O2CH2CHO<=>C2H50C2H4-B+HO2CH2CHO
I

DEE+0O2CH2CHO<=>C2H50C2H4-A+HO2CH2CHO
!

DEE+CH3C0O3<=>C2H50C2H4-B+CH3CO3H
!

DEE+CH3C0O3<=>C2H50C2H4-A+CH3CO3H
!

[ERI R ah b b b i db b 2b i 2b b 2b b 2b b 2b S 2 S db S 2b S 2b i 4

! Isomerisations
!****************************

C2H50C2H4-B<=>C2H50C2H4-A

| *kk,kkhkhkhkkkhkhkhkhkhrhkkhkkhhkrkrkkxkhkhkhhhxx*x%

! Beta-scissions
!****************************
C2H50C2H4-B<=>C2H50+C2H4
C2H50C2H4-B<=>H+EVE
C2H50C2H4-A<=>C2H5+CH3CHO
C2H50C2H4-A<=>H+EVE

[NORE N\ O el

[ER I R b b b b 2b b b b 2b b 2b b 2b b b b S S b S 2b S 2 4

! R+R'/ 02 = EVE+
!***************************
!Gao et al. CPC 203(2016)212-225
C2H50C2H4-A+H<=>EVE+H2
C2H50C2H4-B+H<=>EVE+H?2
C2H50C2H4-A+C2H50C2H4 -A<=>DEE+EVE
C2H50C2H4-B+0OH<=>EVE+H20
C2H50C2H4-A+0OH<=>EVE+H20
C2H50C2H4-A+HCO<=>EVE+CH20
C2H50C2H4-B+HO2<=>EVE+H202
C2H50C2H4-A+HO2<=>EVE+H202
C2H50C2H4-B+CH3<=>EVE+CH4
C2H50C2H4-A+CH3<=>EVE+CH4
C2H50C2H4-B+C2H3<=>C2H4+EVE
C2H50C2H4-A+C2H3<=>C2H4+EVE
C2H50C2H4-B+C2H50<=>C2H50H+EVE
C2H50C2H4-A+C2H50<=>C2H50H+EVE
C2H50C2H4-B+02<=>EVE+HO2
C2H50C2H4-A+02<=>EVE+HO0O2

'LT chemistry:

.6e+12
.5E+07
.4e+13
.8e+07

O WNEMSAENONMNNRE OO I 0OIN

2

R O O

.166E+13
.240E+12
.T44E+12
.82E+13
.23E+13
.43E+14
.37E+10
.06E+10
.30E+13
.57E+14
L42E+12
.56E+14
.37E+10
.06E+10
.666E+13
.676E+13

.41 2.
.78 3.
.10 2.
77 3.

.460e+04

.640e+04

.460e+04

.640e+04

.460e+04

.640e+04

.460e+04

.640e+04

43e+04
07E+04
28e+04
57e+04

0.00
0.00
-0.35

O O O O

.32
.68
0.00

OO BEFE OOO

o o
OO .
o o

2.

1.2e+04 2.22 1.52e+04

!CBS-QB3'!
!CBS-QB3!
!CBS-QB3'!
!CBS-QB3'!

0

55

.55

.55

.55

.55

.55

.55

.55

.00

0.00

150
150

14850
15990

1

.575e+04

.075e+04

.575e+04

.075e+04

.575e+04

.075e+04

.575e+04

.075e+04

!CBS-QB3!



| Ak hkhhkhhhhkhhhhkhkhhhhdrhkhkhrkx%k

!Class 1: R+02

| **x* dxhkkhhhkhkhrhkkhkhhkrkrxhk ki xkkkrx*x

C2H50C2H4-B+02<=>C20C2H400-B 6.301E+23

1Sakai:PCI36(2017)195-202! reversed

C2H50C2H4-A+02<=>C20C2H400-A 1.641E+16

1Sakai:PCI36(2017)195-202! reversed

| Ak *x*dkkhkhhkhkhrhkkhkhhkrkrxhk ki xkkkxx*x

IClass 2: R+R0O2=RO+RO

| Ak *x*,dhkkhkhhkhkhrhkkhkkhhkhrkrxhk ki xkkkkx*x

-3.3600

-0.9900

C2H50C2H4-B+C20C2H400-B<=>C2H50C2H40-B+C2H50C2H40-B

0O 'as DBE Thion et al.CnF2017

C2H50C2H4-B+C20C2H400-A<=>C2H50C2H40-B+C2H50C2H40-A

500 'as DBE Thion et al.CnF2017

C2H50C2H4-A+C20C2H400-A<=>C2H50C2H40-A+C2H50C2H40-A

500 'as DBE Thion et al.CnF2017

C2H50C2H4-A+C20C2H400-B<=>C2H50C2H40-B+C2H50C2H40-A

0 'as DBE Thion et al.CnF2017

[ERI R ah b b b i db b 2b i 2b b 2b b 2b b 2b S 2 S db S 2b S 2b i 4

IClass 3: R+HO2=RO+0OH

[ERE I SR b dh b b b db b 2b i 2b b 2b b 2b b 2b I db S db S 2b S 2h i 4

C2H50C2H4-B+HO2<=>C2H50C2H40-B+0H
DBE Thion et al.CnF2017
C2H50C2H4-A+HO2<=>C2H50C2H40-A+0H
DBE Thion et al.CnF2017

[ERE I R dh b b b db b 2b h db b Sb b 2b b db I db S db S 2b S 2 O 4

!Class 4: R+CxHyO02=RO+CxHyO

(BRI R b b b b db b 2b I 2b b 2b b 2 b db I db S 2b S 2b S 2 O 4

C2H50C2H4-B+CH302<=>C2H50C2H40-B+CH30
las DBE Thion et al.CnF2017
C2H50C2H4-A+CH302<=>C2H50C2H40-A+CH30
las DBE Thion et al.CnF2017
C2H50C2H4-B+C2H502<=>C2H50C2H40-B+C2H50
las C2H50C2H4-B+CH302
C2H50C2H4-A+C2H502<=>C2H50C2H40-A+C2H50
las C2H50C2H4-A+CH302

| * kK, khkhkhkkkhkhkhkrkhrkhkkhkkhhkrkhrkkxk khkhhkxx*x%

!Class 5: ROO+ROO=RO+RO+02

[ R R S R I S S b b e S S S Sh I S Sb b b

7.000e+12

7.000e+12

4.500E+12

4.500E+12

4.500E+12

4.500E+12

0.

0.

C20C2H400-B+C20C2H400-B=>C2H50C2H40-B+C2H50C2H40-B+02

3000 !as DBE Thion et al.CnF2017

C20C2H400-A+C20C2H400-A=>C2H50C2H40-A+C2H50C2H40-A+02

2000 !'as DBE Thion et al.CnF2017

C20C2H400-A+C20C2H400-B=>C2H50C2H40-B+C2H50C2H40-A+02

2500 !'as DBE Thion et al.CnF2017

[ R R S R I S S b b e S S S I I S S b b

!Class 6: ROO+ROO=ester/aldehyde+alcohol+02

| A, *,kkkkhhkhkhkhkkhkhkhkrkrxhkhkkhkrkhrkkxk,kkhkxx%x

3034.90

2765.58

4.500e+12

4.500e+12

4.500e+12

4.500e+12

00 -1000.

00 -1000.

0.000

0.000

0.000

0.000

6.800e+16

6.800e+16

6.800e+16

0.000

0.000 -

0.000 -

0.000

00 las

00 las

-1.610

-1.610

-1.610



C20C2H400-B+C20C2H400-B=>C2H50C2H40H-B+C2H50CH2CHO+02 6.800e+16
3000
C20C2H400-A+C20C2H400-A=>C2H50C2H40H-A+EA+02 6.800e+16
2500

| Ak *x*dxkkhkhkhkhkhrhkkhkhhhrkrxhk ki xk,kkkxx*x

!Class 7: ROO+CxHyO02=RO+CxHyO+02

| Ak *x*dkkhkhhkhkhrhkkhkhhkrkrxhk ki xkkkxx*x

C20C2H400-B+C2H502=>C2H50C2H40-B+C2H50+02 6.800e+16 -1.610 3000
Thion et al.CnF2017
C20C2H400-A+C2H502=>C2H50C2H40-A+C2H50+02 6.800e+16 -1.610 2500
Thion et al.CnF2017
C20C2H400-B+CH302=>C2H50C2H40-B+CH30+02 3.400e+16 -1.610 2000
Thion et al.CnF2017
C20C2H400-A+CH302=>C2H50C2H40-A+CH30+02 3.400e+16 -1.610 1500
Thion et al.CnF2017

| Ak khkkhhkkhhkkhkhkhkhhhkhkhkhhkhkkrhkhkhkx*x

!Class 8: ROO+CxHyO2=ester/aldehyde+alcohol+02

| *,k,kkhkhkhkkkhkhkhkhAkhrkhkkhkkhkhkrkrkkxkhkhkhhhxx*x%

C20C2H400-A+C2H502=>EA+C2H50H+02 3.400e+16 -1.610 2500
BECAUSE TWO POSSIBILITIES
C20C2H400-A+C2H502=>C2H50C2H40H~-A+CH3CHO+02 3.400e+1l6 -1.610 2500
BECAUSE TWO POSSIBILITIES

| Ak hkhkhkhkkhhkkhhkhkhkhhkhkhkhhkhkhrhhkhkxx*x

IClass 9: ROO+R'=RO+R'O

| Ak khkkhhkkhhkkhhkhkhhhkhkhhhkhkkrhhkhkxx*x

CH3+C20C2H400-B<=>CH30+C2H50C2H40-B 4.500e+12 0.

0 'as DBE Thion et al.CnF2017

CH3+C20C2H400-A<=>CH30+C2H50C2H40-A 4.500e+12 0.

500 'as DBE Thion et al.CnF2017

C2H5+C20C2H400-B<=>C2H50+C2H50C2H40-B 4.500e+12 0.

0 'as DBE Thion et al.CnF2017

C2H5+C20C2H400-A<=>C2H50+C2H50C2H40-A 4.500e+12 0.

500 'as DBE Thion et al.CnF2017

HCO+C20C2H400-B<=>0OCHO+C2H50C2H40-B 4.500e+12 0.

0 'as DBE Thion et al.CnF2017

HCO+C20C2H400-A<=>0OCHO+C2H50C2H40-A 4.500e+12 0.

500 'as DBE Thion et al.CnF2017

(B R b b Sb b db b 2b i db b 2b b 2b b db I db S db S 2b S 2 i 4

!Class 10: ROO+HO2=ROOH+02

| Ak hhkhhkkhhhhkhhAhhkhdhhkhkdrkhhrkrkx%k

-1.610

-1.610

las
las
las

las

1/2

1/2

000
000
000
000
000

000

C20C2H400-B+HO2<=>C20C2H400H-B+02 2.000e+11 0.000 650 'as DBE Thion

al.CnF2017

C20C2H400-A+HO2<=>C20C2H400H-A+02 2.000e+11 0.000 650 !'as DBE Thion

al.CnF2017

| Ak hhkhhkkhhhhkhhhhkhdhhkhkxrkhhrkxrkx%k

!Class 11: ROO+H202=ROOH+HO2

| Ak hhkhhkkhkhhkhhhhkhdhhhkkx kK krkx%k

DBE

DBE

DBE

DBE

et

et



C20C2H400-B+H202<=>C20C2H400H-B+HO2 2.400e+12

et al.CnF2017

C20C2H400-A+H202<=>C20C2H400H-A+HO2 2.400e+12

et al.CnF2017

| Ak khkkhhkkhhkhkhkhkhhhkhkhhhkhkhrhkrkhkx*x

!Class 12: ROOH=RO+O0OH

| Ak khkkkhhkkhhkhkhkhkhhhkhkhhhkhkkhrhkrkhkx*k

C20C2H400H-B<=>C2H50C2H40-B+0H
al.CnF2017
C20C2H400H-A<=>C2H50C2H40-A+0OH
al.CnF2017

| Ak khkdkkhkhkkhhkhhkhkhhkhkhkhhhkhkhrhhrkhkx*k

!Class 13: ROO=EVE+HO2

| Ak khkkhhkkhhkhhkhkhhhkhkhkhhkhkhrhhkhkx*x

C20C2H400-B<=>HO2+EVE 1.
!'Sakai:PCI35(2015)161-169:pRO2:
C20C2H400-A<=>HO2+EVE 1.

!Sakai:PCI35(2015)161-169:sR0O2:

| * kK, khkhkhkkkhkkhkhkhkhrkkhkhkkhkhkrkrkkxkhkhkhhkxx*x%

!Class 14: ROO=QOOH

| Ak khkhhkkhhkkhkhkhkhhhkhkhhhkhkkrhkhkhkx*x

C20C2H400-B<=>C20C2-BO2H-A

!'Sakai:PCI35(2015)161-169:pRO2:

C20C2H400-B<=>C20C2-B0O2H-1

!'Sakai:PCI35(2015)161-169:pRO2:

C20C2H400-B<=>C20C2-B0O2H-2

1Sakai:PCI35(2015)161-169:pRO2:

C20C2H400-A<=>C20C2-A02H-B

1Sakai:PCI35(2015)161-169:sR02:

C20C2H400-A<=>C20C2-A02H-1

1Sakai:PCI35(2015)161-169:sR02:

C20C2H400-A<=>C20C2-A02H-2

1Sakai:PCI35(2015)161-169:sR02:

C20C2H400-B=C2H50CH2CHO+0H

1Sakai:PCI35(2015)161-169:pRO2:

C20C2H400-A=EA+OH

1Sakai:PCI35(2015)161-169:sR02:

[ R R S R I S S b b e S S S Sh I S Sb b b

!Class 15:

[ R R S R I S S b b e S S S S S S Sb b b

4.000e+15

1.000e+16

150E+09 1.

*ho2

460E+11 0.

*ho2

6.680E+05
*14hs

1.240E+06
*16hs

2.080E+05
*17hs

4.810E+05
*14hs

4.830E+06
*15hs

2.140E+06
*16hs

2.340E+06
*13hs

8.440E+07
*13hs

Isomerization between QOOHS

C20C2-A02H-B<=>C20C2-A02H-1 2.97E+04 2.
1Sakai:PCI35(2015)161-169: sQOOHl4hs:*14hs
C20C2-BO2H-A<=>C20C2-B0O2H-1 1.10E+09 1.
203(2016)212-225

C20C2-BO2H-A<=>C20C2-B0O2H-2 1.83E+01 2.

203(2016)212-225
C20C2-BO2H-1<=>C20C2-BO2H-2
203(2016)212-225

4.41E+13 0.

0.000 5000 !as DBE Thion
0.000 5000 '!as DBE Thion
0.000 43000 !as DBE Thion et
0.000 37000 '!as DBE Thion et
060 31276.6
560 29573.6
.690 22886.6
.280 14623.8
.420 20871.6
.920 30857.3
.380 13882.6
.400 20164.2
. 960 38057.0
.460 33826.7
04 12583.671
01 36400 !Gao et al. CPC
99 17110 !Gao et al. CPC
00 45000 !Gao et al. CPC



C20C2-A02H-B<=>C20C2-A02H-2 5.176E+07 0.81 9500 !Gao et al. CPC
203(2016)212-225
C20C2-A02H-1<=>C20C2-A02H-2 4.41E+13 0.00 45000 !Gao et al. CPC
203 (2016)212-225

| Ak khkhkhkhkhhkhkhkhhhhkhkhkhhkhkhrhkhkhkx*k

!Class 16: QOOH=ester/aldehyde+OH

| Ak khkkkhhkkhhkhkhkhkhhhkhkhhhkhkkhrhkrkhkx*k

C20C2-BO2H-A<=>C2H50CH2CHO+OH 3.01E+09 1.10 18767.215
!Sakai:PCI35(2015)161-169: pQOOHl4hs: *12hs
C20C2-BO2H-1<=>C2H50CH2CHO+0OH 2.98E+06 1.82 19409.016
!Sakai:PCI35(2015)161-169: pQOOHl6hs: *14hs
C20C2-BO2H-2<=>C2H50CH2CHO+OH 1.14E+06 1.41 11882.260
!Sakai:PCI35(2015)161-169: pQOOHl6hs: *15hs

C20C2-A02H-B<=>EA+OH 2.69E+09 1.02 33180 !Gao et al. CPC
203(2016)212-225

C20C2-A02H-1<=>EA+OH 1.18E+10 0.74 41330 !Gao et al. CPC
203(2016)212-225

C20C2-A02H-2<=>EA+OH 7.15E+05 1.68 13006.902

1Sakai:PCI35(2015)161-169: sQOOH16hs:*14hs

[ERI R ah b b b i db b 2b i 2b b 2b b 2b b 2b S 2 S db S 2b S 2b i 4

!Class 17: QOOH=cyclic ether+OH

[ BRI R b b b b b db b 2b i 2b b 2b b 2b b 2b I db S db S b S b i 4

C20C2-BO2H-A<=>C20C20A-B+0OH 8.120E+10 0.600 10003.6
1Sakai:PCI35(2015)161-169:pQ00H14hs:*rc
C20C2-BO2H-1<=>C20C20A-2+0H 3.970E+09 0.730 9377.6
1Sakai:PCI35(2015)161-169:pQ00H16hs:*rc
C20C2-BO2H-2<=>C20C20B-2+0H 3.590E+08 0.680 12213.4
1Sakai:PCI35(2015)161-169:pQ00H17hs:*rc
C20C2-A02H-B<=>C20C20A-B+0OH 6.070E+10 0.630 12036.5
1Sakai:PCI35(2015)161-169:sQ00H14hs:*rc
C20C2-A02H-1<=>C20C20A-1+0H 6.140E+11 0.200 19927.7
!'Sakai:PCI35(2015)161-169:sQO0H15hs:*rc
C20C2-A02H-2<=>C20C20A-2+0H 3.680E+10 0.270 14927.9

1Sakai:PCI35(2015)161-169:sQ00H16hs:*rc

| * kK, khkhkhkkkhkhkhkhrkrhkkhkkhhkrkrkkxkhkkhkhhkx*x%

!Class 18: QOOH=EVE+HO2

| * kK kkhkhkhkkkhkhkhkhrkhrhkkhkkhhkrkhrkkxkhkkhkhhkxx*x%

C20C2-BO2H-A<=>EVE+HO2 2.13e+10 0.69 14604.45 !Sakai:PCI35(2015)161-
169:pQ00H14hs: *co
C20C2-A02H-B<=>EVE+HO2 4.02e+11 0.48 16810.02 !Sakai:PCI35(2015)161-
169:sQ00H14hs: *co

[ R R S R I S S b b e S S S S S S Sb b b

!Class 19: C-0 and C-C beta-scission of QOOH

[ R R I S R I S b b e S S S S I S Sb b b

1C20C2-A02H-1=>CH3CHO+CH3CHO+0OH 6.300E+08 1.300 14091.3
1Sakai:PCI35(2015)161-169:sQ00H15hs: *co

1C20C2-A02H-1=>CH3CHO+CH3CHO+0OH 5.00e+13 0.000 19481.0 !'Eble et
al. 2017

C20C2-A02H-1=>CH3CHO+CH3CHO+OH 6.15E+11 0.490 17404.2 !'AVREAGED

BETWEEN SAKAI AND EBLE



C20C2-BO2H-A=>C2H5+CH20+HCO+0OH
C2H50C2H4-A<=>C2H5+CH3CHO
C20C2-BO2H-1<=>CH3CHO+C2H402H
C2H50C2H4-A<=>C2H5+CH3CHO
C20C2-BO2H-2=>C2H4+CH20+CH202H
C2H50C2H4-B<=>C2H50+C2H4
C2H50+C2H300H<=>C20C2-A02H-B
al. CPC 203(2016)212-225
C20C2-A02H-2=>C2H4+CH3CHO+HO2
C2H50C2H4-B<=>C2H50+C2H4

| Ak *x*,dhkkhkhhkhkhrhkkhkkhhkhrkrxhk ki xkkkkx*x

!Class 20: QOOH+02=00Q00H
!****************************
!As class 1
C20C2-BO2H-A+02<=>C40-BO2H-A02
C20C2-BO2H-1+02<=>C40-B0O2H-102
C20C2-BO2H-2+02<=>C40-B0O2H-202
C20C2-A02H-B+02<=>C40-A02H-B0O2
C20C2-A02H-1+02<=>C40-A02H-102
C20C2-A02H-2+02<=>C40-A02H-202

[ERIE R ah b b b b db b 2b i 2b b 2b b 2b b 2b b db S db S 2b S 2h i 4

!Class 21: OOQOOH<=>HOOQ=0+0OH
!****************************
lapproach proposed by Thion et
C40-BO2H-AQ2<=>C20C2KETB-A+OH
C40-BO2H-102<=>C20C2KETB-1+0OH
C40-BO2H-202<=>C20C2KETB-2+0H
C40-A02H-BO2<=>C20C2KETA-B+0OH
C40-A02H-102<=>C20C2KETA-1+0H
C40-A02H-202<=>C20C2KETA-2+0H

(BRI R b b b b db b 2b I 2b b 2b b 2 b db I db S 2b S 2b S 2 O 4

IClass 22: HOOQ=0<=>00Q=0+0H

[ER I R b b b b db b 2b o db b 2b b 2b b db o db S db S 2b S 2 i 4

C20C2KETB-A=>C2H50CHO+HCO+0OH
al.CnF2017
C20C2KETB-1<=>C20C2KETB-1R+0H
al.CnF2017
C20C2KETB-2=>CH20+CH20+CH2CHO+0O
al.CnF2017
C20C2KETA-B=>C2H50CO+CH20+0H
al.CnF2017
C20C2KETA-1<=>C20C2KETA-1R+0OH
al.CnF2017
C20C2KETA-2=>CH20+CH20+CH3CO+0OH
al.CnF2017

[ R R I S R S S b b S S S Sh S S Sb b b

!Class 23: HOOQ=0<=>acetic acid+acetic acid

[ R R R S R I S 2 b b e S S S b S I S Sb b b

C20C2KETB-1=>CH3COOH+CH3COOH
JACS 135 (2013) 11100-1114
C20C2KETA-1=>CH3COOH+CH3COOH
JACS 135 (2013) 11100-1114
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| kkhkhkhhkkhhkhkhkhkhhhkhkhhhkhkhrhhkhkx*k

!Class 24: 0Q=0<=>acetic acid+CH3CO/CH2CHO

| kkkdkkhhkkhhkhkhkhkhhhkhkhhhkhkkrhhkhkx*k

C20C2KETB-1R<=>CH3COOH+CH2CHO 1.10E+10 0.72 11200 !Wang et al. CnF
162 (2015) 1113-1125! Ea-2kcal because of tertiary H-atom
C20C2KETA-1R<=>CH3COOH+CH3CO 1.10E+10 0.72 11200 !'Wang et al. CnF
162 (2015) 1113-1125! Ea-2kcal because of tertiary H-atom
!****************************

!Class 25: H-abstractions from HOOQ=0 followed by 0O-0O scission
!****************************

C20C2KETA-1+02=>AA+0OH+HO2 7.94E+13 0 51730 !Gao et al.
CPC 203(2016)212-225

C20C2KETA-1+0OH=>AA+0OH+H20 1.00E+12 O 0.0 'As NCS5KET24
C20C2KETB-1+0OH=>CC (O) OCCO+H20+0H 1.00E+12 O 0.0 'As NCS5KET24
C20C2KETA-1+HO2=>AA+0OH+H202 2.80E+12 O 16010 !Gao et al.
CPC 203(2016)212-225

C20C2KETA-1+CH302=>AA+0OH+CH302H 2.80E+12 O 16010 !Gao et al.
CPC 203(2016)212-225

C20C2KETA-1+C2H502=>AA+0OH+C2H502H 2.80E+12 O 16010 !As above
!****************************

IClass 26: H-abstractions from 0Q=0

!****************************

!Gao et al. CPC 203(2016)212-225

'when "=>" used it is because of formation of two stable products
C20C2KETA-1R+02<=>AA+HO2 4.00E+10 O 0
C20C2KETA-1R+OH=>AA+H20 1.21E+13 O 0
C20C2KETB-1R+0OH=>CC (0O) OCCO+H20 1.21E+13 O 0
C20C2KETA-1R+HO2=>AA+H202 1.21E+13 O 0
C20C2KETA-1R+CH302=>AA+CH302H 1.21E+13 0 0
C20C2KETA-1R+C2H502=>AA+C2H502H 1.21E+13 0 0
H+AA<=>C20C2KETA-1R 1.21E+08 0.87 14490
!****************************

IClass 27: O0QOOH<=>HOOPOOH

!****************************

C40-BO2H-A02<=>C40-BO2H-AO2H-1 4.830E+06 1.380 13882.6 las
C20C2H400-A<=>C20C2-A02H-1

C40-BO2H-102<=>C40-BO2H-102H-A 4.830E+06 1.380 13882.6 las
C20C2H400-A<=>C20C2-A02H-1

C40-BO2H-202<=>C40-B0O2H-202H-A 1.240E+06 1.280 14623.8 las
C20C2H400-B<=>C20C2-B0O2H-1

C40-A02H-B0O2<=>C40-BO2H-A02H-1 1.240E+06 1.280 14623.8 las
C20C2H400-B<=>C20C2-B0O2H-1

C40-A02H-102<=>C40-A02H-102H-B 2.140E+06 1.400 20164.2 las
C20C2H400-A<=>C20C2-A02H-2

DUP

C40-A02H-102<=>C40-A02H-102H-B 4.810E+05 1.920 30857.3 las
C20C2H400-A<=>C20C2-A02H-B

DUP

C40-A02H-202<=>C40-BO2H-102H-A 6.680E+05 1.690 22886.6 las
C20C2H400-B<=>C20C2-B0O2H-A

C40-BO2H-A02<=>C40-A02H-BO2 9.340E+09 0.000 14129.1
1Sakai:PCI36(2017)195-202

C40-A02H-202<=>C40-BO2H-102 4.220E+08 0.000 14844.5

1Sakai:PCI36(2017)195-202



| kkhkhkhhkkhhkhkhkhkhhhkhkhhhkhkhrhhkhkx*k

!Class 28:

ether-hydroperoxide formation
!****************************

C40-BO2H-AO2H-1=>CH3CHO+OH+HO2CH2CHO
las C20C2-A02H-1=>CH3CHO+CH3CHO+OH
C40-BO2H-AO2H-1=>20H+CH3CHO+CH20+HCO
IRate-determining step used, that means
C40-BO2H-102H-A=>CH3CHO+OH+HO2CH2CHO
las C20C2-A02H-1=>CH3CHO+CH3CHO+OH
C40-BO2H-102H-A=>20H+CH3CHO+CH20+HCO
IRate-determining step used, that means
C40-BO2H-202H-A=>C2H402H+0OH+CH20+HCO
las C20C2-BO2H-A=>C2H5+CH20+HCO+0OH
C40-BO2H-202H-A=>20H+2CH20+C2H301-2
!Rate-determining step used, that means
C40-A02H-102H-B=>CH3CHO+HO2+C2H300H
!Gao et al. CPC 203(2016)212-225
C40-A02H-102H-B=>20H+CH3CHO+0OCH2CHO
!Rate-determining step used, that means

| Ak khkkhhkkhhkhkhkhkhhhkhkhhhkhkkrhhkhkx*x

!Class 29: HOOPOOH+02<=>HOOP (0O0) OOH
!****************************

'As class 20
C40-BO2H-A02+02<=>C40-BO2H-AO2H102
C40-BO2H-102H-A+02<=>C40-BO2H-102HAO2
C40-BO2H-202H-A+02<=>C40-BO2H-202HA02
C40-A02H-102H-B+02<=>C40-A02H-102HBO2

| * kK kkhkhkhkkkhkhkhkrkhrhkkhkkhhkrkrkkxk khkhhkxx*x%

!Class 30: HOOP (O0O) OOH<=>HOOP (0O0) =0+0H
15 o o o o o o ok K ok ok kK ok ok Kk Kk Kk kK kR ok ok ok ok
C40-BO2H-AO2H102<=>C20C2KETA-B-1+0H
C40-A02H-102<=>C20C2KETA-1+0H
C40-BO2H-102HAQ02<=>C20C2KET1-A-B+0OH
C40-A02H-102<=>C20C2KETA-1+0H
C40-BO2H-202HAQ2<=>C20C2KET2-A-B+0OH
C40-BO2H-102<=>C20C2KETB-1+0H
C40-A02H-102HB0O2<=>C20C2KET1-A-B+0OH
C40-A02H-202<=>C20C2KETA-2+0H

| * kK, khkhkhkkkhkhkhkrkhrkhkkhkkhhkrkhrkkxk khkhhkxx*x%

!Class 31:
!****************************
C20C2KETA-B-1=>0OH+CH3CHO+CO2+CH202H
las C20C2KETA-1=>CH3CHO+CH3C0O2+0H
C20C2KET1-A-B=>0OH+CH3CO2+0OH+CH20+HCO
las C20C2KETA-1=>CH3CHO+CH3CO2+0H
C20C2KET2-A-B=>0OH+0OCH2CHO+OH+CH20+HCO
las C20C2KETB-1=>CH3CHO+0OCH2CHO+0OH

[ R R S R I S S b b e S S S I I S S b b

!0ther reactions:
!****************************

o

decomposition of HOOPOOH by beta-scissions
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hydroperoxide
6.15E+11
4.000e+15
hydroperoxide
7.4e+13
4.000e+15
hydroperoxide
2.636E+10
4.000e+15
hydroperoxide
.641E+16 -0
.641E+16 -0
.641E+16 -0
.301E+23 -3
6.110E+09 0.
6.110E+09 0.
2.860e+06
1.630E+07 O.

4.000e+15

4.000e+15

4.000e+15

0.

0.

0.

0.

0.

0.

0.

0.

1.

or via cycli

decomposition of HOOP (00)=0 to small species

490 17404.
000 37000
decompsotion
490 17404.
000 37000
decompsotion
10 2.28e+
000 37000
decompsotion
8000 33945
000 37000
decompsotion
.9900 2765.
.9900 2765.
.9900 2765.
.3600 3034.
510 13300
510 13300
27 17000
910 11700
0.000 37000
0.000 37000
0.000 37000

c-

2

2

04

.30

58
58
58
90

las

las

las

las



CH3CHO+0OCH2CHO<=>C20C2KETB-1R 4.245e-02 3.49 22640 !Gao
et al. CPC 203(2016)212-225

CH3CHO+CH3C02=C20C2KETA-1R 1.3E+11 0 7400 !Gao
et al. CPC 203(2016)212-225

C2H50C2H40-B<=>R52C3H70E+CH20 1.000E+11 0.000 11900.
1Sakai:PCI36(2017)195-202

C2H50C2H40-A<=>C2H50CHO+CH3 1.000E+11 0.000 11900.
1Sakai:PCI36(2017)195-202

C2H50C2H40-A<=>CH3CHO+C2H50 1.000E+11 0.000 11900.
1Sakai:PCI36(2017)195-202

CH3CHO+C2H502<=>C2H502H+CH3CO 3.010E+12 0.000 11920.0 'as
CH3CHO+CH302<=>CH3CO+CH302H

CH3CO3+CH3C0O3=>02+CH3CO2+CH3C02 6.80E+15 -1.61 3E+03 'Est.
CH3CO+02<=>CH3CO03 1.30E+12 0.2 0
12011CAR/GL0O1069-1085

!******************************************

!Second mechanism (reations of newly-derived prinary stable products)
!******************************************

e submechanism of ETHYL FORMATE C2H50CHO

!Wenyu Sun et al. CnF2017: "Experimental and modeling efforts towards a

better understanding of

! the high-temperature combustion kinetics of C3-C5

ethyl esters”

C2H50CHO = C2H4+HOCHO 1.540E+49 -11.153 6.469E+04
!Theoretical calculations

PLOG/ 0.0100 1.540E+49 -11.153 6.469E+04/
PLOG/ 0.1000 6.209E+39 -8.161 6.173E+04/
PLOG/ 1.0000 2.241E+28 -4.633 5.729E+04/
PLOG/ 10.0000 7.616E+17 -1.459 5.283E+04/
PLOG/ 100.0000 1.187E+11 0.586 4.978E+04/
C2H50CHO = C2H50H+CO 1.245E+59 -14.405 8.216E+04
!Theoretical calculations

PLOG/ 0.0100 1.245E+59 -14.405 8.216E+04/
PLOG/ 0.1000 1.734E+55 -12.739 8.348E+04/
PLOG/ 1.0000 7.215E+43 -9.013 8.049E+04/
PLOG/ 10.0000 3.654E+29 -4.587 7.506E+04/
PLOG/ 100.0000 2.285E+18 -1.190 7.027E+04/
C2H50CHO = CH3+CH20CHO 5.696E+50 -12.387 9.971E+04
!Theoretical calculations

PLOG/ 0.0100 5.696E+50 -12.387 9.971E+04/
PLOG/ 0.1000 1.450E+63 -15.132 1.042E+05/
PLOG/ 1.0000 3.287E+63 -14.459 1.072E+05/
PLOG/ 10.0000 6.017E+52 -10.807 1.049E+05/
PLOG/ 100.0000 5.919E+38 -6.452 9.964E+04/
C2H50CHO = C2H5+0CHO 6.116E+49 -12.104 1.025E+05
!Theoretical calculations

PLOG/ 0.0100 6.116E+49 -12.104 1.025E+05/
PLOG/ 0.1000 9.672E+62 -15.087 1.059E+05/
PLOG/ 1.0000 3.342E+64  -14.727 1.091E+05/
PLOG/ 10.0000 2.626E+54 -11.228 1.072E+05/
PLOG/ 100.0000 1.533E+40 -6.786 1.020E+05/
H+PC2H40OCHO=C2H50CHO 1.0E+14 0.0 0.0
H+SC2H40CHO=C2H50CHO 1.0E+14 0.0 0.0
H+C2H50C0O=C2H50CHO 1.0E+14 .0 0.0



C2H50CHO+H = PC2H40CHO+H2 5.740E+10 1.20
9.970E+03 ! Wang et al. Chem. Phys. Lett. 6167C617(2014) 109-114
C2H50CHO+H = SC2H40CHO+H2 2.160E+10 1.20
6.400E+03 ! Wang et al. Chem. Phys. Lett. 6167C617(2014) 109-114
C2H50CHO+H = C2H50CO+H2 2.900E+11 0.96
7.660E+03 ! Wang et al. Chem. Phys. Lett. 6167C617(2014) 109-114
C2H50CHO+0OH = PC2H40CHO+H20 5.835E+08 1.42
4.371E+03 !

C2H50CHO+0OH = SC2H40CHO+H20 6.422E+05 2.06
2.750E+03 !

C2H50CHO+0OH = C2H50CO+H20 1.290E+06 2.06
2.750E+03 ! Tan et al. J. Phys. Chem. A 116(2012) 8431-8443
C2H50CHO+CH3 = PC2H40OCHO+CH4 8.150E+07 1.56
1.415E+04 !

C2H50CHO+CH3 = SC2H40OCHO+CH4 2.515E+07 1.56
1.205E+04 !

C2H50CHO+CH3 = C2H50CO+CH4 9.540E-05 5.02
8.030E+03 ! Tan et al. J. Phys. Chem. A 116(2012) 8431-8443
C2H50CHO+HO2 = PC2H40CHO+H202 7.076E+09 1.08
2.228E+04 !

C2H50CHO+HO2 = SC2H40CHO+H202 2.359E+09 1.08
1.955E+04 !

C2H50CHO+HO2 = C2H50CO+H202 4.060E+00 3.68
1.576E+04 ! Tan et al. J. Phys. Chem. A 116(2012) 8431-8443
C2H50CHO+0O = PC2H40CHO+OH 5.384E+10 0.87
1.230E+04 !

C2H50CHO+0 = SC2H40OCHO+OH 1.469E+10 0.87
9.650E+03 !

C2H50CHO+0 = C2H50CO+O0OH 2.880E+02 3.32
7.280E+03 ! Tan et al. J. Phys. Chem. A 116(2012) 8431-8443
C2H50CHO+02 = PC2H40OCHO+HO2 4.000E+13 0.00
4.750E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+02 = SC2H40CHO+HO2 4.000E+13 0.00
4.750E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+02 = C2H50CO+HO2 2.000E+13 0.00
4.964E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+C2H3 = PC2H40CHO+C2H4 2.000E+11 0.00
1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+C2H3 = SC2H40CHO+C2H4 1.000E+11 0.00
1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+C2H5 = PC2H40CHO+C2H6 1.000E+11 0.00
1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
C2H50CHO+C2H5 = SC2H40CHO+C2H®6 1.000E+11 0.00
1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
PC2H40CHO = C2H4+0OCHO 7.930E+02 1.51
1.520E+04 ! Analogy to PC2H40H = C2H4+0H Xu 2009

PLOG/ 0.0013 7.930E+02 1.51 1.520E+04/

PLOG/ 1.0000 3.520E-34 11.84 -1.870E+04/

SC2H40CHO = CH3CHO+HCO 8.960E+13 -1.61
2.690E+04 ! Analogy to SC2H40H = CH3CHO+H Xu et al.

PLOG/ 0.0013 8.960E+13 -1.61 2.690E+04/

PLOG/ 1.0000 8.340E+27 -5.19 3.560E+04/

C2H50CO = C2H50+CO 8.691E+017 -1.810 13656.7 !'Nakamura
Combust. Flame 162 (2015) 1395

PLOG/ 0.0500 1.030E+003 1.290 25401.0/

PLOG/ 1.0000 4.090E+005 0.810 21969.1/

PLOG/ 10.0000 9.020E+014 -1.720 21767.5/



PLOG/ 100.0000 2.
C2H50CO = C2H5+C02

Combust. Flame 162 (2015
PLOG/ 0.0500 9.
PLOG/ 1.0000 1.
PLOG/ 10.0000 1.
PLOG/ 100.0000 8.
PC2H40CHO+H = C2H4+HOCHO
SC2H40CHO+H = C2H4+HOCHO
PC2H40CHO+CH3 = C3H6+HOC
SC2H40CHO+CH3 = C3H6+HOC

'Wenyu Sun et al. CnF2017:

better understanding of

825E+022 -3.440
8.691E+017 -1

) 1395
720E+012 -1.310
250E+016 -1.830
040E+018 -2.100
690E+017 -1.810
1.0E14
1.2E14
HO 2.0E12
HO 2.0E12

submechanism of ETHYL ACETATE EA
"Experimental and modeling efforts towards a

23592.4/
.810 13656.7 !Nakamura
9416.7/
11340.8/
12826.9/
13656.7/
0.000 0 !Estimated
0.000 0 !Estimated
0.000 0 !'Estimated
0.000 0 !Estimated

! the high-temperature combustion kinetics of C3-C5

ethyl esters”

EA = C2H4+CH3COOH
calculations

PLOG/ 0.0100 9
PLOG/ 0.1000 2
PLOG/ 1.0000 3
PLOG/ 10.0000 7
PLOG/ 100.0000 1
EA = CH3+CH3COOCH2
calculations

PLOG/ 0.0100 8
PLOG/ 0.1000 1
PLOG/ 1.0000 1
PLOG/ 10.0000 7
PLOG/ 100.0000 4
EA = C2H5+CH3CO2
calculations

PLOG/ 0.0100 1
PLOG/ 0.1000 6
PLOG/ 1.0000 1
PLOG/ 10.0000 7
PLOG/ 100.0000 2
EA = CH3+C2H50CO
calculations

PLOG/ 0.0100 1
PLOG/ 0.1000 4
PLOG/ 1.0000 3
PLOG/ 10.0000 1
PLOG/ 100.0000 5
EA = CH2CO+C2H50H
calculations

PLOG/ 0.0100 1
PLOG/ 0.1000 2
PLOG/ 1.0000 7
PLOG/ 10.0000 4
PLOG/ 100.0000 3
EA = CCOC (OH) *C
calculations

PLOG/ 0.0100 9

9.858E+39 -8
.858E+39 -8.394
.527E+32 -5.962
.168E+26 -4.085
.496E+19 -2.042
.360E+14 -0.303

8.061E+68 -17.
.061E+68 -17.088
.954E+69 -16.391
.673E+62 -13.734
.112E+451 -10.350
.183E+40 -6.874

1.757E+69 -17.
.757E+69 -17.129
.289E+70 -16.753
.595E+64 -14.209
.222E+53 -10.816
.440E+42 -7.260

1.809E+67 -17.
.809E+67 -17.033
.583E+69 -16.894
.040E+63 -14.459
.791E+53 -11.091
.605E+41 -7.522

1.478E+53 -12.
.478E+53 -12.787
.329E+45 -10.034
.7T43E+36 -7.230
.961E+29 -4.935
.945E+20 -2.160

9.832E+50 -12.
.832E+50 -12.384

.394

5.887E+04

.887E+04/
.659E+04/
.475E+04/
.228E+04/
.992E+04/
1.043E+05

SO O o1 O

(e¢]
[e¢]
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.073E+05/
.071E+05/
.043E+05/
.002E+05/
1.060E+05

e e

N
Ne]

.060E+05/
.093E+05/
.093E+05/
.066E+05/
.025E+05/
1.067E+05

e e e

w
w

.067E+05/
.103E+05/
.105E+05/
.079E+05/
.037E+05/
8.480E+04
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[ee]
~J

.480E+04/
.378E+04/
.176E+04/
.956E+04/
.596E+04/
7.940E+04

~J] -J 00 0O o

384

7.940E+04/

!Theoretical

!Theoretical

!Theoretical

!Theoretical

!Theoretical

!Theoretical



PLOG/ 0.1000 3.640E+41 -9.147 7.772E+04/

PLOG/ 1.0000 9.682E+32 -6.304 7.571E+04/

PLOG/ 10.0000 1.141E+27 -4.357 7.427E+04/

PLOG/ 100.0000 8.193E+16 -1.250 7.034E+04/

CCOC (OH) *C = CH2CO+C2H50H 3.288E+44 -9.948 5.212E+04 !Theoretical
calculations

PLOG/ 0.0100 3.288E+44 -9.948 5.212E+04/

PLOG/ 0.1000 1.367E+36 -7.240 4.971E+04/

PLOG/ 1.0000 1.271E+29 -5.000 4.753E+04/

PLOG/ 10.0000 1.891E+23 -3.171 4 .556E+04/

PLOG/ 100.0000 2.127E+16 -1.059 4.276E+04/

H+EA1=EA 1.0E+14 0.0 0.0

H+EA2=EA 1.0E+14 0.0 0.0

H+EAm=EA 1.0E+14 0.0 0.0

EA+H = EA1+H2 6.210E+10 1.19
9.890E+03 ! Wang et al. Chem. Phys. Lett. 616 C617(2014) 109-114
EA+H = EA2+H2 1.420E+10 1.22
6.070E+03 ! Wang et al. Chem. Phys. Lett. 616C617(2014) 109-114

EA+H = EAm+H2 1.440E+10 1.12
7.580E+03 ! Wang et al. Chem. Phys. Lett. 616C617(2014) 109-114
EA+OH = EA1+H20 6.810E+00 3.62 -
2.730E+02 ! Mendes et al. J. Phys. Chem. A 118(2014) 4889-4899

EA+OH = EA2+H20 2.680E+00 3.66 -
4.100E+03 ! Mendes et al. J. Phys. Chem. A 118(2014) 4889-4899

EA+OH = EAm+H20 4.530E+00 3.68 -
1.260E+03 ! Mendes et al. J. Phys. Chem. A 118(2014) 4889-4899
EA+CH3 = EA1+CH4 2.039E+09 1.09
1.342E+04 !

EA+CH3 = EA2+CH4 5.409E+00 3.80
7.160E+03 !

EA+CH3 = EAm+CH4 6.750E-01 3.80

7.160E+03 ! Tan et al. J. Phys. Chem. A 119(2015) 6377-6390, methyl
acetate

EA+HO2 = EA1+H202 4.110E-01 3.98
9.420E+03 ! Mendes et al. J. Phys. Chem. A 117(2013) 14006-14018
EA+HO2 = EA2+H202 3.780E-05 4.90
5.380E+03 ! Mendes et al. J. Phys. Chem. A 117(2013) 14006-14018
EA+HO2 = EAm+H202 4.440E-03 4.41
7.920E+03 ! Mendes et al. J. Phys. Chem. A 117(2013) 14006-14018
EA+O = EA1+OH 2.127E+05 2.88
1.298E+04 !

EA+O = EA2+0H 1.661E+05 2.86
9.370E+03 !

EA+O = EAm+OH 2.060E+04 2.86

9.370E+03 ! Tan et al. J. Phys. Chem. A 119(2015) 6377-6390, methyl
acetate

EA+02= EA1+HO2 3.000E+13 0.00
5.229E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+02 = EA2+HO2 2.000E+13 0.00
4.820E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+02 = EAm+HO2 2.500E+12 0.00
4.820E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+C2H3 = EA1+C2H4 3.015E+02 3.30
1.050E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+C2H3 = EA2+C2HA4 1.808E+00 3.46
2.611E+03 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+C2H3 = EAm+C2H4 1.000E+11 0.00

1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913



EA+C2H5 = EA1+C2H6 4.520E-01 3.65
9.141E+03 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913

EA+C2H5 = EA2+C2H6 1.084E+00 3.46
5.962E+03 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913
EA+C2H5 = EAm+C2HG6 1.000E+11 0.00

1.040E+04 ! Yang et al. Phys. Chem. Chem. Phys. 13(2011) 6901-6913

EA1 = C2H4+CH3CO2 7.930E+02 1.51 1.520E+04 ! Analogy to PC2H40H =
C2H4+0H Xu 2009
PLOG/ 0.0013 7.930E+02 1.51 1.520E+04/

PLOG/ 1.0000 3.520E-34 11.84 -1.870E+04/

EA2 = CH3CHO + CH3CO 8.960E+13 -1.61 2.690E+04 ! Analogy to SC2H40H
= CH3CHO+H Xu et al.

PLOG/ 0.0013 8.960E+13 -1.61 2.690E+04/

PLOG/ 1.0000 8.340E+27 -5.19 3.560E+04/

EAm = CH2CO + C2H50 2.43E+11 -1.44 43150 ! Analogy to the
decomposition of CH3COOCHZ2 Felsmann et al. Proc. Combust. Inst. 36 (2016)
PLOG /1.000 1.06E+37 -7.82 55678/

PLOG /10.00 1.40E+41 -8.47 61646/

PLOG /100.0 1.79E+40 -7.75 66910/

CH3COOCH2 = CH2CO+CH30 2.43E+11 -1.44 43150 ! Felsmann et
al. Proc. Combust. Inst. 36 (2017)

PLOG /0.010 2.43E+11 -1.44 43150/

PLOG /0.158 2.05E+28 -5.77 49788/

PLOG /1.000 1.06E+37 -7.82 55678/

PLOG /10.00 1.40E+41 -8.47 61646/

PLOG /100.0 1.79E+40 -7.75 66910/

- submechanism of acetic acid CH3COOH

'Wenyu Sun et al. CnF2017: "Experimental and modeling efforts towards a
better understanding of

! the high-temperature combustion kinetics of C3-C5
ethyl esters"

!CH3COOH=>CH3+CO2+H already included in reaction base below

CH3COOH = CH3+HOCO 2.308E+60 -14.002 1.081E+05 ! Theoretical
calculations

PLOG/ 0.0100 2.308E+60 -14.002 1.081E+05/

PLOG/ 0.1000 4.444E+63 -14.422 1.108E+05/

PLOG/ 1.0000 1.602E+62 -13.610 1.122E+05/

PLOG/ 10.0000 3.358E+56 -11.680 1.112E+05/

PLOG/ 100.0000 1.121E+47 -8.748 1.075E+05 /

CH3COOH = CH2CO+H20 5.571E+58 -13.629 9.538E+04 ! Theoretical
calculations

PLOG/ 0.0100 5.571E+58 -13.629 9.538E+04/

PLOG/ 0.1000 1.466E+54 -12.021 9.581E+04/

PLOG/ 1.0000 3.352E+44 -9.069 9.219E+04/

PLOG/ 10.0000 3.010E+32 -5.515 8.605E+04/

PLOG/ 100.0000 5.708E+22 -2.667 8.080E+04/

CH3COOH = CH4+CO02 2.237E+54 -12.299 9.030E+04 ! Theoretical
calculations

PLOG/ 0.0100 2.237E+54 -12.299 9.030E+04/

PLOG/ 0.1000 1.007E+48 -10.236 8.871E+04/

PLOG/ 1.0000 1.037E+40 -7.780 8.550E+04/

PLOG/ 10.0000 1.602E+31 -5.143 8.129E+04/

PLOG/ 100.0000 4.427E+22 -2.614 7.686E+04/

CH2C (OH) 2 = CH3COOH 5.012E+57 -14.142 6.042E+04 ! Theoretical

calculations



PLOG/ 0.0100 5.012E+57 -14.142 6.042E+04/

PLOG/ 0.1000 4.388E+53 -12.608 6.099E+04/

PLOG/ 1.0000 2.013E+47 -10.472 6.008E+04/

PLOG/ 10.0000 6.846E+36 -7.236 5.605E+04/

PLOG/ 100.0000 1.831E+24 -3.486 4.991E+04/

CH2C (OH) 2 = CH2CO+H20 2.640E+45 -10.427 5.440E+04 ! Theoretical
calculations

PLOG/ 0.0100 2.640E+45 -10.427 5.440E+04/

PLOG/ 0.1000 5.156E+45 -10.180 5.717E+04/

PLOG/ 1.0000 1.584E+41 -8.595 5.709E+04/

PLOG/ 10.0000 1.050E+31 -5.457 5.309E+04/

PLOG/ 100.0000 2.498E+19 -1.999 4.732E+04/
CH3COOH+H=CH3CO2+H2 1.790E+06 2.30
1.52E+04 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+H=CH2COOH+H2 1.680E+04 2.90
7.38E+03 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+0O = CH2COOH+OH 2.300E+04 2.93
7.04E+03 ! Tan et al. J. Phys. Chem. A 119(2015) 6377-6390 theoretical
calculation

CH3COOH+0O = CH3CO2+0H 8.500E+05 2.10
9.88E+03 ! Marshall and Glarborg Proc. Combust. Inst. 35(2015) 153-160
theoretical calculation for HOCHO *5

CH3COOH+OH=CH3CO2+H20 1.060E-04 4.80 -
3.95E+03 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
CH3COOH+QOH=CH2COOH+H20 2.202E+00 3.80 -
7.25E+02 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
CH3COOH+HO2 = CH3CO2+H202 1.410E-02 4.20
2.09E+04 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+HO2 = CH2COOH+H202 4.020E-06 5.30
1.52E+04 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+CH3 = CH3CO2+CH4 9.300E+01 3.00
1.08E+04 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+CH3 = CH2COOH+CH4 2.140E-01 4.00
8.22E+03 ! Mendes et al. J. Phys. Chem. A 118(2014) 12089-12104
theoretical calculation

CH3COOH+02 = CH2COOH+HO2 1.260E+13 0.00
4.90E+04 ! Leplat et al. Combust. Flame 159(2012) 493-499 estimated
CH2COOH = CH2CO+O0OH 4.000E+12 0.00
2.91E+04 ! Leplat et al. Combust. Flame 159(2012) 493-499

CH2COOH+H = CH2CO+H20 1.000E+14 0.00 0
! Christensen et al. Combust. Flame 170(2016) 12-29 estimated

CH3CO2+H = CH2CO+H20 1.000E+14 0.00 0
! Christensen et al. Combust. Flame 170(2016) 12-29 estimated

EA1+H = C2H4+CH3COOH 1.000E+14 0.00 0
EA2+H = C2H4+CH3COOH 1.200E+14 0.00 0
EAm+H = C2H4+CH3COOH 1.000E+13 0.00 0
EA1+CH3 = C3H6+CH3COOH 2.000E+12 0.00 0
EA2+CH3 = C3H6+CH3COOH 2.000E+12 0.00 0
EAm+CH3 = C2H4+C2H5COOH 1.000E+12 0.00 0

submechanism of AA and CC (0O)OCCO

.00

.00

.00
.00
.00
.00
.00
.00



CH3CO2+CH3CO<=>AA

!Gao et al. CPC 203(2016)212-225
AA=>CH3COOH+CH2CO

3.46E04 11996AKA/SAT1237-1241
AA+QOH=>CH3CO02+CH2CO+H20

4.4500E+02 las ACETONE
AA+H=>CH3CO2+CH2CO+H2

5.1600E+03 las ACETONE
AA+0O=>CH3C0O2+CH2CO+0OH

4.8900E+03 las ACETONE
AA+CH3=>CH3CO2+CH2CO+CH4
9.7840E+03 las ACETONE
AA+CH30=>CH3C02+CH2CO+CH30H
6.4600E+03 las ACETONE
AA+02=>CH3C0O2+CH2CO+HO2

4.8500E+04 las ACETONE
AA+HO2=>CH3C02+CH2CO+H202
2.0460E+04 las ACETONE
AA+CH302=>CH3C02+CH2CO+CH302H
2.0460E+04 las ACETONE

CC (0) OCCO=>HOCH2CHO+CH2CO

3.46E04 'as AA=>CH3COOH+CH2CO/
HOCH2CHO+0OH=>H20+CO+CH20H
6.1900E+02

H+R61C4H70EZ=EVE

2

!as CH3CHO+OH<=>CH3CO+H20

submechanism of EVE

1.0E+14 0.0
H+R51C4H70EZ=EVE 1.0E+14 0.0
H+R56C4H70EV=EVE 1.0E+14 0.0
H+R57C4H70EV=EVE 1.0E+14 0.0
EVE=CH3CHO+C2H4 4.56E+01 3.0
EVE+02=H0O2+R51C4H70EZ 2.1E+0013 0.00
EVE+02=HO2+R61C4H70EZ 1.4E+0013 0.00
EVE+H=R61C4H70EZ+H2 4.80E+08 1
EVE+0=R61C4H70EZ+OH 3.40E+08 1
EVE+OH=R61C4H70EZ+H20 2.40E+06 2
EVE+CH3=R61C4H70EZ+CH4 1.62E+06 1
EVE+HO2=R61C4H70EZ+H202 2.80E+04 2
EVE+HCO=CHZ20+R61C4H70EZ 1.0E+40007 1
EVE+CH20H=CH30H+R61C4H70EZ 6.0E+0001 2
EVE+CH30=CH30H+R61C4H70EZ 1.5E+0011 O
EVE+CH302=CH302H+R61C4H70EZ 3.0E+0012 O
EVE+C2H5=C2H6+R61C4H70EZ 2.0E+0011 O
EVE+H=R51C4H70EZ+H2 7.20E+08
EVE+0=R51C4H70EZ+OH 5.10E+08
EVE+OH=R51C4H70EZ+H20 3.60E+06
EVE+CH3=R51C4H70EZ+CH4 2.43E+06
EVE+HO2=R51C4H70EZ+H202 4.20E+04
EVE+HCO=CH20+R51C4H70EZ 1.0E+0005
EVE+CH20H=CH30H+R51C4H70EZ 9.9E+0001
EVE+CH30=CH30H+R51C4H70EZ 1.6E+0011
EVE+CH302=CH302H+R51C4H70EZ 6.0E+0012
EVE+C2H5=C2H6+R51C4H70EZ 3.0E+0011

EVE+H=R56C4H70EV+H2

0
0

O O O O

5
4

.5
.5
.0
.87
.69
.900
.950
.000
.000
.000

oo N NDNDEDNRE R

a1 o

.87
.69
.50
.95
.00
.00
.00

4.1E+05 2.5 9790.0

O O O O

41366.32
2033.0
5869.2

3356.
1050.
-2158.
6876.

1442
1700
1200

450
1750
1100

905
763
222
125
196
18500
14000
7300.
20000
13500

0
0
0
0
0

'EXGAS

.58E12

.250E+05

.800E+05

.130E+11

.960E+11

.340E+11

.030E+13

.700E+13

.700E+13

.90E+11

.37E+12

.53E+13 -0.

!
! BI
! BI

-
8

[@ NN INE)|

7.
0.
0.
0.
0.
0.

! ME
! ME
! ME
! ME
' ME

OO OO O

9.
1.1

7.9

78.8
91.6
.0 !
.0 !
0o !
.0 !
.0 !

w

13

.483

.430

.110E-01

.000

.000

.000

.000

.000

.000

79
81
83
85
87

CN
CN
CN
CN
CN

ME 78 CN
ME 80 CN
ME 82 CN

ME 84 CN
ME 86 CR



EVE+0=R56C4H70EV+0OH
EVE+OH=R56C4H70EV+H20
EVE+CH3=R56C4H70EV+CH4

EVE+H=R57C4H70EV+H2
EVE+0O=R57C4H70EV+0OH
EVE+OH=R57C4H70EV+H20
EVE+CH3=R57C4H70EV+CH4

EVE+OH=C2H50+C2H30H
EVE+0=C2H50+CH2CHO
EVE+CH3=C2H50+C3H6
EVE+CH3=C2H5CHO+C2H5
EVE+C2H5=C4H8-1+C2H50

EVE=C2H30H+C2H4
EVE=C2H50H+C2H2
EVE=C4H801-3
EVE=C4H802-3
EVE=NC3H7CHO
CH3+R62C3H50EZ=EVE
EVE=C2H5+CH2CHO
C2H50+C2H3=EVE

R51C4H70EZ=R56C4H70EV
MARCO
R51C4H70EZ=R57C4H70EV
MARCO
R51C4H70EZ=CH2CHO+C2H4
abinitio TS
R56C4H70EV=R61C4H70EZ
R56C4H70EV=C2H5+CH2CO
R57C4H70EV=R61C4H70EZ
R57C4H70EV=C2H50+C2H2
R61C4H70EZ=C2H3+CH3CHO
MARCO N

C20C20A-B<=>C2H50+CH2CHO

DEE/2

C20C20A-B=>C2H5+CH20+HCO

DEE/2

C20C20A-B+H=>H2+C2H4+HCO+CH20

DEE/2

C20C20A-B+H=>H2+CH3CHO+CH2CHO

DEE/2

C20C20A-B+0OH=>H20+C2H4+HCO+CH20

DEE/2

C20C20A-B+0OH=>H20+CH3CHO+CH2CHO

DEE/2

C20C20A-B+CH3=>CH4+C2H4+HCO+CH20

DEE/2

C20C20A-B+CH3=>CH4+CH3CHO+CH2CHO

DEE/2

C20C20A-B+HO2=>H202+C2H4+HCO+CH20

DEE/2

C20C20A-B+HO2=>H202+CH3CHO+CH2CHO

DEE/2

6.0E+10 0.7 7630.0 !EXGAS
1.1E+06 2.0 1450.0 !EXGAS
0.98 3.5 11700.0 !EXGAS
8.2E+05 2.5 12280.0 !EXGAS
12.0E+10 0.7 8960.0 !EXGAS
2.2E+06 2.0 2780.0 |EXGAS
1.36 3.5 12900.0 !EXGAS
1.37E+12 0 -1040 !EXGAS
6.00E+4 0 -1130 !'EXGAS
9.64E+10 0 8000 !EXGAS
1.69E+11 0 7400 !'EXGAS
1.00E+11 0 7250 !'EXGAS
1.26E+03 2.85 51690.00
3.6E+0013 0.000 59000.0 !
2.00E+10 0.0 5120.0
2.00E+10 0.0 5000.0
1.64e+03 2.88 34080.0
1.21E13 0.0 0.0 !
1.0E+15 0.0 65780.0
7.21E+12 0.1 -190.0
2.9E+0008 1.000
5.7E+0008 1.000
9.82E+09 0.93 1
3.3E+0009 1.000
8.5E+0012 0.000 2
3.3E+0009 1.000
8.5E+0012 0.000 2
2.00E+13 0.00 2
submechanism of C20C20A-B
6.20E+24 -2.29
6.20E+24 -2.29
7.20E+08 1.5
9.60E+08 1.5
3.60E+06 2.00
2.40E+06 2.00
2.43E4+06 1.87
1.62E+06 1.87
4 .20E+04 2.69
2.80E+04 2.69

'RMG
MD 2 CN
!'RMG RULE!
!RMG RULE!
!RMG RULE!
1987TSA471
!Rosenfeld, 1977
'RMG
16940.0 ! IS 8 KB
14040.0 ! IS 9 KB
7132.72 ! MARCO
42640.0 ! IS 13 KB
8000.0 ! DE 27 CN
16540.0 ! IS 14 KB
8000.0 ! DE 28 CN
.40E+04 ! DE 31
0 85330.0 'As
0 85330.0 'As
7271.364087 'As
3436.991893 'As
856.0492976 'As
-2093.467775 'As
10796.36409 'As
©6961.991893 'As
19531.25916 'As
15991.83867 'As



C20C20A-B+02=>H02+C2H4+HCO+CH20
DEE/2
C20C20A-B+02=>H0O2+CH3CHO+CH2CHO
DEE/2
C20C20A-B+H=>H2+C2H50+CH2CO
'EXGAS RULE
C20C20A-B+OH=>H20+C2H50+CH2CO
'EXGAS RULE
C20C20A-B+CH3=>CH4+C2H50+CH2CO
!EXGAS RULE
C20C20A-B+HO2=>H202+C2H50+CH2CO
!EXGAS RULE
C20C20A-B+0=>0OH+C2H50+CH2CO
'EXGAS RULE

.1E+013

L4E+013

.2E+06

.1E+06

.0E+11

.0E+12

.0E+13

e submechanism of C20C20A-2

C20C20A-2+H=>H2+CH20+R62C3H50EZ
MTHF
C20C20A-2+H=>H2+CH3CHO+CH2CHO
MTHF
C20C20A-2+H=>H2+C2H4+CH3CO2
MTHF

C20C20A-2+0OH=>H20+CH20+R62C3H50EZ
MTHF
C20C20A-2+0OH=>H20+CH3CHO+CH2CHO
MTHF
C20C20A-2+0H=>H20+C2H4+CH3CO2
MTHF

C20C20A-2+CH3=>CH4+CH20+R62C3H50EZ
MTHF
C20C20A-2+CH3=>CH4+CH3CHO+CH2CHO
MTHF
C20C20A-2+CH3=>CH4+C2H4+CH3CO02
MTHF

C20C20A-2+H0O2=>H202+CH20+R62C3H50EZ
MTHF
C20C20A-2+H02=>H202+CH3CHO+CH2CHO
MTHF
C20C20A-2+H02=>H202+C2H4+CH3CO2

! As MTHF

C20C20A-2+02=>H0O2+CH20+R62C3H50EZ
! RMG
C20C20A-2+02=>H0O2+CH3CHO+CH2CHO
!As THF
C20C20A-2+02=>H02+C2H4+CH3CO2

' RMG

R62C3H50EZ=C2H3+CH20

|EXGAS

4.

e submechanism of C20C20B-2

C20C20B-2=PC2H40H+CH2CHO
2011
C20C20B-2=CH2CHO+C2H50
2011

3.54813E+55

4.46684E+55

20E+07

.30E+07

.70E+08

.60E+06

.40E+06

.20E+06

.00E+02

.70E+02

.90E+02

.66E+02

.79E+00

.52E+02

.03E+13

.00E+13

.94E+13

.0E+13

.00

.000

.96

.87

.69

.00

.00

.00

.02

.95

.91

.47

.53

-12.72 78800

-12.72 78400

53033.1 'As
46869.2 !As
2400
-1870
7900
14000
3280
9400 ! As
3300 ! As
2200 ! As
1724 ! As
-2937 ! As
-3331 ! As
10900 ! As
6600 ! As
5300 ! As
17080 ! As
7890 ! As
3.37 13700.00
0.0 53403
0.00 46247.3
0 51731
0.00 24000.0
'Yang et al.
'Yang et al.



C20C20B-2+H=>H2+C2H4+CH20+HCO 5.00E+06 2.36
C20C20B-2+0OH=>H20+C2H4+CH20+HCO 9.60E+06 2.00
C20C20B-2+CH3=>CH4+C2H4+CH20+HCO 4.00E+02 3.24
C20C20B-2+H02=>H202+C2H4+CH20+HCO 11.20E+04 2.69

C20C20B-2+02=>H02+C2H4+CH20+HCO 4.0E+13

0.000

e submechanism of C20C20A-1

C20C20A-1+0OH=>CH3CHO+CH2CHO+H20
!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1+H=>CH3CHO+CH2CHO+H2

!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1+0=>CH3CHO+CH2CHO+OH

!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1+H0O2=>CH3CHO+CH2CHO+H202
!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1+CH302=>CH3CHO+CH2CHO+CH302H
!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1+CH3=>CH3CHO+CH2CHO+CH4
!As 2-methyl-oxetane x2!Aramco2013
C20C20A-1<=>CH3CHO+CH3CHO

10.00E+012

10.00E+012

10.00E+012

2.000E+013

2.000E+013

4.000E+011

6.78E+14

400
-20
760

15

47021.9

0.

0.0
95

0.0
990

000

.000

.000

.000

.000

.000

.000

!As THPx2
'As THPx2
!As THPx2
!As THPx2
!As THPx2

0.0

0.0

0.0

15000.0

19000.0

10000.0

5.96E+04

——————— submechanism of C2H50C2H40H-A and C2H50C2H40H-B

C2H50C2H40H-A+02=>CH3COOH+C2H5+HO2
!RMG-RULE RATES
C2H50C2H40H-A+0OH=>CH3COOH+C2H5+H20
!RMG-RULE RATES
C2H50C2H40H-A+H=>CH3COOH+C2H5+H2
!RMG-RULE RATES
C2H50C2H40H-A+HO2=>CH3COOH+C2H5+H202
'RMG-RULE RATES

C2H50C2H40H-A+02=>CH3CHO+SC2H40H+HO2
las DEE+02<=>H02+C2H50C2H4-A
C2H50C2H40H-A+0OH=>CH3CHO+SC2H40H+H20
las DEE+OH<=>H20+C2H50C2H4-A
C2H50C2H40H-A+H=>CH3CHO+SC2H40H+H2

las DEE+H<=>H2+C2H50C2H4-A
C2H50C2H40H-A+HO2=>CH3CHO+SC2H40H+H202
las DEE+HO2<=>H202+C2H50C2H4-A

C2H50C2H40H-B+OH=>CH3CHO+PC2H40H+H20
DEE+OH<=>H20+C2H50C2H4-A
C2H50C2H40H-B+0OH=>C2H30H+C2H50+H20
DEE+OH<=>H20+C2H50C2H4-A
C2H50C2H40H-B+H=>CH3CHO+PC2H40H+H2
DEE+H<=>H2+C2H50C2H4-A
C2H50C2H40H-B+H=>C2H30H+C2H50+H2
DEE+H<=>H2+C2H50C2H4-A
C2H50C2H40H-B+02=>CH3CHO+PC2H40H+HO2
DEE+02<=>H02+C2H50C2H4-A
C2H50C2H40H-B+02=>C2H30H+C2H50+H02
DEE+02<=>HO2+C2H50C2H4-A
C2H50C2H40H-B+HO2=>CH3CHO+PC2H40H+H202
DEE+HO2<=>H202+C2H50C2H4-A
C2H50C2H40H-B+HO2=>C2H30H+C2H50+H202
DEE+HO2<=>H202+C2H50C2H4-A

9.68932e+04

1.15136e+01

9.03078e-01

2.70648e+07

2.800E+13

2.26E+03

1.10E+07

8.95E-04

.26E+03 2.
.26E+03 2.
.10E+07 2.
.10E+07 2.
.800E+13 0.
.800E+13 0.
.95E-04 4.
.95E-04 4.

2.50517 50670.91
3.39228 -10578.93
3.94623 -1493.739
1.52780 15641.062
0.0 46661.5
2.93 -4.04E+03
2.17 3.600E+03
4.6 4320
93 -4.04E+03 !as
93 -4.04E+03 !as
17 3.600E+03 !as
17 3.600E+03 !as
0 46661.5 las
0 46661.5 las
6 4320 las
6 4320 las



e submechanism of C2H50CH2CHO

CH2CHO+C2H50<=>C2H50CH2CHO 2.05E+13 0.0 -131

! 1991TSA221-273

C2H50CH2CHO<=>C2H30H+CH3CHO 4.56E+01 3.0 41366.32
las EVE

C2H50CH2CHO+0OH=>CO+R52C3H70E+H20 2.300E+10 0.73 -1100.0
! As acetaldehyde

C2H50CH2CHO+H=>H2+CO+R52C3H70E 1.31E+5 2.58 1220.0
! As acetaldehyde

C2H50CH2CHO+CH3=>CO+R52C3H70E+CH4 2.0E-6 5.6 2.5E+3
! As acetaldehyde

C2H50CH2CHO+0=>C0O+R52C3H70E+OH 1.4E+13 0. 2.3E3

! As acetaldehyde

C2H50CH2CHO+02=>C0O+R52C3H70E+HO2 3.01E13 0. 3.91E4
! As acetaldehyde

C2H50CH2CHO+HO2=>CO+R52C3H70E+H202 1.0E12 0. 10.0E3

! As acetaldehyde

IR IR R e S Sb b b R e S S S S S S b b e S S db b e S S b b b I Sb b b S e S S b S S S b b b e S S Ib b e S S b b b S S 2 2b 4
R IR i I I db b db b Sb i Sb b db b Sb b db i db b 2b I db b 2b i db b db i db I 2 i O ol |
IR IR R e S S b b R e S S S I b S S b e S S db b e S S b b I Sb b S S S S b S S S b b b e S S Ib b S S S b b b S S 4 2b 4

R IR I I db b db e Sb b Sb b Ib i Sb b db i Sb b 2b i db I 2b i db b 2b i 2b b 2 i O il |

! Core mechanism
! NUI-Galway group : Bugler et al. PROCI 36 (2017) 441-448

l************************************************************************
R I S b b b I S S S I S S b b S S S db I S S b b b I S S O O |
| A Ak A A A A A A A A AR AR AR AR AR A A AR A A AR A A AR A A A A A A A A A A A A A A A A Ak Ak A h kA hk kA hk ko khk, k%%

R R R R I I R I I I b I S I R I b b b I b I b I b b b I 2 b 2 i db |

H2+M<=>H+H+M
+4.5770000E+019 -1.4000000E+000 +1.0440000E+005
H2 / 2.500 / H20 / 12.000 / CcO / 1.900 / co2 / 3.800 / HE / 0.830 / CH4
/ 2.000 / C2H6 / 3.000 /
H2+0<=>H+0H
+5.0800000E+004 +2.6700000E+000 +6.2920000E+003
H2+0OH<=>H+H20
+4.3800000E+013 +0.0000000E+000 +6.9900000E+003
0+0+M<=>02+M
+6.1650000E+015 -5.0000000E-001 +0.0000000E+000
H2 / 2.500 / H20 / 12.000 / AR / 0.830 / CO / 1.900 / CcO2 / 3.800 / HE /
0.830 / CH4 / 2.000 / C2H6 / 3.000 /
02+H<=>0+0H
+1.0400000E+014 +0.0000000E+000 +1.5286000E+004
H+OH+M<=>H20+M
+3.5000000E+022 -2.0000000E+000 +0.0000000E+000
H2 / 0.730 / H20 / 3.650 / CH4 / 2.000 / C2H6 / 3.000 / AR / 0.380 /
O+H20<=>0H+0OH
+6.7000000E+007 +1.7040000E+000 +1.4986800E+004
O+H+M<=>0OH+M
+4.7140000E+018 -1.0000000E+000 +0.0000000E+000
H2 / 2.500 / H20 / 12.000 / AR / 0.750 / CO / 1.500 / CO2 / 2.000 / HE /
0.750 / CH4 / 2.000 / C2H6 / 3.000 /
H+0+M<=>0OHV+M
+1.5000000E+013 +0.0000000E+000 +5.9750000E+003
H2 / 1.000 / H20 / 6.500 / 02 / 0.400 / N2 / 0.400 / AR / 0.350 /
OHV+H20<=>0H+H20
+5.9300000E+012 +5.0000000E-001 -8.6000000E+002



OHV+H2<=>OH+H2
+2.9500000E+012
OHV+N2<=>0H+N2
+1.0800000E+011
OHV+OH<=>0H+0H
+6.0100000E+012
OHV+H<=>OH+H
+1.3100000E+012
OHV+AR<=>OH+AR
+1.6900000E+012
OHV<=>0OH
+1.4500000E+006
OHV+02<=>0H+02
+2.1000000E+012 +5
OHV+C02<=>0H+CO02
+2.7500000E+012 +5
OHV+CO<=>0H+CO
+3.2300000E+012 +5
OHV+CH4<=>0H+CH4
+3.3600000E+012 +5

+5.

+5.

+5.

+5.

+0.

+0.

0000000E-001

0000000E-001

0000000E-001

0000000E-001

0000000E+000

0000000E+000

.0000000E-001

.0000000E-001

.0000000E-001

.0000000E-001

H202 (+M) <=>0H+OH (+M)

+2.0000000E+012 +9
LOW /
+2.4900000E+024 -2
TROE /

.0000000E-001

.3000000E+000

030 +1.0000000E+030 /

H20 / 7.650 / CO2 / 1.600 / N2 / 1.500 / 02 / 1.200 / HE / 0.650 / H202
/ 7.700 / H2 / 3.700 / CO / 2.800 /

H202+H<=>H20+0H

+4.

+4.

.4400000E+002

.2420000E+003

.6400000E+002

.6700000E+002

.1350000E+003

.0000000E+000

.7800000E+002

.6800000E+002

.8700000E+002

.3500000E+002

8749000E+004

8749000E+004 /

+4.3000000E-001 +1.0000000E-

+2.4100000E+013 +0.0000000E+000 +3.9700000E+003

H202+H<=>H2+HO2

+2.1500000E+010 +1.

H202+0<=>0H+HO2

+9.5500000E+006 +2.

H202+0H<=>H20+HO2

+1.7400000E+012 +0.

DUP
H202+0H<=>H20+HO2

+7.5900000E+013 +0.

DUP
HO2+H<=>OH+OH
+7.0790000E+013
HO2+H<=>H2+02
+1.1402000E+010
HO2+0<=>0H+02
+3.2500000E+013
OH+HO2<=>H20+02
+7.0000000E+012
DUP
OH+HO2<=>H20+02

+4.5000000E+014 +0.

DUP
HO2+HO2<=>H202+02

+1.0000000E+014 +0.

DUP
HO2+HO02<=>H202+02

+1.9000000E+011 +0.

DUP

+0.

+1.

+0.

+0.

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0827000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

+6.

+3.

+3.

+7.

+2.

+5.

+0.

+1.

+1.

0000000E+003

9700000E+003

1800000E+002

2690000E+003

9500000E+002

5378000E+002

0000000E+000

.0929600E+003

0929600E+004

1040883E+004

.4089248E+003



H+02 (+M) <=>HO2 (+

M)

+4.6500000E+012 +4.4000000E-001 +0.0000000E+000

LOW /

+1.7370000E+019 -1.2300000E+000 +0.0000000E+000

TROE /

+6.

030 +1.0000000E+030 +1.0000000E+030 /

H2 / 1.300 / CO / 1.900 / CO2 / 3.800 / HE / 0.

0.500 / CH4 / 2.000 / C2H6 / 3.000 /

CO+0 (+M) <=>CO02 (+

M)

+1.3620000E+010 +0.0000000E+000 +2.3840000E+003

LOW /

+1.1730000E+024 -2.7900000E+000

H2 / 2.000 / H20 / 12.000 / CO

0.700 /
CO+0H<=>CO2+H
+7.0150000E+004
DUP
CO+0H<=>CO2+H
+5.7570000E+012
DUP
CO+HO2<=>C02+0H
+1.5700000E+005
CO+02<=>C02+0
+1.1190000E+012
H+C02<=>0CHO
+7.5000000E+013
HOCO<=>CO+0H
+6.3000000E+032
PLOG /

+2.

+2.

+0.

+0.

5.

0530000E+000

.6400000E-001

1800000E+000

0000000E+000

0000000E+000

9600000E+000

+4.1910000E+003
/ 1.750 / Cco2 /

-3.5570000E+002

+3.3180000E+002

+1.7940000E+004

+4.7700000E+004
+2.9000000E+004

+3.2470000E+004

+1.

008 +2.9300000E+000 +8.7680000E+003 /

PLOG /

+1.7700000E+003 +3.

PLOG /
+2.0200000E+013
PLOG /
+1.6800000E+018
PLOG /
+2.5000000E+024
PLOG /
+4.5400000E+026
PLOG /
+7.1200000E+028
PLOG /
+5.4800000E+029
PLOG /
+9.8900000E+031
PLOG /
+5.7400000E+033
PLOG /
+2.6100000E+033
PLOG /
+6.3000000E+032
HOCO<=>CO2+H
+1.8970000E+038
PLOG /
+4.7580000E+018
PLOG /
+2.2250000E+020

4000000E-001

.8700000E+000

.0500000E+000

.6300000E+000

.1200000E+000

.6000000E+000

.7000000E+000

.1900000E+000

.5300000E+000

.2900000E+000

.9600000E+000

.0470000E+000

.8170000E+000

.1490000E+000

+3.

+1.8076000E+004

+2.

+2.2755000E+004

+9.

+2.4323000E+004

+2.

+2.7067000E+004

+9.

+2.7572000E+004

+2.

+2.8535000E+004

+9.

+2.8899000E+004

+2.

+3.0518000E+004
+9
2068000E+004
+2

2231000E+004

+3.

+3.

+9.

+3.2470000E+004

+3.4240000E+004
+1

+1.7676000E+004

+3.

+1.9037000E+004

/

7000000E-001 +1.0000000E-

640 / H20 / 10.000 / AR /

/

3.600 / AR / 0.700 / HE /

0000000E-003 +1.5500000E-

0000000E-003
g6000OOE—OO2
é7000OOE—OO2
g6lOOOOE—OOl
é69000OE—OOl
g607000E+OOO
é69000OE+OOO
g607000E+001
/

.8690000E+001

/

.9607000E+002

/
8690000E+002

/

.0000000E-003

/
0000000E-003

/



PLOG /

+7.5640000E+021 -4
PLOG /
+9.1070000E+024 -5
PLOG /
+3.1440000E+029 -6
PLOG /
+1.1500000E+032 -7
PLOG /
+1.0690000E+036 -8
PLOG /
+2.4380000E+036 -8
PLOG /
+6.6630000E+035 =7
PLOG /
+1.7230000E+038 -8
PLOG /
+3.0070000E+041 -9
PLOG /
+6.7670000E+036 -7
PLOG /

+1.8970000E+038 -8

.4340000E+000

.1890000E+000

.3760000E+000

.0370000E+000

.1070000E+000

.1530000E+000

.9190000E+000

.5060000E+000

.2900000E+000

.8320000E+000

.0470000E+000

CH3+H (+M) <=>CH4 (+M)

+1.2700000E+016 -6
LOW /
+2.4770000E+033 -4
TROE /
+7.4000000E+001 +2

.3000000E-001

.7600000E+000

.9410000E+003 +6.
H2 / 2.000 / H20 / 6.000 / AR / 0.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+3.

+3.

+3.

+3.

+3.

+2.

+9.

0325000E+004
+2
2419000E+004

+9.

5233000E+004
+2
6662000E+004

+9.

9064000E+004

+2.

9336000E+004

+9.

9217000E+004

+2.

1273000E+004

+9.

3966000E+004

+2.

1613000E+004

+9.

4240000E+004

8300000E+002

4400000E+003

+7.

9640000E+003

2.000 / C2H6 / 3.000 / HE / 0.700 /

CH4+H<=>CH3+H2
+6.1400000E+005 +2
CH4+0<=>CH3+0H

+1.0200000E+009 +1.

CH4+0OH<=>CH3+H20

+5.8300000E+004 +2.

CH4+HO2<=>CH3+H202

+1.6950000E+001 +3.

.5000000E+000 +9

5000000E+000 +8

6000000E+000 +2

7400000E+000 +2

CH4+CH302<=>CH3+CH302H
001 +3.7700000E+000 +1.7810000E+004

CH3+HO2<=>CH4+02
+1.1600000E+005 +2
CH4+CH2<=>CH3+CH3
+2.4600000E+006 +2
CH2 (S) +N2<=>CH2+N2
+1.5000000E+013 +0
CH2 (S) +AR<=>CH2+AR
+9.0000000E+012 +0

.2300000E+000 -3
.0000000E+000
.0000000E+000

.0000000E+000

CH2 (S) +H20<=>CH2+H20

+3.0000000E+013 +0
CH2 (S) +CO<=>CH2+CO
+9.0000000E+012 +0

.0000000E+000

.0000000E+000

CH2 (S) +C02<=>CH2+CO02

+7.0000000E+012 +0
CH2 (S) +02=>H+OH+CO
+2.8000000E+013 +0
CH2 (S) +02<=>CO+H20
+1.2000000E+013 +0

.0000000E+000

.0000000E+000

.0000000E+000

+8.

+6.

+6.

+0.

+0.

+0.

+0.

+0.

.5870000E+003

.6000000E+003

.1900000E+003

.1010000E+004

.0220000E+003

2700000E+003

0000000E+002

0000000E+002

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

700 / co / 1.

9000000E-003
/

.9600000E-002

/
8700000E-002
/

.9610000E-001

/
8690000E-001

/
9607000E+000

/
8690000E+000

/
9607000E+001

/
8690000E+001

/
9607000E+002
/
8690000E+002
/

/
8300000E-001

/

500 / CoO2 / 2.000 / CH4 /

+9.6000000E-



CH2 (S) +O<=>CO+H2
+1.5000000E+013 +0.
CH2 (S) +O<=>HCO+H
+1.5000000E+013 +0.
CH2 (S) +H2<=>CH3+H
+7.0000000E+013 +0.
CH2 (S) +H<=>CH+H2
+3.0000000E+013 +0.
CH2 (S) +OH<=>CH20+H
+3.0000000E+013 +0.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +0.

CH2 (S) +C02<=>CH20+CO

+1.4000000E+013 +0.
CH2+H (+M) <=>CH3 (+M)
+2.5000000E+016 -8.
LOW /

+3.2000000E+027 -3.
TROE /

+7.8000000E+001 +1.

0000000E+000 +0.

0000000E-001 +0.

1400000E+000 +1.

9950000E+003 +5.

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

2300000E+003

+6.8000000E-001

5900000E+003

H2 / 2.000 / H20 / 6.000 / AR / 0.700 / CO / 1
2.000 / c2H6 / 3.000 / HE / 0.700 /

CH2+02<=>HCO+0OH
+1.0600000E+013 +0.
CH2+02=>CO2+H+H
+2.6400000E+012 +0.
CH2+0=>CO+H+H
+5.0000000E+013 +0.
CH2+H<=>CH+H2
+3.0000000E+013 +0.
CH2+0OH<=>CH+H20
+1.1300000E+007 +2.
CHV+AR<=>CH+AR
+4.0000000E+011 +5.
CHV+H20<=>CH+H20
+5.3000000E+013 +0.
CHV+CO<=>CH+CO
+2.4400000E+012 +5.
CHV+C0O2<=>CH+CO02

0000000E+000 +1

0000000E+000 +1.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +3.

0000000E-001 +0.

0000000E+000 +0.

0000000E-001 +0

.5000000E+003

5000000E+003

0000000E+000

0000000E+000

0000000E+003

0000000E+000

0000000E+000

.0000000E+000

001 +4.3000000E+000 -1.6940000E+003

CHV+02<=>CH+02
+2.4800000E+006 +2.
CHV+H2<=>CH+H2
+1.4700000E+014 +0.
CHV+CH4<=>CH+CH4
+1.7300000E+013 +0.
CHV<=>CH
+1.8600000E+006 +0.
CHV+N2<=>CH+N2
+3.0300000E+002 +3.
C+H+M<=>CHV+M
+6.0000000E+014 +0.
CH+02<=>CO+0OHV
+4.0400000E+013 +0.
CH+02<=>HCO+0
+3.3000000E+013 +0.
CH+0<=>CO+H
+5.7000000E+013 +0.
CH+H<=>C+H2
+1.1000000E+014 +0.

1400000E+000 -1

0000000E+000 +1.

0000000E+000 +1.

0000000E+000 +0.

4000000E+000 -3.

0000000E+000 +6.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +0.

0000000E+000 +0.

.7200000E+003

3610000E+003

6700000E+002

0000000E+000

8100000E+002

9400000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

/
/

.500 / co2 / 2.000 / CH4 /

+2.4100000E-



CH+OH<=>HCO+H

+3.0000000E+013 +0.0000000E+00QO0
CH+H20<=>H+CH20

+1.7740000E+016 -1.2200000E+000
CH+C0O2<=>HCO+CO

+1.7000000E+012 +0.0000000E+00QO0
C+0OH<=>CO+H

+5.0000000E+013 +0.0000000E+00O0
C+02<=>C0+0

+5.0000000E+013 +0.0000000E+000

CH3+02 (+M) <=>CH302 (+M)
+7.8120000E+009 +9.0000000E-001
LOW /

+6.8500000E+024 -3.0000000E+000
TROE /

+1.0000000E+003 +7.0000000E+001
CH3+02<=>CH30+0

+7.5460000E+012 +0.0000000E+000
CH3+02<=>CH20+0H
+2.6410000E+000 +3.2830000E+000
CH3+0<=>CH20+H

+5.5400000E+013 +5.0000000E-002
CH3+0OH<=>CH2 (S) +H20
+4.9360000E+014 -6.6900000E-001

PLOG /

+4.9360000E+014 -6.6900000E-001
PLOG /

+1.2070000E+015 -7.7800000E-001
PLOG /

+5.2820000E+017 -1.5180000E+000
PLOG /

+4.7880000E+023 -3.1550000E+000
PLOG /

+8.4330000E+019 -1.9620000E+000
CH3+0OH<=>CH20+H2
+3.5020000E+005 +1.4410000E+000
PLOG /

+3.5020000E+005 +1.4410000E+000
PLOG /

+8.8540000E+005 +1.3270000E+000
PLOG /

+1.6500000E+007 +9.7300000E-001
PLOG /

+5.3740000E+009 +2.8700000E-001
PLOG /

+9.4940000E+018 -2.1990000E+000

CH3+0OH<=>CH20H+H
+1.6210000E+010 +9.
PLOG /
+1.6210000E+010 +9.
PLOG /
+1.8070000E+010
PLOG /
+4.6860000E+010
PLOG /
+1.5250000E+013
PLOG /
+3.5900000E+014 -1.

6500000E-001

6500000E-001

.5000000E-001

.3300000E-001

.3400000E-001

8600000E-001

+0.

+2.

+6.

+0.

+0.

+0.

+0.

+1.

+2.

+8.

+1.

+7.

+8.

+2.

+9.

+3.

+3.

+3.

+3.

+5.

+8.

0000000E+000

3800000E+001

8500000E+002

0000000E+000

0000000E+000

0000000E+000

0000000E+000

+6.

7000000E+003

8320000E+004

1050000E+003

.3600000E+002

.4580000E+002
+1.

.4580000E+002
+1.

.7560000E+002
+1.

7720000E+003

+1.

0030000E+003

+1.

2440000E+003

.2440000E+003
+1.
.2440000E+003
+1.
.9750000E+003
+1.
.0100000E+003
+1.

8000000E+002

+1.

7690000E+003

2100000E+003
+1
2140000E+003
+1
2470000E+003
+1
5660000E+003
+1
6410000E+003
+1
6010000E+003

/
0000000E-001

/

0000000E-002
/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/



CH3+0H<=>H+CH30
+1.1860000E+009
PLOG /
+1.1860000E+009
PLOG /
+1.1880000E+009
PLOG /
+1.2300000E+009
PLOG /
+1.7980000E+009
PLOG /
+5.2420000E+010 +5.
CH3+0OH<=>HCOH+H2

+1.0160000E+000

+1.0160000E+000
+1.0160000E+000
+1.0110000E+000
+9.6500000E-001

5100000E-001

+8.6740000E+008 +7.8700000E-001
PLOG /

+8.6740000E+008 +7.8700000E-001
PLOG /

+3.1150000E+009 +6.3000000E-001
PLOG /

+1.5570000E+011 +1.5600000E-001
PLOG /

+1.7040000E+021 -2.6410000E+000
PLOG /

+7.2500000E+020 -2.4020000E+000
CH3+0OH<=>CH2+H20
+4.2930000E+004 +2.5680000E+000

CH3+HO2<=>CH30+0H
+1.0000000E+012 +2
CH302+0<=>CH30+02
+3.6000000E+013 +0
CH302+H<=>CH30+0H
+9.6000000E+013 +0.0000000E+000
CH302+0H<=>CH30H+02
+6.0000000E+013 +0.0000000E+000
CH302+H02<=>CH302H+02
+2.4700000E+011 +0.0000000E+000
CH302+H202<=>CH302H+HO?2
+2.4100000E+012 +0.0000000E+000
CH302+CH3<=>CH30+CH30
+5.0800000E+012 +0.0000000E+000
CH3024+CH302=>CH20+CH30H+02
+3.1100000E+014 -1.6100000E+000
CH302+CH302=>02+CH30+CH30
+1.4000000E+016 -1.6100000E+000
H2+CH302<=>H+CH302H
+1.5000000E+014 +0.0000000E+000
CH302H<=>CH30+0OH
+6.3100000E+014 +0.0000000E+000
CH202H<=>CH20+0OH
+9.0000000E+014 +0.0000000E+000
CH30H (+M) <=>CH3+0H (+M)

.6900000E-001

.0000000E+000

+2.0840000E+018 -6.1500000E-001
LOW /
+1.5000000E+043 -6.9950000E+000
TROE /

+3.5580000E+004 +1.1160000E+003
CH3O0H (+M) <=>CH2 (S) +H20 (+M)
+3.1210000E+018 -1.0170000E+000

+1.

+1.

+1.

+1.

+1.

+1.

+6.

+9.

+3.

+0.

+0.

+0.

+1.

+2.

+4.

+1.

+9.

+9.

+9.

+9.

1940000E+004
+1
1940000E+004
+1
1940000E+004
+1
1950000E+004
+1
2060000E+004

+1.

3070000E+004

.0460000E+003
+1.
.0460000E+003
+1.
.6690000E+003
+1.
.3680000E+003
+1.

4120000E+003

+1.

6390000E+003

9978000E+003

.8750000E+002

0000000E+000

0000000E+000

0000000E+000

.5700000E+003

.9360000E+003

.4110000E+003

.0510000E+003

8600000E+003
6030000E+004
2300000E+004
5000000E+003
2540600E+004
7992200E+004
023000OE+06§

1712000E+004

.0000000E-002
.éOOOOOOE—OOl
.éOOOOOOE+OOO
.éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002

/
0000000E-001

/
0000000E+000
/
0000000E+001
/
0000000E+002
/

/
.7480000E-001

/



LOW /

+1.4300000E+047 -8.2270000E+000 +9.9417100E+004 /
+2.5450000E+000
+3.2900000E+003 +4.7320000E+004 +4.7110000E+004 /

TROE /

CH30H (+M) <=>CH20H+H (+M)

003 +5.0380000E+000 +8.4467400E+004

LOW /

+3.3900000E+042 -7.2440000E+000 +1.0523030E+005 /
-7.3910000E+001
2200000E+003 /

TROE /

+3.7050000E+004 +4.1500000E+004
CH30OH+H<=>CH30+H2
+1.9900000E+005 +2.5600000E+000
CH30OH+H<=>CH20H+H2
+3.0700000E+005 +2.5500000E+000
CH30H+0<=>CH30+0H
+3.8800000E+004 +2.5000000E+000
CH30H+0<=>CH20H+O0OH
+3.8800000E+005 +2.5000000E+000
CH30H+OH<=>CH30+H20
+1.5000000E+002 +3.0300000E+000
CH30H+OH<=>CH20H+H20
+3.0800000E+004 +2.6500000E+000
CH30H+02<=>CH30+HO02
+3.5800000E+004 +2.2700000E+000
CH30H+02<=>CH20H+HO2
+3.5800000E+005 +2.2700000E+000
CH30OH+HO2<=>CH30+H202
+1.2200000E+012 +0.0000000E+00Q0
CH30OH+HO2<=>CH20H+H202
+3.2600000E+013 +0.0000000E+000
CH30OH+CH3<=>CH20H+CH4

+5.

+1.

+5.

+3.

+3.

+4.

+4.

+2.

+1

0300000E+004

4400000E+003

0800000E+003

0800000E+003

.6300000E+002

.0670000E+002

2764500E+004

2764500E+004

0070700E+004

.8782200E+004

001 +3.9530000E+000 +7.0551000E+003

CH30OH+CH3<=>CH30+CH4
+3.2200000E+003 +2.4250000E+000
CH30H+HCO<=>CH20H+CH20
+9.6300000E+003 +2.9000000E+000
CH30H+CH30<=>CH20H+CH30H
+3.0000000E+011 +0.0000000E+000
CH30H+CH302<=>CH20H+CH302H
+1.8100000E+012 +0.0000000E+00Q0
CH20H+02<=>CH20+HO02
+1.5100000E+015 -1.0000000E+000
DUP

CH20H+02<=>CH20+HO02
+2.4100000E+014 +0.0000000E+00O0
DUP

CH20H+H<=>CH20+H2
+6.0000000E+012 +0.0000000E+000
CH20H+HQO2<=>CH20+H202
+1.2000000E+013 +0.0000000E+00Q0
CH20H+HCO<=>CH20+CH20
+1.8000000E+014 +0.0000000E+000
CH20H+HCO<=>CH30H+CO
+1.0000000E+013 +0.0000000E+000
CH20H+CH30<=>CH20+CH30H
+2.4000000E+013 +0.0000000E+000
CH20H+OH<=>H20+CH20
+2.4000000E+013 +0.0000000E+000

+8

+1.

+4.

+1.

+0.

+5.

+0.

+0.

+0.

+0.

+0.

+0.

.5795000E+003

3110000E+004

0740000E+003

3710000E+004

0000000E+000

0170000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

+7.8960000E-

+2.1300000E-



CH20H+0<=>0H+CH20
+4.2000000E+013 +0.0000000E+000 +0.0000000E+000
CH20H+CH20H<=>CH20+CH30H
+3.0000000E+012 +0.0000000E+000 +0.0000000E+000
CH20H+HO2<=>HOCH20+0OH
+1.0000000E+013 +0.0000000E+000 +0.0000000E+000
CH30+02<=>CH20+H02
019 +9.5000000E+000
CH30+H<=>CH20+H?2
+2.0000000E+013 +0.0000000E+000 +0
CH30+HO2<=>CH20+H202
+3.0100000E+011 +0.0000000E+000
CH30+CH3<=>CH20+CH4
+1.2000000E+013 +0.0000000E+000
CH30+CH30<=>CH30H+CH20
+6.0300000E+013 +0.0000000E+000
HCOH+02=>C0O2+H+0H
+5.0000000E+012 +0
HCOH+02<=>C02+H20
+3.0000000E+013 +0
HCOH+0=>CO2+H+H
+5.0000000E+013
HCOH+0=>CO+0OH+H
+3.0000000E+013
HCOH+H<=>CH20+H
+2.0000000E+014 +0
HCOH+OH<=>HCO+H20
+2.0000000E+013 +0.0000000E+000
HCO+H (+M) <=>CH20 (+M)
+1.0900000E+012 +4.8000000E-001
LOW /
+1.3500000E+024 -2.5700000E+000
TROE /
+2.7100000E+002 +2.7550000E+003 +6.
H2 / 2.000 / H20 / 6.000 / AR / 0.
2.000 / C2H6 / 3.000 / HE / 0.700 /
CO+H2 (+M) <=>CH20 (+M)
+4.3000000E+007 +1.5000000E+000 +7.9600000E+004

-5.5010000E+003
.0000000E+000

+0.0000000E+000

+0.0000000E+000

+0.0000000E+000

.0000000E+000 +0.0000000E+00O0

.0000000E+000 +0.0000000E+00O0

+0.0000000E+000 +0.0000000E+000

+0.0000000E+000 +0.0000000E+000

.0000000E+000 +0.0000000E+00O0

+0.0000000E+000

~2.6000000E+002
4250000E+003

+7
5700000E+003
700 / co / 1

+1.

LOW /
+5.0700000E+027 -3.4200000E+000 +8.4348000E+004
TROE / +9

+1.9700000E+002 +1.5400000E+003 +1.0300000E+004
H2 / 2.000 / H20 / 6.000 / AR / 0.700 / cO / 1
2.000 / C2H6 / 3.000 / HE / 0.700 /
CH20+02<=>HCO+HO2
+8.0700000E+015 +0
CH20+0<=>HCO+0OH
+6.2600000E+009
CH20+H<=>HCO+H?2
+5.7400000E4+007 +1
CH20+0H<=>HCO+H20
+7.8200000E+007 +1.6300000E+000
CH204+H02<=>HCO+H202
+1.8800000E+004 +2.7000000E+000
CH20+CH3<=>HCO+CH4
+3.8300000E+001 +3.3600000E+000
CH204+02CHO<=>HCO+HO2CHO
+1.9900000E+012 +0.0000000E+000

.0000000E+000 +5.3420000E+004

+1.1500000E+000 +2.2600000E+003

.9000000E+000 +2.7400000E+003

-1.0550000E+003
+1.1520000E+004
+4.3120000E+003

+1.1660000E+004

/
.8240000E-001

/

+4.3800000E-

.500 / co2 / 2.000 / CH4 /

/
.3200000E-001
/

.500 / co2 / 2.000 / CH4 /



CH20+0OCHO<=>HCO+HOCHO
+5.6000000E+012 +0.0000000E+000 +1
CH20+CH30<=>HCO+CH30H
+6.6200000E+011 +0.0000000E+000 +2
CH20+CH302<=>HCO+CH302H
+1.9900000E+012 +0.0000000E+000 +1
HCO+M<=>H+CO+M

+5.7000000E+011 +6.6000000E-001 +1

.3600000E+004

.2940000E+003

.1660000E+004

.4870000E+004

H2 / 2.000 / H20 / 6.000 / CO / 1.500 / CO2 / 2.000 / CH4 / 2.000 / C2H6

/ 3.000 /
HCO+02<=>CO+H02
+7.5800000E+012
HCO+0<=>CO+0H
+3.0200000E+013
HCO+H<=>CO+H2
+7.3400000E+013
HCO+0OH<=>CO+H20
+3.0110000E+013
HCO+CH3<=>CH4+CO

+0

+2.6500000E+013 +0.

HCO+HCO<=>CH20+CO

+1.8000000E+013 +0.

HCO+0<=>CO0O2+H

+3.0000000E+013 +0.

HCO+HO2=>CO2+H+0OH

+3.0000000E+013 +0.

HCO+HCO=>H2+CO+CO
+3.0000000E+012 +0
CH20+H (+M) <=>CH20H
+5.4000000E+011 +4
LOW /

+1.2700000E+032 -4
TROE /

+1.0300000E+002 +1.2910000E+003 +4.
H2 / 2.000 / H20 / 6.000 / CO / 1.

/ 3.000 /

+0.

+0.

+0.

.0000000E+000
0000000E+000
0000000E+000
0000000E+000
0000000E+000
0000000E+000
0000000E+000
0000000E+000
.0000000E+000
(+M)

.5400000E-001

.8200000E+000

CH30 (+M) <=>CH20+H (+M)

+6.8000000E+013 +0.0000000E+000 +2.

LOW /

+1.8670000E+025 -3.0000000E+000 +2.

TROE /

+2.5000000E+003 +1.3000000E+003 +1.
H2 / 2.000 / H20 / 6.000 / CO / 1.

+4.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+3.

+6.

1000000E+002

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

6000000E+003

5300000E+003

+7
1600000E+003

6170000E+004

4307000E+004
+9
0000000E+099

/ 3.000 /

CH20+0H<=>HOCH20

+4.5000000E+015 -1.1000000E+000 +0.0000000E+000
HOCH20<=>HOCHO+H

+1.0000000E+014 +0.0000000E+000 +1.4900000E+004
CH20+HO2<=>0CH202H

+1.5000000E+011 +0.0000000E+000 +1.1900000E+004
OCH202H<=>HOCH202

+3.0000000E+011 +0.0000000E+000 +8.6000000E+003
HOCH202+H02<=>HOCH202H+02

+3.5000000E+010 +0.0000000E+000 -3.2750000E+003
HOCH20+0OH<=>HOCH202H

+1.0000000E+013 +0.0000000E+000 +0.0000000E+000
HCO+02<=>02CHO

+1.2000000E+011 +0.0000000E+000 -1.1000000E+003

/
.1870000E-001

/

500 / CO2 / 2.000 / CH4 / 2.000 / C2H®6

/
.0000000E-001
/

500 / CcO2 / 2.000 / CH4 / 2.000 / C2H6



HOCHO<=>CO+H20

+2.4500000E+012 +0.0000000E+000 +6.0470000E+004
HOCHO<=>C02+H2

+2.9500000E+009 +0.0000000E+000 +4.8520000E+004
OCHO+HO2<=>HOCHO+02

+3.5000000E+010 +0.0000000E+000 -3.2750000E+003
OCHO+H202<=>HOCHO+HO?2

+2.4000000E+012 +0.0000000E+000 +1.0000000E+004
HOCHO+H=>H2+CO0O2+H

+4.2400000E+006 +2.1000000E+000 +4.8680000E+003
HOCHO+H=>H2+CO+0OH

+6.0300000E+013 -3.5000000E-001 +2.9880000E+003
HOCHO+0=>CO+0OH+0OH

+1.7700000E+018 -1.9000000E+000 +2.9750000E+003
HOCHO+OH=>H20+C0O2+H

+2.6200000E+006 +2.0600000E+000 +9.1600000E+002
HOCHO+OH=>H20+C0O+0OH

+1.8500000E+007 +1.5100000E+000 -9.6200000E+002

HOCHO+CH3=>CH4+CO+0H
007 +5.8000000E+000 +2.2000000E+003
HOCHO+HO2=>H202+CO+0H
+1.0000000E+012 +0.0000000E+000 +1
OCHO+0OH<=>HO2CHO
+2.0000000E+013 +0.0000000E+000
CH3+CH3 (+M) <=>C2H6 (+M)
+2.2770000E+015 -6.9000000E-001
LOW /

+8.0540000E+031 -3.7500000E+000
TROE /

+5.7000000E+002 +1.0000000E+030
H20 / 5.000 / CO / 2.000 / CO2
C2H5+H (+M) <=>C2H6 (+M)
+5.2100000E+017 -9.9000000E-001

.1920000E+004

+0.0000000E+000

+1.7490000E+002

+9.8160000E+002

+0
+1.0000000E+030
/ 3.000 /

+1.5800000E+003

LOW /
+1.9900000E+041 -7.0800000E+000 +6.6850000E+003
TROE / +8

+1.2500000E+002 +2.2190000E+003 +6.8820000E+003
H2 / 2.000 / H20 / 6.000 / AR / 0.700 / cO / 1
2.000 / C2H6 / 3.000 / HE / 0.700 /
C2H6+02<=>C2H5+H02
+6.0300000E+013 +0
C2H6+0<=>C2H5+0H
+3.5500000E4+006 +2
C2H6+H<=>C2H5+H2
+1.1500000E4+008 +1
C2H6+0H<=>C2H5+H20
+1.4800000E+007 +1.9000000E+000
C2H6+HO2<=>C2H5+H202
+3.4600000E+001 +3.6100000E+000
C2H6+CH<=>C2H5+CH2
+1.1000000E+014 +0.0000000E+000
C2H6+CH2 (S) <=>C2H5+CH3
+1.2000000E+014 +0.0000000E+000 +0
C2H6+CH3<=>C2H5+CH4

004 +4.7200000E+000 +3.2310000E+003
C2H6+CH30<=>C2H5+CH30H

+2.4100000E+011 +0.0000000E+000 +7.0900000E+003

.0000000E+000 +5.1870000E+004

.4000000E+000 +5.8300000E+003

.9000000E+000 +7.5300000E+003

+9.5000000E+002
+1.6920000E+004
-2.6000000E+002

.0000000E+000

/
.0000000E+000
/

/
.4200000E-001
/

+3.9000000E-

.500 / co2 / 2.000 / CH4 /

+5.5500000E-



C2H6+CH302<=>C2H5+CH302H
+1.9400000E+001 +3.6400000E+000
C2H6+C2H502<=>C2H5+C2H502H
+8.6000000E+000 +3.7600000E+000
C2H4+H (+M) <=>C2H5 (+M)

+9.5690000E+008 +1.4630000E+000
LOW /
+1.4190000E+039 -6.6420000E+000
TROE /

+2.9900000E+002 -9.1470000E+003
H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / AR / 0.700 /
C2H5+H<=>C2H4+H2
+2.0000000E+012 +0.0000000E+000
C2H4+C2H4<=>C2H5+C2H3
+4.8200000E+014 +0.0000000E+000
C2H5+CH3<=>CH4+C2H4
+1.1800000E+004 +2.4500000E+000
C2H5+0<=>CH3CHO+H
+1.1000000E+014 +0.0000000E+00O0
C2H5+H02<=>C2H50+0H
+1.1000000E+013 +0.0000000E+00O0

C2H5+CH302<=>C2H50+CH30

+8.0000000E+012 +0
CH3+CH3<=>H+C2H5
+4.7400000E+012 +1

PLOG /
+4.7400000E+012 +1.
PLOG /
+2.5700000E+013 -9
PLOG /
+3.1000000E+014 -3
PLOG /
+2.1500000E+010 +8.

PLOG /

+1.0320000E+002 +3.

C2H5+02<=>C2H502

+3.3980000E+053 -1.

PLOG /

+3.3980000E+053 -1.

PLOG /

+9.3620000E+059 -1.

PLOG /

+1.2620000E+060 -1.

C2H5+02<=>C2H402H

+2.1030000E+034 -9.

PLOG /

+2.1030000E+034 -9.

PLOG /

+4.8840000E+033 -8.

PLOG /

+1.7050000E+045 -1.

C2H5+02<=>C2H4+HO2

+2.0940000E+009 +4.

PLOG /

+2.0940000E+009 +4.

PLOG /

+1.8430000E+007 +1.

.0000000E+000

.0500000E-001

0500000E-001

.6000000E-002

.6200000E-001

8500000E-001

2300000E+000

3900000E+001

3900000E+001

5280000E+001

4910000E+001

0100000E+000

0100000E+000

3100000E+000

1490000E+001

9000000E-001

9000000E-001

1300000E+000

+1.

+1.

+1.

+5.

+1

/ 2.000 / CO / 1.500 / cO2 / 2.000 / C2H®6

+0

+7.

+0.

+0.

+1.

+1.

+1.

+1.

+1.

+1.

+9.

+9.

+1.

+1.

+5.

+5.

+7.

+1.

7100000E+004

7200000E+004

3550000E+003

7690000E+003

-5.

.5240000E+002

.0000000E+000

1530000E+004

.9210000E+003

0000000E+000

0000000E+000

.0000000E+003

0664300E+004

+1.

0664300E+004

+1.

1406100E+004
+1
3372500E+004

+1.

3532500E+004

+1.

1236100E+004

2790000E+003

+4.

2790000E+003

+1.

4240000E+004
+1
6240000E+004

4440000E+003
+4
4440000E+003
+1
7100000E+003
+1
4590000E+004

.9140000E+002
+4
.9140000E+002
+1
.2060000E+002

/
6900000E-001

/

0000000E-002

/
0000000E-001

/

.0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-002
/
0000000E+000
/

.0000000E+001

/

.0000000E-002

/

.0000000E+000

/

.0000000E+001

/

.0000000E-002

/

.0000000E+000

/



PLOG /

+7.5610000E+014 -1.0100000E+000
C2H5+02<=>C2H401-2+0H
+1.3030000E+003 +1.9300000E+000

+4.7490000E+003

-5.0270000E+002

PLOG / +4.
+1.3030000E+003 +1.9300000E+000 -5.0270000E+002
PLOG / +1.
+2.4380000E+002 +2.1800000E+000 -6.2500000E+001
PLOG / +1.

+4.6210000E+009 +1.5000000E-001 +5.4090000E+003
C2H5+02<=>CH3CHO+0H

006 +4.7600000E+000 +2.5430000E+002
PLOG /

006 +4.7600000E+000 +2.5430000E+002 /

+4

PLOG / +1.
002 +3.5700000E+000 +2.6430000E+003 /
PLOG / +1.

+8.2650000E+002 +2.4100000E+000 +5.2850000E+003
C2H402H<=>C2H502
016 +6.9600000E+000 +2.3960000E+003

PLOG / +4.
016 +6.9600000E+000 +2.3960000E+003 /

PLOG / +1.
+1.0640000E+041 -1.0100000E+001 +2.6030000E+004
PLOG / +1.
+1.2030000E+036 -8.1300000E+000 +2.7020000E+004
C2H502<=>CH3CHO+0OH

+1.2370000E+035 -9.4200000E+000 +3.6360000E+004
PLOG / +4 .,
+1.2370000E+035 -9.4200000E+000 +3.6360000E+004
PLOG / +1.
+1.6870000E+036 -9.2200000E+000 +3.8700000E+004
PLOG / +1.
+2.5200000E+041 -1.0200000E+001 +4.3710000E+004
C2H502<=>C2H4+HO2

+1.7820000E+032 -7.1000000E+000 +3.2840000E+004
PLOG / +4.
+1.7820000E+032 -7.1000000E+000 +3.2840000E+004
PLOG / +1.
+2.7010000E+037 -8.4700000E+000 +3.5840000E+004
PLOG / +1.
+1.9800000E+038 -8.4600000E+000 +3.7900000E+004
C2H502<=>C2H401-2+0H

+5.7780000E+045 -1.1900000E+001 +4.1120000E+003
PLOG / +4.
+5.7780000E+045 -1.1900000E+001 +4.1120000E+003
PLOG / +1.
+1.9160000E+043 -1.0750000E+001 +4.2400000E+004
PLOG / +1.
+3.9650000E+043 -1.0460000E+001 +4.5580000E+004
C2H402H<=>C2H401-2+0H

+8.9590000E+038 -9.4000000E+000 +2.0660000E+004
PLOG / +4.
+8.9590000E+038 -9.4000000E+000 +2.0660000E+004
PLOG / +1.
+1.2240000E+037 -8.3200000E+000 +2.1460000E+004
PLOG / +1.
+8.8480000E+030 -6.0800000E+000 +2.0660000E+004

+1.

0000000E+001
/

0000000E-002
/
0000000E+000
/
0000000E+001
/

.0000000E-002

0000000E+000

0000000E+001
/

0000000E-002

0000000E+000
/
0000000E+001
/

0000000E-002

/
0000000E+000

/
0000000E+001

/

0000000E-002
/
0000000E+000
/
0000000E+001
/

0000000E-002
/
0000000E+000
/
0000000E+001
/

0000000E-002

/
0000000E+000

/
0000000E+001

/

+4.

+4.

+6.

+2.

+2.

9080000E-

9080000E-

8030000E-

6530000E-

6530000E-



C2H402H<=>C2H4+HO2

+3.9180000E+040 -1.0200000E+001
PLOG /
+3.9180000E+040 -1.0200000E+001
PLOG /
+6.8250000E+040 -9.6100000E+000
PLOG /

+3.9800000E+034 -7.2500000E+000
C2H402H<=>CH3CHO+0OH

+5.8190000E+026 -7.9700000E+000
PLOG /
+5.8190000E+026 -7.9700000E+000
PLOG /
+5.5200000E+034 -9.8800000E+000
PLOG /

+1.1880000E+034 -9.0200000E+000
H24+C2H502<=>H+C2H502H
+1.5000000E+014 +0.0000000E+000
C2H502+H02<=>C2H502H+02
+1.7500000E+010 +0.0000000E+000
C2H502+CH20<=>C2H502H+HCO
+1.9900000E+012 +0.0000000E+000
C2H502+CH4<=>C2H502H+CH3
+1.8100000E+011 +0.0000000E+000
C2H502+CH30H<=>C2H502H+CH20H
+1.8100000E+012 +0.0000000E+000
C2H502H<=>C2H50+0H
+6.3100000E+014 +0.0000000E+000
C2H401-2<=>CH3+HCO
+3.6300000E+013 +0.0000000E+000
C2H401-2<=>CH3CHO
+7.4070000E+012 +0.0000000E+000
C2H401-2+H<=>C2H301-2+H2
+8.0000000E+013 +0.0000000E+000
C2H401-2+0H<=>C2H301-2+H20
+1.7800000E+013 +0.0000000E+000
C2H401-2+H02<=>C2H301-24+H202
+1.1300000E+013 +0.0000000E+000
C2H401-2+CH3<=>C2H301-2+CH4
+1.0700000E+012 +0.0000000E+000
C2H401-24+CH30<=>C2H301-2+CH30H
+1.2000000E+011 +0.0000000E+000

C2H401-2+CH302<=>C2H301-2+CH302H

+1.1300000E+013 +0.0000000E+000

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

-3.

+1.

+1.

+1.

+4.

+5.

+5.

+9.

+3.

+3.

+1.

+6.

+3.

C2H401-2+C2H502<=>C2H301-2+C2H502H

+1.1300000E+013 +0.0000000E+000
C2H301-2<=>CH3CO
+8.5000000E+014 +0.0000000E+000
C2H301-2<=>CH2CHO
+1.0000000E+014 +0.0000000E+000
C2H3+H (+M) <=>C2H4 (+M)

+6.0800000E+012 +2.7000000E-001
LOW /
+1.4000000E+030 -3.8600000E+000
TROE /

+2.0750000E+002 +2.6630000E+003

+3.
+1.
+1.
+2.
+3.
+6.

H2 / 2.000 / H20 / 6.000 / AR / O.
2.000 / C2H6 / 3.000 / HE / 0.700 /

2250000E+004
+4
2250000E+004
+1
3840000E+004
+1
3250000E+004

0860000E+004
+4
0860000E+004

+1.

6230000E+004

+1.

9210000E+004

6030000E+004

2750000E+003

1660000E+004

8480000E+004

3710000E+004

2300000E+004

7200000E+004

3800000E+004

6800000E+003

6100000E+003

0430000E+004

1830000E+004

7500000E+003

0430000E+004

0430000E+004

4000000E+004

4000000E+004

8000000E+002

3200000E+003

+7.

0950000E+003

700 / CcO / 1.

.0000000E-002

/

.0000000E+000

/

.0000000E+001

/

.0000000E-002

/
0000000E+000

/
0000000E+001

/

/
8200000E-001

/

500 / Cco2 / 2.000 / CH4 /



C2H4 (+M) <=>H2+H2CC (+M)
+8.0000000E+012 +4.4000000E-001
LOW /

+7.0000000E+050 -9.3100000E+000
TROE /

+1.8000000E+002 +1.0350000E+003
H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / AR / 0.700 /
C2H4+02<=>C2H3+H0O2
+4.2200000E+013 +0
C2H4+H<=>C2H3+H2
+5.0700000E+007 +1
C2H4+0H<=>C2H3+H20
+2.2300000E+004 +2.7450000E+000
C2H4+CH30<=>C2H3+CH30H
+1.2000000E+011 +0.0000000E+000
C2H4+CH302<=>C2H3+CH302H
+8.5900000E+000 +3.7540000E+000
C2HA+C2H502<=>C2H3+C2H502H
+8.5900000E+000 +3.7540000E+000
C2H4+CH3C03<=>C2H3+CH3CO3H
+1.1300000E+013 +0.0000000E+000
C2H4+CH3<=>C2H3+CH4
+9.7600000E+002 +2.9470000E+000
DUP

C2HA+CH3<=>C2H3+CH4

.0000000E+000

.9300000E+000

+8.8770000E+004

+9.9860000E+004
+7
+5.4170000E+003

/
.3450000E-001
/

/ 2.000 / cO / 1.500 / co2 / 2.000 / C2H6

+5.7623100E+004

+1.2950000E+004
+2.2155000E+003
+6.7500000E+003
+2.7132000E+004
+2.7132000E+004
+3.0430000E+004

+1.5148000E+004

005 +4.4170000E+000 +8.8358000E+003

DUP

C2H4+0<=>CH3+HCO
+7.4530000E+006 +1.8800000E+000
C2H4+0<=>CH2CHO+H

+6.0980000E+006 +1.8800000E+000 +1.8300000E+002
CH+CH4<=>C2H4+H

+6.0000000E+013 +0.0000000E+000 +0.0000000E+000
CH2 (S) +CH3<=>C2H4+H

+2.0000000E+013 +0.0000000E+000 +0.0000000E+000
C2H4+0H<=>CH3+CH20

+5.3500000E+000 +2.9200000E+000 -1.7327000E+003
PLOG / +1.
+5.3500000E+000 +2.9200000E+000 -1.7327000E+003
PLOG / +2.
+3.1900000E+001 +2.7100000E+000 -1.1723000E+003
PLOG / +1
+5.5500000E+002 +2.3600000E+000 -1.8080000E+002
PLOG / +1.
+1.7800000E+005 +1.6800000E+000 +2.0605000E+003
PLOG / +1
+2.3700000E+009 +5.6000000E-001 +6.0067000E+003
PLOG / +1
+2.7600000E+013 -5.0000000E-001 +1.1455100E+004
C2H4+0H<=>CH3CHO+H

007 +5.3000000E+000 -2.0506000E+003

PLOG / +1.
007 +5.3000000E+000 -2.0506000E+003 /

PLOG / +2.
005 +4.5700000E+000 -6.1800000E+002 /

PLOG / +1.
001 +3.5400000E+000 +1.8817000E+003 /

+1.8300000E+002

0000000E-002
/
5000000E-002
/
.0000000E-001

/
0000000E+000

/
.0000000E+001
/
.0000000E+002
/

0000000E-002
5000000E-002

0000000E-001

+8.1300000E-

+2.3700000E-

+2.3700000E-
+8.7300000E-

+4.0300000E-



PLOG /

+1.

002 +3.9100000E+000 +1.7227000E+003 /

0000000E+000 +2.3800000E-

PLOG / +1.0000000E+001
+8.2500000E+008 +1.0100000E+000 +1.0507300E+004 /

PLOG / +1.0000000E+002
+6.8000000E+009 +8.1000000E-001 +1.3867300E+004 /
C2H4+0H<=>C2H30H+H

+1.0400000E+004 +2.6000000E+000 +4.1210000E+003

PLOG / +1.0000000E-002
+1.0400000E+004 +2.6000000E+000 +4.1210000E+003 /

PLOG / +2.5000000E-002
+1.0700000E+004 +2.6000000E+000 +4.1290000E+003 /

PLOG / +1.0000000E-001
+1.5200000E+004 +2.5600000E+000 +4.2383000E+003 /

PLOG / +1.0000000E+000
+3.1900000E+005 +2.1900000E+000 +5.2556000E+003 /

PLOG / +1.0000000E+001
+1.9400000E+008 +1.4300000E+000 +7.8288000E+003 /

PLOG / +1.0000000E+002
+8.5500000E+010 +7.5000000E-001 +1.1490800E+004 /
C2H4+0H<=>PC2H40H

+1.7400000E+043 -1.0461000E+001 +7.6987000E+003

PLOG / +1.0000000E-002
+1.7400000E+043 -1.0461000E+001 +7.6987000E+003 /

PLOG / +2.5000000E-002
+3.2500000E+037 -8.6290000E+000 +5.2147000E+003 /

PLOG / +1.0000000E-001
+1.8400000E+035 -7.7500000E+000 +4.9089000E+003 /

PLOG / +1.0000000E+000
+2.5600000E+036 -7.7520000E+000 +6.9461000E+003 /

PLOG / +1.0000000E+001
+3.7000000E+033 -6.5730000E+000 +7.6059000E+003 /

PLOG / +1.0000000E+002
+1.1200000E+026 -4.1010000E+000 +5.7570000E+003 /
C2H4+HO2<=>C2H401-2+0H

+3.3450000E+012 +0.0000000E+000 +1.7190000E+004
C2H4+CH302<=>C2H401-2+CH30

+2.8200000E+012 +0.0000000E+000 +1.7110000E+004
C2H4+C2H502<=>C2H401-2+C2H50

+2.8200000E+012 +0.0000000E+000 +1.7110000E+004
C2H2+H (+M) <=>C2H3 (+M)

+1.7100000E+010 +1.2660000E+000 +2.7090000E+003

LOW /

+6.3460000E+031 -4.6640000E+000 +3.7800000E+003 /

TROE / +7.8800000E-001 -

1.0200000E+004 +1.0000000E-030 /

H2 / 2.000 / H20 / 6.000 / AR / 0.700 / CO / 1.500 / CO2 / 2.000 / CH4 /

2.000 / Cc2H6 / 3.000 / HE / 0.700 /

C2H3+02<=>C2H300

+4.0700000E+027 -4.6700000E+000 +5.2220000E+003

PLOG / +1.0000000E-002
+1.5500000E+024 -5.4500000E+000 +9.6620000E+003 /
PLOG / +1.0000000E-001
+3.4800000E+056 -1.5010000E+001 +1.9160000E+004 /
PLOG / +3.1600000E-001
+1.2500000E+064 -1.6970000E+001 +2.1290000E+004 /
PLOG / +1.0000000E+000
+3.3400000E+061 -1.5790000E+001 +2.0150000E+004 /



PLOG /

+7.3400000E+053 -1.3110000E+001

PLOG /
+4.1600000E+048
PLOG /

+2.3300000E+043 -9.3800000E+000

PLOG /

+3.4100000E+039 -8.0400000E+000

DUP
C2H3+02<=>C2H300
+4.0700000E+027
PLOG /

-1

.1210000E+001

+1.

+1.

+1.

+1.

+3.

7300000E+004
+1
6000000E+004

+3.

4810000E+004
+1
4360000E+004

-4.6700000E+000 +5.2220000E+003

+1.

009 +4.1500000E+000 -4.7070000E+003 /

PLOG /
+2.3600000E+022
PLOG /
+2.0000000E+026
PLOG /
+6.1300000E+028
PLOG /
+2.1400000E+029
PLOG /
+3.4800000E+028
PLOG /
+3.3200000E+027
PLOG /
+1.0300000E+027
DUP
C2H3+02<=>CHCHO+
+2.8400000E+014
PLOG /
+3.9100000E+011
PLOG /
+1.1300000E+009
PLOG /
+8.4600000E+008
PLOG /
+2.7500000E+014
PLOG /
+2.5800000E+020
PLOG /
+9.1800000E+014
PLOG /
+6.1100000E+025
PLOG /
+1.6500000E+030
DUP
C2H3+02<=>CHCHO+
+2.8400000E+014
PLOG /
+9.9100000E+011
PLOG /
+6.9400000E+014
PLOG /
+2.7900000E+013
PLOG /
+4.9900000E+011

-4

-5.

OH

-8.

-1

+5.

+5.

OH

-8.

-6.

-1

-7

-1

.5200000E+000 +2

4300000E+000

.8900000E+000

.8000000E+000

.3700000E+000

.9500000E+000

.7200000E+000

0000000E-001

.1000000E-001

5000000E-001

6000000E-001

.8300000E+000

.8400000E+000

.2600000E+000

.2100000E+000

.3500000E+000

0000000E-001

6000000E-001

.1600000E+000

.2000000E-001

.4000000E-001

+2.

+3.

+3.

+3.

+3.

+3.

+7.

+2.

+4.

+7.

+4.

+7.

+1.

+1.

+7.

+4.

+3.

+1.

+1.

.8390000E+003

+3.

7250000E+003

+1.

1540000E+003

+3.

5200000E+003

+1.

6360000E+003

+3.

6100000E+003

+1.

6800000E+003

2320000E+003
+1
1310000E+003

+1.

6000000E+001

+3.

0000000E-001

+1.

6000000E+000

+3.

5300000E+003

+1.

.0000000E-001

+3.

3050000E+004

+1.

8430000E+004

2320000E+003

+1.

.0000000E-001

+1.

5420000E+003

+3.

4790000E+003

+1.

9950000E+003

1600000E+000
/

.0000000E+001

/
1600000E+001
/

.0000000E+002

/

0000000E-002

0000000E-001
{6000OOE—OOl
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+002
/

.0000000E-002

/
0000000E-001
/
1600000E-001
/
0000000E+000
/
1600000E+000
/
0000000E+001
/
1600000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/

+1.7800000E-



PLOG /
+2.3500000E+010
PLOG /
+1.7000000E+014
PLOG /
+1.4200000E+011
PLOG /
+3.1700000E+011
DUP

C2H3+02<=>CH2CHO+0

+1.7600000E+012
PLOG /
+7.8800000E+020
PLOG /
+7.7200000E+020
PLOG /
+9.8700000E+020
PLOG /
+7.1000000E+020
PLOG /
+4.5000000E+020
PLOG /
+1.7600000E+023
PLOG /
+3.1400000E+025
PLOG /
+1.0200000E+026
DUP

+1.

-2.

C2H3+02<=>CH2CHO+0

+1.7600000E+012
PLOG /
+1.3600000E+010
PLOG /
+1.4200000E+010
PLOG /
+1.6600000E+010
PLOG /
+2.0200000E+010
PLOG /
+9.7500000E+009
PLOG /
+7.3400000E+009
PLOG /
+1.5700000E+009
PLOG /
+7.8500000E+007
DUP

+1

+6.

+6.

+6.

+5.

+6.

+7.

+9.

+1.

C2H3+02<=>C2H2+HO0O2

+6.4900000E+006
PLOG /
+1.0800000E+007
PLOG /
+7.7500000E+006
PLOG /
+1.2100000E+007
PLOG /
+2.1500000E+007

+1.

.3000000E-001

.2000000E-001

.0000000E-002

.0000000E-002

5000000E-001

6700000E+000

.6700000E+000

.7000000E+000

.6500000E+000

.5300000E+000

.2200000E+000

.7700000E+000

.8000000E+000

.5000000E-001

2000000E-001

2000000E-001

0000000E-001

8000000E-001

7000000E-001

2000000E-001

2000000E-001

2800000E+000

5000000E+000

.2800000E+000

.3300000E+000

.2700000E+000

.1900000E+000

+1.

+4.

+3.

+5.

+4.

+6.

+6.

+6.

+6.

+6.

+8.

+1.

+1.

+4.

+3.

+2.

+7.

+1.

+1.

+5.

+3.

+3.

+3.

+3.

+3.

5730000E+003

+1.

4500000E+003

+3.

7740000E+003
+1
3380000E+003

2050000E+003

+1.

7420000E+003

+1.

7130000E+003

+3.

7240000E+003

+1.

4890000E+003

+3.

4060000E+003

+1.

6970000E+003

+3.

1530000E+004

+1.

3910000E+004

2050000E+003
+1

.7760000E+002
+1.

.4770000E+002
+3.

.6250000E+002
+1.

8400000E+001

+3.

4800000E+002

+1.

7810000E+002

+3.

2190000E+003

+1.

4010000E+003

2180000E+003

+1.

3220000E+003

+1.

2160000E+003

+3.

3110000E+003

+1.

3670000E+003

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+OO2
/

.0000000E-002

/
0000000E-001
/
1600000E-001
/
0000000E+000
/
1600000E+000
/
0000000E+001
/
1600000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/



PLOG /
+1.1300000E+008
PLOG /
+1.3100000E+011
PLOG /
+1.1900000E+009
PLOG /
+1.0600000E+017
DUP

+1.

+1.

+8.

-1.

C2H3+02<=>C2H2+H02

+6.4900000E+006
PLOG /
+4.7600000E+001
PLOG /
+5.1600000E+001
PLOG /
+5.5500000E+001
PLOG /
+4.6000000E+001
PLOG /
+3.7500000E+000
PLOG /
+5.4800000E+000
PLOG /
+4.4700000E+008
PLOG /
+2.0200000E+001
DUP

+1.

+2.

+2.

+2.

+2.

+3.

+3.

+0.

+2.

C2H3+02<=>CHOCHO+H

+3.0800000E+012
PLOG /
+4.7900000E+014
PLOG /
+5.0300000E+014
PLOG /
+6.4300000E+014
PLOG /
+3.7300000E+015
PLOG /
+2.4400000E+018
PLOG /
+1.3000000E+015
PLOG /
+3.5700000E+033
PLOG /
+3.2800000E+031
DUP

-2

C2H3+02<=>CHOCHO+H

+3.0800000E+012
PLOG /

004 +4.0400000E+000

PLOG /

004 +4.0100000E+000

PLOG /

004 +3.8900000E+000

PLOG /

001 +3.1500000E+000

-2

0000000E+000

2000000E-001

2000000E-001

4500000E+000

5000000E+000

7500000E+000

7300000E+000

7300000E+000

7600000E+000

0700000E+000

0700000E+000

0000000E+000

9400000E+000

.6000000E-001

.0300000E+000

.0400000E+000

.0700000E+000

.2900000E+000

.1300000E+000

.0900000E+000

.5000000E+000

.7600000E+000

.6000000E-001

=7

-5

+3.

+5.

+5.

+1.

+5.

+8.

+9.

+1.

+3.

+9.

+9.

+9.

+1.

+3.

+2.

+1.

+1.

+3

+3.

6950000E+003
+1
8720000E+003

+3.

6170000E+003
+1
2230000E+004

2180000E+003

+1.

.9640000E+002

+1.

.6830000E+002

+3.

.5850000E+002

+1.

.9280000E+002

+3.

.0100000E+002

+1.

5700000E+001

+3.

5500000E+002

+1.

8470000E+003

2770000E+003
+1
1200000E+002

+1.

2250000E+002

+3.

8290000E+002

+1.

4410000E+003

+3.

2340000E+003

+1.

3930000E+003

+3.

4910000E+004

+1.

6250000E+004

.2770000E+003

+1.
.0190000E+003 /
+1.
-6.9780000E+003 /
+3.
-6.7680000E+003 /
+1.
.4960000E+003 /

1600000E+000
/

.0000000E+001

/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+OO2
/

.0000000E-002

/
0000000E-001

{6000OOE—001
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001

/
0000000E+002

/

0000000E-002
0000000E-001
1600000E-001

0000000E+000

+2.

+3.

+9.

+4.

8000000E-

4500000E-

7300000E-

9800000E-



PLOG / +3.
+1.3400000E+005 +1.6700000E+000 -2.9310000E+003
PLOG / +1.
+4.5000000E+015 -3.0800000E+000 -4.8360000E+003
PLOG / +3.
+3.8400000E+010 +2.2000000E-001 +9.4130000E+002
PLOG / +1.
+2.7500000E+008 +8.3000000E-001 +8.5760000E+002
DUP

C2H3+02<=>CH2CO+0H

+1.1700000E+003 +2.4300000E+000 +7.0740000E+003
PLOG / +1.
+8.6600000E+002 +2.4100000E+000 +6.0610000E+003
PLOG / +1.
+8.9100000E+002 +2.4100000E+000 +6.0780000E+003
PLOG / +3.
+9.4300000E+002 +2.4000000E+000 +6.1120000E+003
PLOG / +1.
+1.0600000E+003 +2.3900000E+000 +6.1800000E+003
PLOG / +3.
+1.0900000E+003 +2.3800000E+000 +6.1790000E+003
PLOG / +1.
+1.3900000E+003 +2.3600000E+000 +6.0740000E+003
PLOG / +3.
+2.4900000E+006 +1.4200000E+000 +8.4800000E+003
PLOG / +1.
+1.6600000E+010 +3.6000000E-001 +1.2010000E+004
DUP

C2H3+02<=>CH2CO+0H

+1.1700000E+003 +2.4300000E+000 +7.0740000E+003
PLOG / +1.
001 +3.1200000E+000 +1.3310000E+003 /

PLOG / +1.
001 +3.1100000E+000 +1.3830000E+003 /

PLOG / +3.
001 +3.0800000E+000 4+1.4960000E+003 /

PLOG / +1.
001 +3.0100000E+000 4+1.7770000E+003 /

PLOG / +3.
+1.3700000E+000 +2.9000000E+000 +2.2250000E+003
PLOG / +1.
001 +2.9300000E+000 4+2.0520000E+003 /

PLOG / +3.
004 +4.2100000E+000 +2.0430000E+003 /

PLOG / +1.
003 +3.9700000E+000 +3.4140000E+003 /

DUP

C2H3+02<=>CH20+HCO

+1.1600000E+016 -1.1300000E+000 +3.7910000E+003
PLOG / +1.
+2.4900000E+036 -7.6000000E+000 +1.2640000E+004
PLOG / +1.
+2.4300000E+036 -7.6000000E+000 +1.2610000E+004
PLOG / +3.
+1.9500000E+036 -7.5700000E+000 +1.2490000E+004
PLOG / +1.
+2.7300000E+035 -7.3200000E+000 +1.1820000E+004

1600000E+000
éOOOOOOE+OOl
{6000OOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO

/
1600000E+000

/
0000000E+001

/
1600000E+001

/
0000000E+002

/

0000000E-002
0000000E-001
1600000E-001
0000000E+000

1600000E+000
/
0000000E+001

1600000E+001

0000000E+002

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/

+1.

+2.

+2.

+5.

+4.

+1.

+1.

8200000E-

0700000E-

7100000E-

2600000E-

1900000E-

1900000E-

3000000E-



PLOG /
+1.4300000E+036
PLOG /
+5.1800000E+035
PLOG /
+3.1900000E+020
PLOG /
+2.7300000E+033
DUP

-7.

C2H3+02<=>CH20+HCO

+1.1600000E+016
PLOG /
+4.5400000E+015
PLOG /
+4.5900000E+015
PLOG /
+4.8100000E+015
PLOG /
+6.0800000E+015
PLOG /
+9.4500000E+015
PLOG /
+2.5600000E+015
PLOG /
+1.0300000E+069
PLOG /
+4.2100000E+010
DUP

-1.

+1.

C2H3+02=>CH20+H+CO

+1.1600000E+016
PLOG /
+5.8200000E+036
PLOG /
+5.6600000E+036
PLOG /
+4.5500000E+036
PLOG /
+6.3600000E+035
PLOG /
+3.3500000E+036
PLOG /
+1.2100000E+036
PLOG /
+7.4300000E+020
PLOG /
+6.3600000E+033
DUP

-1

-7

-7

-7.

-7.

-7.

-7.

-2.

-6.

C2H3+02=>CH20+H+CO

+1.1600000E+016
PLOG /
+1.0600000E+016
PLOG /
+1.0700000E+016
PLOG /
+1.1300000E+016
PLOG /
+1.4200000E+016

-1

4700000E+000

.2000000E+000

.5700000E+000

.2800000E+000

1300000E+000

.2800000E+000

.2800000E+000

.2900000E+000

.3100000E+000

.3600000E+000

.1800000E+000

.9230000E+001

9000000E-001

.1300000E+000

.6000000E+000

.6000000E+000

5700000E+000

3200000E+000

4700000E+000

2000000E+000

5700000E+000

2800000E+000

.1300000E+000

.2800000E+000

.2800000E+000

.2900000E+000

.3100000E+000

+1.

+1.

+5.

+1.

+3.

+5.

+5.

+5.

+6.

+1.

+1.

+1.

+8.

+3.

+1.

+1.

+1.

+1.

+1.

+1.

+5.

+1.

+3.

+5.

+5.

+5.

+6.

+3.

2460000E+004

+1.

3430000E+004

+3.

5780000E+003
+1
6000000E+004

7910000E+003

+1.

1530000E+002

+1.

1300000E+002

+3.

2060000E+002

+1.

4570000E+002

+3.

0660000E+003

+1.

4290000E+003

+3.

4760000E+004

+1.

3060000E+002

7910000E+003
+1
2640000E+004

+1.

2610000E+004

+3.

2490000E+004

+1.

1820000E+004

+3.

2460000E+004

+1.

3430000E+004

+3.

5780000E+003

+1.

6000000E+004

7910000E+003

+1.

1530000E+002

+1.

1300000E+002

+3.

2060000E+002

+1.

4570000E+002

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+OO2
/

.0000000E-002

éOOOOOOE—OOl
£6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/



PLOG /
+2.2000000E+016
PLOG /
+5.9800000E+015
PLOG /
+2.3900000E+069
PLOG /
+9.8100000E+010
DUP

+1.

C2H3+02<=>CO+CH30

+3.0900000E+013
PLOG /
+8.1900000E+018
PLOG /
+4.0600000E+014
PLOG /
+4.3400000E+014
PLOG /
+1.0300000E+011
PLOG /
+1.8900000E+012
PLOG /
+1.9300000E+024
PLOG /
+1.1000000E+018
PLOG /
+5.7900000E+032
DUP

-8.

C2H3+02<=>C0O+CH30

+3.0900000E+013
PLOG /
+1.2900000E+009
PLOG /
+5.9900000E+011
PLOG /
+2.9100000E+011
PLOG /
+5.7700000E+021
PLOG /
+4.9900000E+015
PLOG /
+9.3300000E+016
PLOG /
+1.0200000E+072
PLOG /
+1.1000000E+009
DUP

-8.

+1.

-1.

-2.

+3.

C2H3+02<=>C02+CH3

+6.1600000E+013
PLOG /
+2.3700000E+035
PLOG /
+1.7300000E+035
PLOG /
+4.4700000E+034
PLOG /
+7.2500000E+031

-1

-7

-7

-7

-6.

.3600000E+000

.1800000E+000

.9230000E+001

9000000E-001

9000000E-001

.6600000E+000

.3200000E+000

.3300000E+000

.3000000E-001

.0000000E+000

.6300000E+000

.2200000E+000

.4500000E+000

9000000E-001

8000000E-001

.9300000E+000

.9300000E+000

.5400000E+000

.6200000E+000

9600000E+000

0690000E+001

1000000E-001

.0500000E+000

.7600000E+000

.7200000E+000

.5500000E+000

7000000E+000

+1.

+1.

+1.

+8.

+3.

+3.

+8.

+9.

+1.

+5.

+1.

+3.

+4.

+1.

+3.

+1.

+1.

+3.

+1.

+1.

+1.

+1.

+3.

0660000E+003

+1.

4290000E+003

+3.

4760000E+004
+1
3060000E+002

6820000E+003

+1.

2010000E+003

+1.

8580000E+002

+3.

0060000E+002

+1.
.4780000E+002

+3.
.9950000E+003

+1.

8000000E+000

+3.

1780000E+003

+1.

6810000E+004

6820000E+003
+1

.7170000E+003
+1.

.5640000E+003
+3.

.0120000E+004
+1.

7720000E+003

+3.

8490000E+003

+1.

3240000E+003

+3.

5860000E+004

+1.

0240000E+003

7430000E+003

+1.

2630000E+004

+1.

2520000E+004

+3.

2140000E+004

+1.

0440000E+004

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+OO2
/

.0000000E-002

/
0000000E-001
/
1600000E-001
/
0000000E+000
/
1600000E+000
/
0000000E+001
/
1600000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/



PLOG /
+3.6300000E+035
PLOG /
+2.0900000E+035
PLOG /
+3.8400000E+018
PLOG /
+1.2100000E+032
DUP

-7.

-7.

-2.

-6.

C2H3+02<=>C02+CH3

+6.1600000E+013
PLOG /
+6.2700000E+013
PLOG /
+6.2400000E+013
PLOG /
+6.1200000E+013
PLOG /
+5.3200000E+013
PLOG /
+1.4500000E+014
PLOG /
+5.0200000E+013
PLOG /
+1.4000000E+070
PLOG /
+9.2100000E+008
DUP

-1.

+2.

C2H300<=>CHCHO+0OH

+5.8900000E+036
PLOG /
+3.6400000E+049
PLOG /
+1.4400000E+036
PLOG /
+4.1800000E+040
PLOG /
+3.7900000E+046
PLOG /
+1.6000000E+049
PLOG /
+2.3800000E+051
PLOG /
+2.0000000E+054
PLOG /
+9.5400000E+195
DUP

-7

-1

-9.

-1.

-1.

C2H300<=>CHCHO+OH

+5.8900000E+036
PLOG /
+1.1700000E+056
PLOG /
+2.3200000E+040
PLOG /
+1.6100000E+043
PLOG /
+2.3300000E+124

-7

-1

7500000E+000

5300000E+000

4400000E+000

3200000E+000

0500000E+000

.1600000E+000

.1600000E+000

.1600000E+000

.1400000E+000

.2600000E+000

.1100000E+000

.0110000E+001

5000000E-001

.1000000E+000

.2130000E+001

9200000E+000

0530000E+001

0720000E+001

.1240000E+001

.1640000E+001

.2220000E+001

.2270000E+001

.1000000E+000

.4810000E+001

.3900000E+000

.9900000E+000

.6770000E+001

+1.

+1.

+5.

+1.

+3.

+4.

+4.

+3.

+4.

+9.

+1.

+1.

+8.

+5.

+6.

+4.

+4.

+5.

+5.

+5.

+6.

+1.

+5.

+6.

+5.

+5.

+7.

+3.

2830000E+004

+1.

4050000E+004

+3.

4080000E+003
+1
6190000E+004

7430000E+003

+1.

0630000E+002

+1.

0140000E+002

+3.

9700000E+002

+1.

4670000E+002

+3.

8770000E+002

+1.

4090000E+003

+3.

5430000E+004

+1.

5530000E+002

1440000E+004
+1
7420000E+004

+1.

1220000E+004

+3.

3670000E+004

+1.

1900000E+004

+3.

4150000E+004

+1.

6980000E+004

+3.

1840000E+004

+1.

6350000E+005

1440000E+004

+1.

0700000E+004

+1.

0420000E+004

+3.

0290000E+004

+1.

0100000E+004

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+OO2
/

.0000000E-002

éOOOOOOE—OOl
£6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/



PLOG / +3.
+1.8800000E+103 -2.9490000E+001 +6.5410000E+004
PLOG / +1.
+5.9600000E+086 —-2.3810000E+001 +6.2170000E+004
PLOG / +3.
+1.5100000E+057 -1.3940000E+001 +5.5390000E+004
PLOG / +1
+1.7900000E+034 -6.4000000E+000 +5.0000000E+004
DUP

C2H300<=>CH2CHO+0

+1.2200000E+029 -4.7100000E+000 +4.2340000E+004
PLOG / +1.
+2.7000000E+180 -4.8190000E+001 +1.6930000E+005
PLOG / +1.
+3.9000000E+038 -8.6900000E+000 +4.2770000E+004
PLOG / +3.
+4.5700000E+047 -1.1210000E+001 +4.7050000E+004
PLOG / +1.
+7.6200000E+081 -2.1280000E+001 +6.5080000E+004
PLOG / +3.
+1.8600000E+068 -1.6830000E+001 +6.0680000E+004
PLOG / +1.
+2.0200000E+055 -1.2690000E+001 +5.5840000E+004
PLOG / +3.
+1.1100000E+053 -1.1790000E+001 +5.6690000E+004
PLOG / +1.
+4.3000000E+048 -1.0310000E+001 +5.6090000E+004
DUP

C2H300<=>CH2CHO+0

+1.2200000E+029 -4.7100000E+000 +4.2340000E+004
PLOG / +1
+1.4700000E+030 -6.6400000E+000 +4.1110000E+004
PLOG / +1.
012 +5.9600000E+000 4+2.2890000E+004 /

PLOG / +3.
+3.9500000E+022 -3.7100000E+000 +3.6270000E+004
PLOG / +1.
+2.3900000E+033 -6.6200000E+000 +4.1280000E+004
PLOG / +3.
+6.3700000E+031 -5.9600000E+000 +4.1260000E+004
PLOG / +1.
+2.1300000E+029 -5.1000000E+000 +4.0710000E+004
PLOG / +3.
+4.6600000E+027 -4.5000000E+000 +4.0530000E+004
PLOG / +1.
+5.9900000E+025 -3.8500000E+000 +4.0120000E+004
DUP

C2H300<=>CHOCHO+H

+4.7200000E+020 -2.6900000E+000 +3.2320000E+004
PLOG / +1.
+6.4100000E+080 -2.2200000E+001 +5.1750000E+004
PLOG / +1.
+3.3100000E+065 -1.7010000E+001 +4.8090000E+004
PLOG / +3.
+5.9800000E+051 -1.2620000E+001 +4.3000000E+004
PLOG / +1.
+1.4800000E+044 -1.0120000E+001 +4.0790000E+004

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
SOOOOOOE+OO2
/

.0000000E-002

/
0000000E-001

1600000E-001
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+OOl
éOOOOOOE+002
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/

+9.6500000E-



PLOG /
+1.2600000E+059
PLOG /
+4.9300000E+026
PLOG /
+2.0600000E+033
PLOG /
+1.3000000E+032
DUP

-1.

-4.

-6.

-5.

C2H300<=>CHOCHO+H

+4.7200000E+020
PLOG /
+1.1900000E+028
PLOG /
+1.4000000E+025
PLOG /
+2.9100000E+020
PLOG /
+1.5800000E+019
PLOG /
+1.9300000E+022
PLOG /
+7.5100000E+029
PLOG /
+7.1400000E+061
PLOG /
+1.1400000E+019
DUP

C2H300<=>CH2CO+0H

+1.5500000E+024
PLOG /
+1.1500000E+047
PLOG /
+8.4300000E+009
PLOG /
+6.0600000E+004
PLOG /
+1.5100000E+019
PLOG /
+2.1300000E+033
PLOG /
+4.4400000E+036
PLOG /
+1.1900000E+037
PLOG /
+9.0800000E+035
DUP

-3.

-1

-2

+1.

C2H300<=>CH2CO+0H

+1.5500000E+024
PLOG /
+2.3100000E+002
PLOG /

-3.

-7

4330000E+001

6700000E+000

3800000E+000

9200000E+000

.6900000E+000

.0100000E+000

.8000000E+000

.2900000E+000

.8200000E+000

.5400000E+000

.7500000E+000

.6160000E+001

.5600000E+000

8700000E+000

.2280000E+001

.0600000E+000

7000000E-001

.6100000E+000

.3900000E+000

.9900000E+000

.8000000E+000

.2100000E+000

8700000E+000

.3000000E-001

+5.

+3.

+3.

+4.

+3.

+2.

+2.

+2.

+2.

+2.

+3.

+4.

+2.

+4.

+7.

+3.

+3.

+4.

+5.

+5.

+5.

+5.

+4.

+2

+3.

1390000E+004

+1.

4320000E+004

+3.

9520000E+004
+1
0660000E+004

2320000E+004

+1.

8740000E+004

+1.

8940000E+004

+3.

7550000E+004

+1.

7620000E+004

+3.

9980000E+004

+1.

4490000E+004

+3.

3280000E+004

+1.

9670000E+004

9850000E+004
+1
5330000E+004

+1.

3720000E+004

+3.

4220000E+004

+1.

3060000E+004

+3.

1610000E+004

+1.

4680000E+004

+3.

6460000E+004

+1.

7550000E+004

9850000E+004

+1.

.5710000E+004

+1.

023 +7.8400000E+000 +2.0190000E+004 /

PLOG /

+3.

+3.8200000E+063 -2.0440000E+001 +4.3420000E+004

PLOG /
+3.1800000E+027

+1.

-7.7600000E+000 +3.7230000E+004

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+002
/

.0000000E-002

éOOOOOOE—OOl
£6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001

1600000E-001
/
0000000E+000
/

+1.8300000E-



PLOG / +3.
005 +3.4700000E+000 +3.1560000E+004 /

PLOG / +1.
001 +2.6400000E+000 +3.4160000E+004 /

PLOG / +3.
+5.6200000E+002 +1.7000000E+000 +3.6450000E+004
PLOG / +1
+1.1100000E+007 +5.2000000E-001 +3.8670000E+004
DUP

C2H300<=>CH20+HCO

+1.1900000E+020 -2.2900000E+000 +3.0170000E+004
PLOG / +1.
+1.6600000E+174 -5.5520000E+001 +6.0320000E+004
PLOG / +1.
+9.0300000E+066 —-1.7250000E+001 +4.8120000E+004
PLOG / +3.
+1.8200000E+043 -9.8700000E+000 +3.7960000E+004
PLOG / +1.
+8.6400000E+033 -6.8800000E+000 +3.4370000E+004
PLOG / +3.
+7.2900000E+171 -4.3530000E+001 +1.9190000E+005
PLOG / +1.
+1.0300000E+032 -6.0600000E+000 +3.5500000E+004
PLOG / +3.
+1.8500000E+034 -6.5700000E+000 +3.8510000E+004
PLOG / +1.
+5.7000000E+029 -5.1900000E+000 +3.6800000E+004
DUP

C2H300<=>CH20+HCO

+1.1900000E+020 -2.2900000E+000 +3.0170000E+004
PLOG / +1
+2.2700000E+035 -7.9700000E+000 +3.1280000E+004
PLOG / +1.
+2.0800000E+026 -4.9600000E+000 +2.8780000E+004
PLOG / +3.
+1.4500000E+020 -3.0800000E+000 +2.6630000E+004
PLOG / +1.
+1.0600000E+130 -3.9380000E+001 +5.4700000E+004
PLOG / +3.
+2.3500000E+034 -6.8700000E+000 +3.5700000E+004
PLOG / +1.
+2.1800000E+175 -5.3780000E+001 +6.8500000E+004
PLOG / +3.
+1.0700000E+185 -5.4220000E+001 +8.8990000E+004
PLOG / +1.
+4.6800000E+002 +1.8100000E+000 +1.8100000E+004
DUP

C2H300=>CH20+H+CO

+1.1900000E+020 -2.2900000E+000 +3.0170000E+004
PLOG / +1.
+3.8800000E+174 -5.5520000E+001 +6.0320000E+004
PLOG / +1.
+2.1100000E+067 -1.7250000E+001 +4.8120000E+004
PLOG / +3.
+4.2600000E+043 -9.8700000E+000 +3.7960000E+004
PLOG / +1.
+2.0200000E+034 -6.8800000E+000 +3.4370000E+004

1600000E+000 +2.3200000E-

0000000E+001 +1.0600000E-

1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+002
/

.0000000E-002

éOOOOOOE—OOl
£6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOl
éOOOOOOE+OOO
/



PLOG / +3.
+1.7000000E+172 -4.3530000E+001 +1.9190000E+005
PLOG / +1.
+2.4000000E+032 -6.0600000E+000 +3.5500000E+004
PLOG / +3.
+4.3200000E+034 -6.5700000E+000 +3.8510000E+004
PLOG / +1
+1.3300000E+030 -5.1900000E+000 +3.6800000E+004
DUP

C2H300=>CH20+H+CO

+1.1900000E+020 -2.2900000E+000 +3.0170000E+004
PLOG / +1.
+5.2900000E+035 -7.9700000E+000 +3.1280000E+004
PLOG / +1.
+4.8500000E+026 -4.9600000E+000 +2.8780000E+004
PLOG / +3.
+3.3700000E+020 -3.0800000E+000 +2.6630000E+004
PLOG / +1.
+2.4600000E+130 -3.9380000E+001 +5.4700000E+004
PLOG / +3.
+5.4900000E+034 -6.8700000E+000 +3.5700000E+004
PLOG / +1.
+5.0900000E+175 -5.3780000E+001 +6.8500000E+004
PLOG / +3.
+2.4900000E+185 -5.4220000E+001 +8.8990000E+004
PLOG / +1.
+1.0900000E+003 +1.8100000E+000 +1.8100000E+004
DUP

C2H300<=>CO+CH30

001 +3.1600000E+000 +1.8420000E+004

PLOG / +1
+5.2000000E+033 -7.9200000E+000 +3.1320000E+004
PLOG / +1.
+1.2600000E+098 -2.7090000E+001 +6.4060000E+004
PLOG / +3.
+1.8000000E+033 =7.2700000E+000 +3.3760000E+004
PLOG / +1.
+3.8300000E+033 -7.2000000E+000 +3.5100000E+004
PLOG / +3.
+1.2800000E+079 -1.9610000E+001 +7.4870000E+004
PLOG / +1.
+4.0700000E+032 -6.6200000E+000 +3.7210000E+004
PLOG / +3.
+6.8600000E+044 -1.0040000E+001 +4.7030000E+004
PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /

DUP

C2H300<=>CO+CH30

001 +3.1600000E+000 +1.8420000E+004

PLOG / +1.
+2.3100000E+129 -4.1860000E+001 +4.5850000E+004
PLOG / +1.
+2.4200000E+028 -5.9900000E+000 +3.0540000E+004
PLOG / +3.
050 +1.6630000E+001 -3.9000000E+003 /

PLOG / +1.

039 +1.3610000E+001

-1.3170000E+003 /

1600000E+000
/
0000000E+001
/
1600000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
{6000OOE—OOI
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001
éOOOOOOE+002
/

.0000000E-002

/
0000000E-001

{6000OOE—001
éOOOOOOE+OOO
{6000OOE+OOO
éOOOOOOE+OOl
{6000OOE+001

/
0000000E+002

0000000E-002
/
0000000E-001
/
1600000E-001

0000000E+000

+1.1600000E-

+1.0000000E-

+1.1600000E-

+8.6900000E-

+1.1900000E-



PLOG /

+8.8000000E+086 -2.3080000E+001
PLOG /

+1.2700000E+003 +1.4400000E+000
PLOG /

+1.9700000E+017 -2.2300000E+000
PLOG /

+3.2500000E+004 +1.6940000E+000
DUP

CHOCHO+OH=>HCO+CO+H20
+6.1329900E+004 +2.6500000E+000
C2H3+H<=>C2H2+H2
+1.7000000E+014 +0.0000000E+00O0
C2H3+H<=>H2CC+H2
+6.0000000E+013 +0.0000000E+00O0
C2H3+0OH<=>C2H2+H20
+3.0110000E+013 +0.0000000E+000
C2H3+CH3<=>CH4+C2H2
+3.9200000E+011 +0.0000000E+000
C2H3+C2H3<=>C2H2+C2H4
+9.6000000E+011 +0.0000000E+000
C2H+H (+M) <=>C2H2 (+M)

+1.0000000E+017 +0.0000000E+000
LOW /
+3.7500000E+033 -4.8000000E+000
TROE /

+1.3200000E+002 +1.3150000E+003

C2H2 (+M) <=>H2CC (+M)

+6.
+1.
+2.

+2.

+0.
+0.
+0.
+0.
+0.
+0.
+1.
+5.

H2 / 2.000 / H20 / 6.000 / AR / 0.
2.000 / c2H6 / 3.000 / HE / 0.700 /

+3.

1010000E+004
+1
8660000E+004

+3.

8590000E+004
+1
3327600E+004

.5864000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+00O0

9000000E+003

+6.

5660000E+003

700 / CO / 1.

+8.0000000E+014 -5.2000000E-001 +5.0750000E+004

LOW /
+2.4500000E+015 -6.4000000E-001
H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / C2H2 / 2.500 / C2H4 /
C2H24+0<=>CH2+CO
+7.3950000E+008 +1.2800000E+000
C2H2+0<=>HCCO+H
+2.9580000E+009 +1.2800000E+000
C2H2+HO2<=>CH2CO+0H
+6.0300000E+009 +0.0000000E+000
C2H2+HCO<=>C2H3+CO
+1.0000000E+007 +2.0000000E+000
C2H2+CH2<=>C3H3+H
+1.2000000E+013 +0.0000000E+000
C2H2+CH2 (S) <=>C3H3+H
+2.0000000E+013 +0.0000000E+000
C2H2+HCCO<=>C3H3+CO
+1.0000000E+011 +0.0000000E+000
H2CC+H<=>C2H2+H
+1.0000000E+014 +0.0000000E+000
H2CC+OH<=>CH2CO+H
+2.0000000E+013 +0.0000000E+000
H2CC+02<=>HCO+HCO
+1.0000000E+013 +0.0000000E+000
C2H2+0H<=>C2H+H20
+2.6320000E+006 +2.1400000E+000

1600000E+000
/

.0000000E+001

/
1600000E+001
/

.0000000E+002

/

/
4600000E-001

/

500 / CO2 / 2.000 / CH4 /

+4.9700000E+004 /

/ 2.000 / CcO / 1.500 / co2 / 2.000 / C2H6

2.500 /

+2.

+2.

+7.

+6.

+6.

+0.

+3.

+0.

+0.

+0.

+1.

4720000E+003

4720000E+003

9490000E+003

0000000E+003

6200000E+003

0000000E+000

0000000E+003

0000000E+000

0000000E+000

0000000E+000

7060000E+004



C2H2+0H<=>HCCOH+H

+2.8000000E+005
PLOG /
+2.8000000E+005
PLOG /
+7.4670000E+005
PLOG /
+1.7760000E+006
PLOG /
+2.4150000E+006
PLOG /
+3.2100000E+006
PLOG /
+7.3470000E+006

+2.

+2.

+2.

+2.

+2.

+1.

+1.

C2H2+0H<=>CH2CO+H

+1.5780000E+003
PLOG /
+1.5780000E+003
PLOG /
+1.5180000E+004
PLOG /
+3.0170000E+005
PLOG /
+7.5280000E+006
PLOG /
+5.1010000E+006
PLOG /
+1.4570000E+004

C2H2+0H<=>CH3+CO

+4.7570000E+005
PLOG /
+4.7570000E+005
PLOG /
+4.3720000E+006
PLOG /
+7.6480000E+007
PLOG /
+1.2770000E+009
PLOG /
+4.3120000E+008
PLOG /
+8.2500000E+005

C2H2+0H<=>C2H20H

+3.9130000E+032
PLOG /
+3.9130000E+032
PLOG /
+1.0670000E+032
PLOG /
+1.6460000E+032
PLOG /
+1.3870000E+031
PLOG /
+2.8920000E+029
PLOG /
+1.3670000E+025

+2.

+2.

+2.

+1.

+1.

+1.

=7.

=7.

-3.

H+HCCOH<=>H+CH2CO

+1.0000000E+013

+0.

2800000E+000

2800000E+000

1600000E+000

0400000E+000

0000000E+000

9700000E+000

8900000E+000

5600000E+000

5600000E+000

2800000E+000

9200000E+000

5500000E+000

6500000E+000

.4500000E+000

.6800000E+000

.6800000E+000

.4000000E+000

.0500000E+000

.3000000E-001

.2000000E-001

.7700000E+000

1260000E+000

1260000E+000

.8470000E+000

.7170000E+000

.0870000E+000

.2880000E+000

7540000E+000

0000000E+000

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+5.

+2.

+3.

+4.

+2.

+1.

+2.

+3.

+4.

+5.

+5.

+5.

+5.

+6.

+7.

+6.

+0.

2420000E+004
+1
2420000E+004
+2
2550000E+004
+1
2670000E+004
+1
2710000E+004

+1.

2810000E+004

+1.

3600000E+004

.4450000E+002
+1.

.4450000E+002
+2.

.9210000E+002
+1.

9810000E+002

+1.

1060000E+003

+1.

4000000E+003

+1.

4770000E+003

.2980000E+002
+1.

.2980000E+002
+2.

2650000E+002

+1.

1150000E+003

+1.

5790000E+003

+1.

7360000E+003

+1.

6970000E+003

8240000E+003

+1.

8240000E+003
+2
5080000E+003
+1
8220000E+003
+1
3480000E+003
+1
0550000E+003
+1
5430000E+003

0000000E+000

.0000000E-002

/

.5000000E-002

/

.0000000E-001

/

.0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002
/
5000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002

/
5000000E-002

éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
/

.5000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/



C2H+02<=>C0O2+CHV
+2.1700000E+010 +0
C2H+02<=>HCO+CO
+5.0000000E+013
C2H+0<=>CO+CHV
+6.2000000E+012
C2H+0<=>CO+CH

+5.0000000E+013
C2H+H2<=>H+C2H?2
+4.9000000E+005
C2H+OH<=>H+HCCO
+2.0000000E+013

.0000000E+000
+0.0000000E+000
+0.0000000E+000
+0.0000000E+000
+2.5000000E+000

+0.0000000E+000

CH3CHO (+M) <=>CH3+HCO (+M)

+2.4500000E+022 -1.7400000E+000
LOW /
+1.0300000E+059 -1.1300000E+001
TROE /

+7.1810000E+002 +6.0890000E+000
CH3CHO (+M) <=>CH4+CO (+M)

+2.7200000E+021 -1.7400000E+000
LOW /
+1.1440000E+058 -1.1300000E+001
TROE /

+7.1810000E+002 +6.0890000E+000
CH3CHO+02<=>CH3CO+HO2
+3.0100000E+013 +0.0000000E+000
CH3CHO+0<=>CH3CO+0OH
+5.9400000E+012 +0.0000000E+000
CH3CHO+H<=>CH3CO+H2
+1.3100000E+005 +2.5800000E+000
CH3CHO+QH<=>CH3CO+H20
+3.3700000E+012 +0.0000000E+000
CH3CHO+HO2<=>CH3CO+H202
+3.0100000E+012 +0.0000000E+000
CH3CHO+CH3<=>CH3CO+CH4

+0.

+1.

+0.

+0.

+5.

+0.

+8.

+9.

+3.

+8.

+9.

+3.

+3.

+1.

+1.

-6.

+1

0000000E+000

5000000E+003

0000000E+000

0000000E+000

6000000E+002

0000000E+000

6355000E+004
5912500E+004

+2
7800000E+003
6355000E+004
5912500E+004

+2
7800000E+003
9150000E+004
8680000E+003
2200000E+003
1900000E+002

.1920000E+004

004 +4.5800000E+000 +1.9660000E+003

CH3CHO+CH302<=>CH3CO+CH302H
+3.0100000E+012 +0.0000000E+000
CH3CHO+CH3C0O3<=>CH3CO+CH3CO0O3H
+3.0100000E+012 +0.0000000E+000
CH3CHO+H<=>CH2CHO+H?2
+2.7200000E+003 +3.1000000E+000
CH3CHO+OH<=>CH2CHO+H20
+1.7200000E+005 +2.4000000E+000

CH3CHO+OH<=>CH3+HOCHO
+3.0000000E+015 -1.0760000E+000

CH3CO (+M) <=>CH3+CO (+M)

+1.0700000E+012 +6.3000000E-001
LOW /
+5.6500000E+018 -9.7000000E-001
TROE /

+8.7300000E+009 +5.5200000E+000
CH3CO (+M) <=>CH2CO+H (+M)
+9.4130000E+007 +1.9170000E+000

+1

+1

+5.

+8.

+0.

+1.

+1.

+7.

+4.

.1920000E+004

.1920000E+004

2100000E+003

1500000E+002

0000000E+000

6900000E+004
4600000E+004

+6
6000000E+007

4987200E+004

/
.4900000E-003
/

/
.4900000E-003
/

/
.2900000E-001

/

+7.0800000E-



LOW /
+1.5160000E+051 -1
TROE /
+8.1030000E+009 +6
CH3CO+H<=>CH2CO+H2
+2.0000000E+013 +0
CH3CO+0<=>CH2CO+0H
+2.0000000E+013 +0.0000000E+000
CH3CO+CH3<=>CH2CO+CH4
+5.0000000E+013 +0.0000000E+000
CH3CO3+H02<=>CH3CO3H+02
+1.7500000E+010 +0.0000000E+000
H202+CH3C03<=>H02+CH3CO3H
+2.4100000E+012 +0.0000000E+000
CH4+CH3C03<=>CH3+CH3CO3H
+1.8100000E+011 +0.0000000E+000
C2H30H<=>CH3CHO

.0270000E+001

.6770000E+002

.0000000E+000

+7.4200000E+046 -1.0560000E+001
PLOG /
+7.4200000E+046 -1.0560000E+001
PLOG /
+4.4200000E+042 -9.0900000E+000
PLOG /

+2.9000000E+027 -4.3500000E+000
C2H30H+02<=>CH2CHO+HO2
+5.3100000E+011 +2.1000000E-001
C2H30H+0<=>CH2CHO+OH
+1.8750000E+006 +1.9000000E+000
C2H30H+H<=>CH2CHO+H2
+1.4800000E+003 +3.0770000E+000
C2H30H+OH<=>CH2CHO+H20
+3.3300000E+009 +1.1000000E+000
C2H30H+CH3<=>CH2CHO+CH4

+5.

+5.

+0.

+0.

+0.

-3.

+9.

+1.

+6.

+6.

+6.

+6.

+3.

-8.

+7.

+5

5390000E+004

+6
0000000E+009
0000000E+000
0000000E+000
0000000E+000
2750000E+003
9360000E+003
8480000E+004
7420000E+004

+1
7420000E+004

+1
7069200E+004

+1
1612900E+004
9830000E+004
6000000E+002
2200000E+003

.4050000E+002

008 +5.9000000E+000 +1.0520000E+003

C2H30H+CH302<=>CH2CHO+CH302H
+3.4000000E+003 +2.5000000E+000
C2H30H+H<=>C2H20H+H?2
+2.4700000E4+007 +2.0300000E+000
C2H30H+H<=>PC2H40H
+3.0100000E+008 +1.5770000E+000
C2H30H+HO2<=>CH3CHO+HO2
+1.4900000E+005 +1.6700000E+000
CH2CHO (+M) <=>CH2CO+H (+M)

+1.4300000E+015 -1.5000000E-001
LOW /
+6.0000000E+029 -3.8000000E+000
TROE /

+3.9300000E+002 +9.8000000E+009
CH2CHO (+M) <=>CH3+CO (+M)

+2.9300000E+012 +2.9000000E-001
LOW /
+9.5200000E+033 -5.0700000E+000
TROE /

+1.1500000E+003 +4.9900000E+009
CH3CO3H<=>CH3CO02+0H
+5.0100000E+014 +0.0000000E+000
CH3CO3+CH20<=>CH3CO3H+HCO
+1.9900000E+012 +0.0000000E+000

+8

+1.

+3.

+6.

+4.

+4.

+5.

+4.

+4.

+1.

+4.

+1.

.9220000E+003
5200000E+004
6700000E+003
8100000E+003
5600000E+004
3423900E+004

+9
0000000E+009
0300000E+004
1300000E+004

+7
7900000E+009
0150000E+004

1660000E+004

/
.0090000E-001
/

.0000000E-001
/

.0000000E+000
/

.0000000E+002
/

/
.8500000E-001
/

/
.1300000E-017

/

+2.0300000E-



CH3CO3+C2H6<=>CH3CO3H+C2H5
+1.7000000E+013 +0.0000000E+000

CH3CO2+M<=>CH3+CO02+M
+4.4000000E+015 +0.0000000E+000

CH2CHO+02<=>02CH2CHO
+1.5800000E+077 -2.1900000E+001
PLOG /

+1.5800000E+077 -2.1900000E+001
PLOG /

+3.8800000E+069 -1.8840000E+001
PLOG /

+7.8000000E+059 -1.5400000E+001
PLOG /

+3.0500000E+050 -1.2200000E+001
CH2CHO+02<=>CH2CO+HO02
+1.8800000E+005 +2.3700000E+000
PLOG /
+1.8800000E+005
PLOG /
+1.8800000E+005
PLOG /
+2.5100000E+005
PLOG /
+7.0500000E+007 +1.6300000E+000
CH2CHO+02=>CH20+CO+0H
+2.6800000E+017 -1.8400000E+000
PLOG /

+2.6800000E+017 -1.8400000E+000
PLOG /

+1.5200000E+020 -2.5800000E+000
PLOG /

+1.6500000E+019 -2.2200000E+000
PLOG /

+8.9530000E+013 -6.0000000E-001
CH2CHO+02<=>HO2CH2CO
+3.6400000E+065 -2.1870000E+001
PLOG /

+3.6400000E+065 -2.1870000E+001
PLOG /

+3.6400000E+058 -1.9000000E+001
PLOG /

+6.6500000E+048 -1.5550000E+001
PLOG /

+4.8000000E+038 -1.2140000E+001
02CH2CHO<=>HO2CH2CO
+8.2700000E+030 -6.6500000E+000
PLOG /

+8.2700000E+030 -6.6500000E+000
PLOG /

+1.7300000E+026 -4.9900000E+000
PLOG /

+9.0300000E+019 -2.9200000E+000
PLOG /

+1.4300000E+016 -1.6700000E+000
02CH2CHO<=>CH2CO+HO2
+2.0500000E+040 -1.3310000E+001

.3700000E+000

.3700000E+000

.3300000E+000

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+2.

+6.

+6.

+8.

+1.

+1.

+1

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+2.

+5.

0460000E+004

0500000E+004

9350000E+004
+1
9350000E+004

+1.

9240000E+004

+1.

7650000E+004

+1.

5630000E+004

3730000E+004

+1.

3730000E+004

+1.

7370000E+004

+1.

3800000E+004

+1.

5290000E+004

5300000E+003

+1.

5300000E+003

+1.

9800000E+003

+1.

0340000E+004

+1.

0120000E+004

.9020000E+004
+1.

9020000E+004

+1.

9090000E+004

+1.

7460000E+004

+1.

4960000E+004

4500000E+004
+1
4500000E+004
+1
3760000E+004
+1
2170000E+004
+1
1210000E+004

2150000E+004

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/

0000000E-002
/
0000000E-001
/
0000000E+000

/
0000000E+001

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/



PLOG /
+2.0500000E+040 -1.3310000E+001

PLOG /
+5.7200000E+045 -1.4000000E+001
PLOG /
+4.1600000E+055 -1.5760000E+001
PLOG /

+1.1200000E+061 -1.6040000E+001
HO2CH2CO=>CO+CH20+0H
+2.3600000E+017 -2.9500000E+000
PLOG /

+2.3600000E+017 -2.9500000E+000
PLOG /

+2.3800000E+018 -2.9500000E+000
PLOG /

+2.5100000E+019 -2.9500000E+000
PLOG /

+4.1600000E+020 -3.0200000E+000
HO2CH2CO<=>CH2CO+HO2
+1.1200000E+007 -3.7600000E+000
PLOG /

+1.1200000E+007 -3.7600000E+000
PLOG /

+1.1000000E+008 -3.7600000E+000
PLOG /

+9.2000000E+008 -3.7300000E+000
PLOG /

+2.0900000E+009 -3.5500000E+000
CH2+CO (+M) <=>CH2CO (+M)
+8.1000000E+011 +0.0000000E+000
LOW /

+2.6900000E+033 -5.1100000E+000
TROE /

+2.7500000E+002 +1.2260000E+003

CH2CO+H<=>HCCO+H2

+5.
+5.
+5.
+6.
+8.
+8.
+8.
+8.
+8.
+2.
+2.
+2.
+2.
+2.
+0.
+7.
+5.

H2 / 2.000 / H20 / 6.000 / AR / O.
2.000 / C2H6 / 3.000 / HE / 0.700 /

+1.

2150000E+004

+1.

2200000E+004

+1.

5080000E+004

+1.

0010000E+004

1000000E+003

+1.

1000000E+003

+1.

1000000E+003

+1.

1100000E+003

+1.

2400000E+003

1680000E+004

+1.

1680000E+004

+1.

1680000E+004

+1.

1630000E+004

+1.

1220000E+004

0000000E+000

0950000E+003

+5.

1850000E+003

700 / CO / 1.

+1.4010000E+015 -1.7100000E-001 +8.7832000E+003

CH2C0O+0<=>HCCO+0OH
+1.0000000E+013 +0.0000000E+000
CH2CO+0OH<=>HCCO+H20
+1.0000000E+013 +0.0000000E+000
CH2CO+H<=>CH3+CO
+7.7040000E+013 -1.7100000E-001
CH+CH20<=>H+CH2CO
+9.4600000E+013 +0.0000000E+000
CH2CO+0<=>CH2+CO02
+1.7500000E+012 +0.0000000E+000
CH2CO+0OH<=>CH20H+CO
+2.0000000E+012 +0.0000000E+000
CH2CO+CH2 (S) <=>C2H4+CO
+1.6000000E+014 +0.0000000E+000
CH2CO+CH3<=>C2H5+CO
+4.7690000E+004 +2.3120000E+000
HCCO+OH=>H2+CO+CO
+1.0000000E+014 +0.0000000E+000
HCCO+0O=>H+CO+CO

+8.0000000E+013 +0.0000000E+000

+8.

+2.

+4.

-5.

+1.

-1.

+0.

+9.

+0.

+0.

0000000E+003

0000000E+003

1832000E+003

1500000E+002

3500000E+003

0100000E+003

0000000E+000

4680000E+003

0000000E+000

0000000E+000

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl

/

/
9070000E-001

/

500 / CO2 / 2.000 / CH4 /



CH+CO+M<=>HCCO+M

+7.5700000E+022

-1.

HCCO+H<=>CH2 (S) +CO

+1.0000000E+014

+0.

HCCO+02=>0H+CO+CO

+1.9100000E+011

-2.

HCCO+02=>C02+CO+H

+4.7800000E+012

-1.

CH+HCCO<=>CO+C2H2

+5.0000000E+013

+0.

C2H50H<=>C2H4+H20

+3.4100000E+059
PLOG /
+3.4100000E+059
PLOG /
+2.6200000E+057
PLOG /
+1.6500000E+052
PLOG /
+5.2300000E+043
PLOG /
+4.5900000E+032
PLOG /
+3.8400000E+020

-1.

-2.

C2H50H<=>CH3+CH20H

+1.2000000E+054
PLOG /
+1.2000000E+054
PLOG /
+5.1800000E+059
PLOG /
+1.6200000E+066
PLOG /
+5.5500000E+064
PLOG /
+1.5500000E+058
PLOG /
+1.7800000E+047

C2H50H<=>C2H5+0H

+8.1000000E+046
PLOG /
+8.1000000E+046
PLOG /
+1.8600000E+056
PLOG /
+4.6500000E+063
PLOG /
+4.4600000E+065
PLOG /
+2.7900000E+061
PLOG /
+6.1700000E+051

-1.

-1

-1

-1

-1.

-1.

-1.

-1

9000000E+000

0000000E+000

0000000E-002

4200000E-001

0000000E+000

4200000E+001

.4200000E+001

.3300000E+001

.1500000E+001

.9000000E+000

.6000000E+000

0600000E+000

2900000E+001

.2900000E+001

.4000000E+001

.5300000E+001

.4500000E+001

.2300000E+001

.9600000E+000

1300000E+001

1300000E+001

3500000E+001

.5000000E+001

.4900000E+001

.3400000E+001

.0300000E+001 +1

C2H50H+0<=>C2H50+0H
003 +4.7300000E+000 +1.7270000E+003
C2H50H+0H<=>C2H50+H20

003 +4.2800000E+000

C2H50H+H<=>C2H50+H2
+9.4500000E+002 +3.1400000E+000 +8.7011000E+003

+0.

+0.

+1.

+1.

+0.

+8.

+8.

+8.

+8.

+8.

+7.

+6.

+1.

+1.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

0000000E+000

0000000E+000

0200000E+003

1500000E+003

0000000E+000

3672600E+004

+1.

3672600E+004

+1.

5262200E+004

+1.

4745600E+004

+1.

1506700E+004

+1.

6062400E+004

+1.

9465500E+004

0000570E+005

+1.

0000570E+005

+1.

9906400E+004
+1
0539050E+005

+1.

0618300E+005

+1.

0576800E+005

+1.

0105880E+005

1105340E+005

+1.

1105340E+005
+1
0723840E+005

+1.

0962280E+005

+1.

1234500E+005

+1.

1308020E+005

+1.

.0994070E+005

-3.5600000E+003

0000000E-003

/
0000000E-002

/
0000000E-001

/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-003

/
0000000E-002

/

.0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/

0000000E-003
/

.0000000E-002

éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

+1.4600000E-

+5.8100000E-



C2H50H+HO2<=>C2H50+H202
007 +5.3000000E+000 +1.0533100E+004
C2H50H+CH3<=>C2H50+CH4
+2.0350000E+000 +3.5700000E+000 +7.7210000E+003
C2H50H+CH302<=>C2H50+CH302H
007 +5.3000000E+000 +1.0533100E+004
C2H50H+C2H5<=>PC2H40H+C2H6
+5.0000000E+010 +0.0000000E+000 +1.3400000E+004
C2H50H+02<=>SC2H40H+HO2

+1.5000000E+013 +0.0000000E+000

+5

C2H50H+0<=>SC2H40H+0OH

+1.4500000E+005 +2.4700000E+000

+8

C2H50H+H<=>SC2H40H+H2

+8.7900000E+004 +2.6800000E+000

+2

C2H50H+0OH<=>SC2H40H+H20

+7.5200000E+004 +2.4900000E+000

1

C2H50H+HO2<=>SC2H40H+H202
005 +5.2600000E+000 +7.4751000E+003
C2H50H+CH3<=>SC2H40H+CH4
+1.9930000E+001 +3.3700000E+000 +7.6340000E+003
C2H50H+CH302<=>SC2H40H+CH302H
005 +5.2600000E+000 +7.4751000E+003
C2H50H+C2H5<=>SC2H40H+C2H6
+5.0000000E+010 +0.0000000E+000 +1
C2H50H+02<=>PC2H40H+HO2

+2.0000000E+013 +0.0000000E+000

+5

C2H50H+0<=>PC2H40H+0OH

+9.6900000E+002 +3.2300000E+000

+4

C2H50H+H<=>PC2H40H+H2

+5.3100000E+004 +2.8100000E+000

+7

C2H50H+0OH<=>PC2H40H+H20

+3.7600000E+003 +2.7800000E+000

1

C2H50H+HO2<=>PC2H40H+H202
002 +4.3000000E+000 +1.5333000E+004
C2H50H+CH3<=>PC2H40H+CH4
+3.3000000E+002 +3.3000000E+000 +1.2290000E+004
C2H50H+CH302<=>PC2H40H+CH302H
002 +4.3000000E+000 +1.5333000E+004
SC2H40H<=>CH3CHO+H

+5.6900000E+052
PLOG /
+5.6900000E+052
PLOG /
+3.2900000E+056
PLOG /
+8.5800000E+057
PLOG /
+5.3600000E+055
PLOG /
+1.6600000E+048
PLOG /
+8.2600000E+044
PLOG /
+1.0100000E+040
PLOG /
+1.1000000E+036

-1

-6.

SC2H40H<=>C2H30H+H

+5.4000000E+046

-1

.3380000E+001 +4

.3380000E+001

.4120000E+001

.4160000E+001

.3150000E+001

.0640000E+001

.5900000E+000

.0600000E+000

8400000E+000

.1630000E+001

+4.

+4.

+5.

+5.

+5.

+4.

+4.

+4.

+4.

.0150000E+004

.7600000E+002

.9100000E+003

.4741000E+003

.0400000E+004

.2800000E+004

.6580000E+003

.4900000E+003

.8102000E+003

.5049000E+004

+1.

5049000E+004
+1
8129000E+004

+1.

0743000E+004
+1
1886000E+004
+1
0297000E+004
+2
9218000E+004

+5.

7439000E+004
+1
5899000E+004

4323000E+004

0000000E-003
/

.0000000E-002

/
0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+001

/
0000000E+001

/

.0000000E+002

/

+6.4700000E-

+3.2360000E-

+2.4500000E-

+1.2250000E-

+3.9860000E-

+1.9950000E-



PLOG /

+5.4000000E+046 -1
PLOG /
+1.2100000E+051 -1
PLOG /
+2.8700000E+054 -1
PLOG /
+3.7900000E+053 -1
PLOG /
+6.3300000E+046 -1
PLOG /
+3.8700000E+043 -9
PLOG /
+5.0800000E+038 =7
PLOG /
+5.1200000E+034 -6
SC2H40H<=>C2H50
+5.4800000E+045 -1
PLOG /
+5.4800000E+045 -1
PLOG /
+2.5400000E+049 -1
PLOG /
+1.6500000E+054 -1
PLOG /
+1.8100000E+055 -1
PLOG /
+4.5800000E+049 -1
PLOG /
+4.1100000E+046 -1
PLOG /
+6.6800000E+041 -8.
PLOG /

+6.5400000E+037 -7.
SC2H40H<=>PC2H40H

+2.6500000E+036 -8.
PLOG /
+2.6500000E+036 -8.
PLOG /
+3.5600000E+037 -8
PLOG /
+4.1400000E+039 -9
PLOG /
+5.8200000E+044 -1
PLOG /
+4.2600000E+048 -1
PLOG /
+8.8400000E+047 -1
PLOG /
+2.2300000E+045 -9
PLOG /

+1.7000000E+042 -8.
CH3+CH20<=>C2H50
+3.0000000E+011 +0.
CH3CHO+H<=>C2H50
+4.6100000E+007 +1.

.1630000E+001

.2550000E+001

.3150000E+001

.2510000E+001

.0200000E+001

.1700000E+000

.6500000E+000

.4100000E+000

.1630000E+001

.1630000E+001

.2370000E+001

.3400000E+001

.3310000E+001

.1320000E+001

.0330000E+001

8300000E+000

5800000E+000

8600000E+000

8600000E+000

.8900000E+000

.1900000E+000

.0340000E+001

.1060000E+001

.0740000E+001

.8400000E+000

8300000E+000

0000000E+000

7100000E+000

C2H50+02<=>CH3CHO+HO2

+4.2800000E+010 +0.

0000000E+000

+4.

+4.

+5.

+5.

+5.

+5.

+4.

+4.

+4.

+4.

+4.

+5.

+5.

+5.

+5.

+5.

+4.

+5.

+5

+5.

+5.

+5.

+5.

+5.

+5.

+5.

+6.

+7.

+1.

+1.

4323000E+004

+1.

7240000E+004

+1.

0702000E+004

+1.

2560000E+004

+1.

1441000E+004

+2.

0440000E+004

+5.

8713000E+004

+1.

7182000E+004

4328000E+004

+1.

4328000E+004

+1.

6445000E+004

+1.

0330000E+004

+1.

3132000E+004

+1.

2714000E+004

+2.

1834000E+004

+5.

0202000E+004

+1.

8697000E+004

1019000E+004

+1.
.1019000E+004
+1.

1114000E+004

+1.

1912000E+004

+1.

5296000E+004

+1.

9458000E+004

+2.

9901000E+004

+5.

9604000E+004

+1.

8737000E+004

3360000E+003

0900000E+003

0970000E+003

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
6000OOOE+001
6000OOOE+001
éOOOOOOE+002
/

0000000E-003
éOOOOOOE—OOZ
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOZ
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/



O2C2H40H<=>PC2H40H+0O2

+3.9000000E+016 -1.0000000E+000 +3.0000000E+004
02C2H40H=>0H+CH20+CH20

+1.2500000E+011 +0.0000000E+000 +1.8900000E+004
SC2H40H+02<=>CH3CHO+HO2

+5.2600000E+017 -1.6380000E+000 +8.6900000E+002
PLOG / +1
+5.2600000E+017 -1.6370000E+000 +8.3800000E+002
PLOG / +1.
+5.2600000E+017 -1.6370000E+000 +8.3800000E+002
PLOG / +1.
+5.2800000E+017 -1.6380000E+000 +8.3900000E+002
PLOG / +1.
+1.5400000E+018 -1.7710000E+000 +1.1200000E+003
PLOG / +1.
+3.7800000E+020 -2.4290000E+000 +3.0900000E+003
SC2H40H+02<=>C2H30H+HO2

+5.5120000E+003 +2.4950000E+000 -4.1400000E+002
PLOG / +1.
+5.1200000E+002 +2.4960000E+000 -4.1400000E+002
PLOG / +1.
+5.3300000E+002 +2.4900000E+000 -4.0200000E+002
PLOG / +1.
+7.6200000E+002 +2.4460000E+000 -2.9600000E+002
PLOG / +1.
+8.9200000E+003 +2.1460000E+000 +4.7000000E+002
PLOG / +1.
+4.3800000E+005 +1.6990000E+000 +2.3300000E+003
CH30CH3 (+M) <=>CH3+CH30 (+M)

+2.3300000E+019 -6.6100000E-001 +8.4139000E+004
LOW /

+1.7200000E+059 -1.1400000E+001 +9.3295600E+004
TROE / +1.

030 +8.8000000E+002 /

H2 / 3.000 / CO / 2.250 / CO2 / 3.000 / N2 / 1.

CH30CH3 / 5.000 / CH4 / 3.000 / C2H6 / 4.500 /
CH30OCH3+0H<=>CH30CH2+H20

+9.3500000E+005 +2.2900000E+000 -7.8070000E+002
CH3OCH3+H<=>CH30CH2+H2

+7.7210000E+006 +2.0900000E+000 +3.3840000E+003
CH30OCH3+0<=>CH30CH2+0H

+7.7500000E+008 +1.3600000E+000 +2.2500000E+003
CH30CH3+HO02<=>CH30CH2+H202

003 +4.6400000E+000 +1.0556000E+004
CH30OCH3+CH302<=>CH30CH2+CH302H

003 +4.6400000E+000 +1.0556000E+004
CH30CH3+CH3<=>CH30CH2+CH4

+7.0200000E+000 +3.7800000E+000 +9.6871000E+003
CH30CH3+02<=>CH30CH2+HO0O2

+4.1000000E+013 +0.0000000E+000 +4.4910000E+004
CH30CH3+CH30<=>CH30CH2+CH30H

+6.0200000E+011 +0.0000000E+000 +4.0740000E+003
CH3OCH3+CH30CH202<=>CH30CH2+CH30CH202H
+5.0000000E+012 +0.0000000E+000 +1.7690000E+004
CH30OCH3+02CHO<=>CH30OCH2+HO2CHO

+4.4250000E+004 +2.6000000E+000 +1.3910000E+004
CH3OCH3+0OCHO<=>CH30OCH2+HOCHO

+1.0000000E+013 +0.0000000E+000 +1.7690000E+004

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002

/

/
0000000E+000

+1.0000000E-

500 / H20 / 9.000 /

+3.1700000E-

+1.2680000E-



CH3OCH2+CH30<=>CH30CH3+CH20
+2.4100000E+013 +0.0000000E+000
CH30CH2+CH20<=>CH30CH3+HCO
+5.4900000E+003 +2.8000000E+000
CH30CH2+CH3CHO<=>CH30CH3+CH3CO

+1.2600000E+012 +0.
CH30CH2<=>CH3+CH20

0000000E+000

+8.0300000E+012 +4.4028400E-001
PLOG /

+7.4940000E+023 -4.5152000E+000
PLOG /

+6.9210000E+028 =5.7271000E+000
PLOG /

+4.2290000E+029 -5.6103000E+000
PLOG /

+6.6080000E+027 -4.7073000E+000
PLOG /

+2.6590000E+029 -4.9358000E+000
CH30CH2+02<=>CH30CH202
+1.0000000E+000 +1.0000000E+000
PLOG /

+1.1200000E+018 -3.3700000E+000
PLOG /

+1.3300000E+021 -3.9500000E+000
PLOG /

+1.1300000E+028 -5.2400000E+000
PLOG /

+3.9100000E+027 -5.0000000E+000
PLOG /

+2.7500000E+024 -3.8700000E+000
PLOG /

+2.9700000E+022 -3.2300000E+000
PLOG /

+5.1900000E+019 -2.3500000E+000
PLOG /

+5.4300000E+017 -1.7300000E+000
CH30OCH2+02<=>CH20CH202H
+1.0000000E+000 +1.0000000E+000
PLOG /

+5.0800000E+020 -4.3900000E+000
PLOG /

+5.4700000E+023 -4.9600000E+000
PLOG /

+2.8100000E+028 -5.6300000E+000
PLOG /

+5.1900000E+027 -5.3300000E+000
PLOG /

+9.6700000E+024 -4.3600000E+000
PLOG /

+4.0800000E+023 -3.9000000E+000
PLOG /

+5.0800000E+021 -3.2800000E+000
PLOG /

+1.6200000E+020 -2.8100000E+000

CH30CH2+02=>CH20+CH20+0OH
+1.0000000E+000 +1.0000000E+000

PLOG /

+8.0100000E+021 -3.1800000E+000

+0.

+5.

+8.

+2.

+2.

+2.

+2.

+2.

+3.

+1.

+4.

+4.

+4.

+3.

+2.

+2.

+1

+4.

+2.

+7.

+8.

+8.

+8.

+8.

+8.

+1.

+3.

0000000E+000
8620000E+003
4990000E+003
6490700E+004

+1
5236100E+004

+1.

7494900E+004

+1.

8898300E+004

+1.

9735200E+004

+1.

1785500E+004

0000000E+000

+1.
.2940000E+003

+1.
.6150000E+003

+1.

0880000E+003

+2.

5120000E+003

+1.

2900000E+003

+2.

7810000E+003

+5.

9080000E+003

+1.

2100000E+003

.0000000E+000
+1.

6900000E+002

+1.

1830000E+003

+1.

8480000E+003

+2.

1440000E+003
+1
4170000E+003
+2
4940000E+003

+5.

5850000E+003
+1
6190000E+003

0000000E+000
+1
0670000E+003

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-003
/
0000000E-002
/
0000000E+000
/
0000000E+000
/
0000000E+001
/
0000000E+001
/
0000000E+001
/
0000000E+002
/

0000000E-003
/
0000000E-002
/
0000000E+000

/
0000000E+000

/

.0000000E+001

/

.0000000E+001

/
0000000E+001

/

.0000000E+002

/

.0000000E-003

/



PLOG /
+1.7300000E+023
PLOG /
+2.0400000E+031
PLOG /
+5.9900000E+031
PLOG /
+9.3900000E+030
PLOG /
+1.0900000E+030
PLOG /
+3.5800000E+028
PLOG /
+2.4100000E+027

-3.5500000E+000

-5.7600000E+000
-5.8700000E+000
-5.5900000E+000
-5.3000000E+000
-4.8800000E+000

-4.5500000E+000

CH30CH202<=>CH20CH202H

+1.0000000E+000
PLOG /
+1.9400000E+029
PLOG /
+4.0700000E+027
PLOG /
+2.5200000E+025
PLOG /
+5.9700000E+024
PLOG /
+4.4400000E+021
PLOG /
+4.5200000E+019
PLOG /
+5.7200000E+016
PLOG /
+3.7000000E+014

+1.0000000E+000

-6.9900000E+000

.1600000E+000

.7600000E+000

.4800000E+000

.3800000E+000

.7400000E+000

-1.8200000E+000

-1.1300000E+000

CH30CH202=>CH20+CH20+0H

+1.0000000E+000
PLOG /
+2.0600000E+036
PLOG /
+2.0700000E+039
PLOG /
+1.1200000E+040
PLOG /
+9.7200000E+038
PLOG /
+6.2800000E+035
PLOG /
+1.6000000E+034
PLOG /
+8.3200000E+031
PLOG /
+1.2200000E+030

+1.0000000E+000
-8.3200000E+000
-8.8600000E+000
-8.4200000E+000
-8.0400000E+000
-6.9700000E+000
-6.4600000E+000
-5.7500000E+000

-5.2000000E+000

CH20CH202H=>CH20+CH20+0H

+1.0000000E+000
PLOG /
+1.6600000E+023
PLOG /
+5.3000000E+025
PLOG /
+7.8100000E+022

+1.0000000E+000

-4.5300000E+000

-4.9300000E+000

-3.5000000E+000

+4.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+2.

+2

+2

+2

+1

+3.

+3.

+3.

+3.

+3.

+3.

+3.

+3.

+1.

+2.

+2.

+2.

+1.

0500000E+003
+1
1594000E+004

+2.

2710000E+004
+1
4517000E+004

+2.

5051000E+004

+5.

5664000E+004

+1.

6107000E+004

0000000E+000
+1
2446000E+004

+1.

1619000E+004

+1.

2691000E+004

+2.

2868000E+004

+1.

2386000E+004

+2.
.1803000E+004
+5.
.0829000E+004
+1.
.0034000E+004

.0000000E+000
+1.

3415000E+004

+1.

5842000E+004

+1.

9835000E+004

+2.

9923000E+004

+1.

9900000E+004

+2.

9850000E+004

+5.

9719000E+004
+1
9549000E+004

0000000E+000
+1
2243000E+004
+1
4158000E+004
+1
3156000E+004

0000000E-002
/

.0000000E+000

/
0000000E+000
/

.0000000E+001

/
0000000E+001

/
0000000E+001

/
0000000E+002

/

.0000000E-003

éOOOOOOE—OOZ
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
/

.0000000E+002

/

.0000000E-003

/

.0000000E-002

/

.0000000E+000

/



PLOG /
+4.9800000E+022
PLOG /
+8.4600000E+022
PLOG /
+9.0900000E+022
PLOG /
+4.5900000E+022
PLOG /
+1.4000000E+022

-3.

-3.

-3.

-2.

-2.

3500000E+000

2200000E+000

1400000E+000

9400000E+000

7200000E+000

CH20CH202H+02<=>02CH20CH202H

+1.0000000E+000
PLOG /
+9.4200000E+012
PLOG /
+8.1600000E+016
PLOG /
+1.0600000E+022
PLOG /
+3.4800000E+020
PLOG /
+2.8600000E+016
PLOG /
+8.5500000E+014
PLOG /
+2.6800000E+013
PLOG /
+4.8700000E+012

+1.

-1.

-3.

0000000E+000

6800000E+000

.5000000E+000

.3000000E+000

.7900000E+000

.4800000E+000

.0100000E+000

.4000000E-001

2000000E-001

CH20CH202H+02<=>HO2CH20CHO+0OH

+1.0000000E+000
PLOG /
+5.9000000E+020
PLOG /
+2.0600000E+023
PLOG /
+4.4500000E+029
PLOG /
+2.4400000E+028
PLOG /
+9.4200000E+023
PLOG /
+1.0400000E+022
PLOG /
+6.9500000E+019
PLOG /
+3.9600000E+018

+1.

-2.

-2.

0000000E+000

8800000E+000

.5900000E+000

.2900000E+000

.9200000E+000

.6800000E+000

.1600000E+000

.6000000E+000

3100000E+000

O2CH20CH202H<=>HO2CH20CHO+0H

+1.0000000E+000
PLOG /
+9.0500000E+023
PLOG /
+6.8400000E+026
PLOG /
+5.0700000E+016
PLOG /
+2.6600000E+014
PLOG /
+1.6900000E+010

+1.

0000000E+000

.8800000E+000

.3200000E+000

.8100000E+000

.1100000E+000

.8000000E-001

+2.

+2.

+2.

+2.

+2.

+1.

+3.

+3.

+1.

+1.

+7.

+4.

+1.

+3.

+5.

+1.

+1

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+1.

+2.

3062000E+004
+1
3559000E+004
+2
3899000E+004

+5.

4262000E+004
+1
4407000E+004

0000000E+000

+1.
.9980000E+003

+1.
.7530000E+003

+1.

3890000E+003

+2.

1310000E+003

+1.

8730000E+003

+2.

3120000E+003

+5.

2700000E+002

+1.

2800000E+002

0000000E+000

+1.

2340000E+003

+1.

1160000E+003

+1.

2791000E+004

+2.
.2891000E+004
+1.

2049000E+004

+2.

1505000E+004

+5.

0861000E+004

+1.

0500000E+004

0000000E+000
+1
8805000E+004
+1
2533000E+004
+1
1175000E+004
+2
0310000E+004
+1
8604000E+004

0000000E+000
/

.0000000E+001

/

.0000000E+001

/
0000000E+001
/

.0000000E+002

/

0000000E-003
éOOOOOOE—OOZ
/

0000000E+000
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OO2
/

.0000000E-003

/

.0000000E-002

/

.0000000E+000

/

.0000000E+000

/

.0000000E+001

/



PLOG /
PLOG /

PLOG /

+2.0000000E+001
+1.1100000E+009 +5.4000000E-001 +1.8100000E+004 /
+5.0000000E+001
+1.0700000E+008 +8.4000000E-001 +1.7661000E+004 /
+1.0000000E+002
+3.8600000E+007 +9.8000000E-001 +1.7467000E+004 /

CH30CH202+CH30CH202=>02+CH30CH20+CH30CH20
+1.5470000E+023 -4.5000000E+000 +0.0000000E+000

CH30CH202+CH20<=>CH30CH202H+HCO

+1.0000000E+012 +0.0000000E+000 +1.1660000E+004
CH30CH202+CH3CHO<=>CH30CH202H+CH3CO

+2.8000000E+012 +0.0000000E+00Q0Q
CH30CH20+0OH<=>CH30CH202H
+2.0000000E+013 +0.0000000E+000
HO2CH20CHO<=>0CH20CHO+0OH
+5.0000000E+016 +0.0000000E+000
CH20+0OCHO<=>0OCH20CHO
+1.2500000E+011 +0.0000000E+000
OCHZ20CHO<=>HOCH20CO
+1.0000000E+011 +0.0000000E+00QO0
HOCH20CO<=>CH20H+CO02
+1.1170000E+017 -1.5260000E+000
HOCH20CO<=>HOCH20+CO
+2.9200000E+018 -1.9650000E+000
CH30+CH20<=>CH30CH20
+1.0000000E+011 +0.0000000E+00O0
CH30CH20+02<=>CH30CHO+HO2

+1

+0

+4.

+1.

+1.

+2.

+1.

+7

.3600000E+004

.0000000E+000

3000000E+004

1900000E+004

4000000E+004

0771900E+004

9619000E+004

.9600000E+003

019 +9.5000000E+000 -5.5010000E+003

CH30CH20<=>CH30CHO+H

+3.3000000E+013 +4.0000000E-003 +2.6136300E+004

CH30+HCO<=>CH30CHO
+3.0000000E+013 +0.0000000E+000
CH30+HCO<=>CH30H+CO
+9.0000000E+013 +0.0000000E+000
CH3+0OCHO<=>CH30CHO
+1.0000000E+013 +0.0000000E+000
CH20OCHO+H<=>CH30CHO
+1.0000000E+014 +0.0000000E+000
CH30OCO+H<=>CH30CHO
+1.0000000E+014 +0.0000000E+000
CH30OCHO+02<=>CH30CO+HO2
+1.0000000E+013 +0.0000000E+000
CH30CHO+02<=>CH20CHO+HO?2
+2.0500000E+013 +0.0000000E+000
CH30OCHO+0OH<=>CH30CO+H20
+1.5800000E+007 +1.8000000E+000
CH30CHO+0OH<=>CH20CHO+H20
+5.2700000E+009 +9.7000000E-001
CH30CHO+HO2<=>CH30CO+H202
+4.8200000E+003 +2.6000000E+000
CH30CHO+HO2<=>CH20CHO+H202
+2.3800000E+004 +2.5500000E+000
CH30OCHO+0<=>CH30CO+0OH
+2.7550000E+005 +2.4500000E+000
CH30CHO+0<=>CH20CHO+0OH
+9.8000000E+005 +2.4300000E+000
CH3OCHO+H<=>CH30CO+H2
+6.5000000E+005 +2.4000000E+000

+0.

+0.

+0.

+0.

+0.

+4.

+5.

+9.

+1.

+1.

+1.

+2.

+4.

+4.

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

9700000E+004

2000000E+004

3400000E+002

5860000E+003

3910000E+004

6490000E+004

8300000E+003

7500000E+003

4710000E+003

+4.3800000E-



CH30CHO+H<=>CH20CHO+H2

+6.6500000E+005 +2.5400000E+000 +6.7560000E+003

CH30CHO+CH3<=>CH30CO+CH4

001 +3.4600000E+000 +5.4810000E+003

CH30CHO+CH3<=>CH20CHO+CH4

001 +3.6500000E+000 +7.1540000E+003

CH30CHO+CH30<=>CH30CO+CH30H

+5.4800000E+011 +0.0000000E+000 +5.0000000E+003

CH30CHO+CH30<=>CH20CHO+CH30H
+2.1700000E+011 +0.0000000E+000
CH30CHO+CH302<=>CH30CO+CH302H
+4.8200000E+003 +2.6000000E+000
CH30CHO+CH302<=>CH20CHO+CH302H
+2.3800000E+004 +2.5500000E+000
CH30CHO+HCO<=>CH30CO+CH20
+5.4000000E+006 +1.9000000E+000
CH30CHO+HCO<=>CH20CHO+CH20
+1.0250000E+005 +2.5000000E+000
CH30CO<=>CH20CHO
+1.6290000E+012 -1.8000000E-001
CH30CO<=>CH3+C02

+8.6910000E+017 -1.8100000E+000
PLOG /

+9.7200000E+012 -1.3100000E+000
PLOG /

+1.2500000E+016 -1.8300000E+000
PLOG /

+1.0400000E+018 -2.1000000E+000
PLOG /

+8.6900000E+017 -1.8100000E+000
CH30C0O<=>CH30+CO
+8.6910000E+017 -1.8100000E+000
PLOG /

+1.0300000E+003 +1.2900000E+000
PLOG /

+4.0900000E+005 +8.1000000E-001
PLOG /

+9.0200000E+014 -1.7200000E+000
PLOG /

+2.8250000E+022 -3.4400000E+000
CH20+HCO<=>CH20CHO
+1.5000000E+011 +0.0000000E+000

C3H8 (+M) <=>CH3+C2H5 (+M)
+1.2900000E+037 -5.8400000E+000
LOW /

+5.6400000E+074 -1.5740000E+001
TROE /

+5.0000000E+001 +3.0000000E+003

+6.
+1.
+1.
+1.
+1.
+4.
+1.
+9.
+1.
+1.
+1.
+1.
+2.
+2.
+2.
+2.
+1.
+9.
+9.

+9.
H2 / 2.000 / H20 / 6.000 / AR / 0.

4580000E+003

3910000E+004

6490000E+004

7010000E+004

8430000E+004

0670000E+004

3656700E+004

+5.

4167000E+003

+1.

1340800E+004

+1.

2826900E+004

+1.

3656700E+004

3656700E+004

+5.

5401000E+004

+1.

1969100E+004

+1.

1767500E+004

+1.

3592400E+004

1900000E+004

7380000E+004

8714000E+004

+3.

0000000E+003

2.000 / Cc2H6 / 3.000 / HE / 0.700 /

NC3H7+H<=>C3HS8

+1.0000000E+014 +0.0000000E+000
IC3H7+H<=>C3HS

+1.0000000E+014 +0.0000000E+000
C3H8+IC3H7<=>NC3H7+C3H8
+3.0000000E+010 +0.0000000E+000
C3H84+02<=>IC3H7+HO2
+2.0000000E+013 +0.0000000E+000

+0

+0

+1

+4

.0000000E+000

.0000000E+000

.2900000E+004

.9640000E+004

700 / CO / 1.

0000000E-002
/
0000000E+000
/
0000000E+001

/
0000000E+002

/

0000000E-002
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

/
1000000E-001
/

+7.5500000E-

+4.5200000E-

500 / c02 / 2.000 / CH4 /



C3H8+H<=>IC3H7+H2
+1.3000000E+006 +2.4000000E+000
C3H8+0<=>IC3H7+0H
+5.4900000E+005 +2.5000000E+000
C3H8+0OH<=>IC3H7+H20
+4.6700000E+007 +1.6100000E+000
C3H8+H02<=>IC3H7+H202
+6.3200000E+001 +3.3700000E+000
C3H8+CH3<=>IC3H7+CH4
+6.4000000E+004 +2.1700000E+000
C3H8+C2H3<=>IC3H7+C2H4
+1.0000000E+011 +0.0000000E+000
C3H8+C2H5<=>IC3H7+C2H6
+1.0000000E+011 +0.0000000E+000
C3HB8+C3H5-A<=>IC3H7+C3H6
+7.9400000E+011 +0.0000000E+000
C3H8+CH30<=>IC3H7+CH30H
+3.0000000E+011 +0.0000000E+000
C3H8+CH302<=>IC3H7+CH302H
+1.0190000E+001 +3.5800000E+000
C3H8+C2H502<=>IC3H7+C2H502H
+1.0190000E+001 +3.5800000E+000
C3H8+NC3H702<=>IC3H7+NC3H702H
+2.0000000E+012 +0.0000000E+000
C3H8+CH3C0O3<=>IC3H7+CH3CO3H
+2.0000000E+012 +0.0000000E+000
C3HB8+02CHO<=>IC3H7+HO2CHO
+1.4750000E+004 +2.6000000E+000
C3H8+IC3H702<=>IC3H7+IC3H702H
+2.0000000E+012 +0.0000000E+000
C3H84+02<=>NC3H7+H0O2
+6.0000000E+013 +0.0000000E+000
C3H8+H<=>NC3H7+H2
+3.4900000E+005 +2.6900000E+000
C3H8+0<=>NC3H7+0H
+3.7100000E+006 +2.4000000E+000
C3H8+0OH<=>NC3H7+H20
+1.0540000E+010 +9.7000000E-001
C3H8+H0O2<=>NC3H7+H202
+4.0800000E+001 +3.5900000E+000
C3H8+CH3<=>NC3H7+CH4

+4.

+3.

-3.

+1.

+7.

+1.

+1.

+1.

+7.

+1.

+1.

+1.

+1.

+1

+1

+5.

+6.

+5.

+1

+1

4710000E+003

1400000E+003

5000000E+001

3720000E+004

5200000E+003

0400000E+004

0400000E+004

6200000E+004

0000000E+003

4810000E+004

4810000E+004

7000000E+004

7000000E+004

.3910000E+004

.7000000E+004

2290000E+004

4500000E+003

5050000E+003

.5860000E+003

.7160000E+004

001 +3.6500000E+000 +7.1540000E+003

C3H8+C2H3<=>NC3H7+C2H4

+1.0000000E+011 +0.0000000E+000 +1.0400000E+004

C3H8+C2H5<=>NC3H7+C2H6
+1.0000000E+011 +0.0000000E+000
C3H8+C3H5-A<=>NC3H7+C3H6
+7.9400000E+011 +0.0000000E+000
C3H8+CH30<=>NC3H7+CH30H
+3.0000000E+011 +0.0000000E+000
C3H8+CH302<=>NC3H7+CH302H
+1.3860000E+000 +3.9700000E+000
C3H8+C2H502<=>NC3H7+C2H502H
+1.3860000E+000 +3.9700000E+000
C3H8+NC3H702<=>NC3H7+NC3H702H
+1.7000000E+013 +0.0000000E+000
C3H8+IC3H702<=>NC3H7+IC3H702H
+1.7000000E+013 +0.0000000E+000

+1.

+2.

+7.

+1.

+1.

+2.

+2.

0400000E+004

0500000E+004

0000000E+003

8280000E+004

8280000E+004

0460000E+004

0460000E+004

+9.0400000E-



C3H8+CH3C0O3<=>NC3H7+CH3CO3H
+1.7000000E+013 +0.0000000E+000
C3H8+02CHO<=>NC3H7+HO2CHO
+5.5200000E+004 +2.5500000E+000
IC3H7+H<=>C2H5+CH3
+2.0000000E+013 +0.0000000E+000
IC3H7+0H<=>C3H6+H20
+2.4100000E+013 +0.0000000E+000
IC3H7+0<=>CH3COCH3+H
+4.8180000E+013 +0.0000000E+000
IC3H7+0<=>CH3CHO+CH3
+4.8180000E+013 +0.0000000E+000
NC3H7+HO2<=>NC3H70+0H
+7.0000000E+012 +0.0000000E+000
NC3H7+CH302<=>NC3H70+CH30
+7.0000000E+012 +0.0000000E+000
IC3H7+HO2<=>IC3H70+0H
+7.0000000E+012 +0.0000000E+000
IC3H7+CH302<=>IC3H70+CH30
+7.0000000E+012 +0.0000000E+000
C2H5+CH20<=>NC3H70
+1.0000000E+011 +0
C2H5CHO+H<=>NC3H70
+4.0000000E+012 +0.0000000E+000
CH3+CH3CHO<=>IC3H70
+1.0000000E+011 +0.0000000E+000
CH3COCH3+H<=>IC3H70
+2.0000000E+012 +0.0000000E+000
IC3H704+02<=>CH3COCH3+HO2
+9.0900000E+009 +0.0000000E+000
NC3H7+02<=>C3H6+HO2

.0000000E+000

+2.

+1.

+0.

+0.

+0.

+0.

+3.

+6.

+9.

+7.

+3

0460000E+004

6480000E+004

0000000E+000

0000000E+000

0000000E+000

0000000E+000

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

4960000E+003

2600000E+003

2560000E+003

2700000E+003

.9000000E+002

019 +0.0000000E+000 +3.0000000E+003

NC3H7+02<=>NC3H702

+1.0000000E+011 +0.0000000E+000
PLOG /

+9.2000000E+008 +4.0500000E-001
PLOG /

+1.4500000E+014 -9.8400000E-001
PLOG /

+2.0900000E+013 -4.9900000E-001
PLOG /

+1.1500000E+020 -2.4200000E+000
PLOG /

+2.0700000E+016 -1.3000000E+000
IC3H7+02<=>IC3H702
+1.0000000E+011 +0.0000000E+000
PLOG /

+7.3300000E+005 +1.3300000E+000
PLOG /

+2.2400000E+011 -1.0500000E-001
PLOG /

+1.5400000E+018 -2.0200000E+000
PLOG /

+6.7400000E+027 -4.8500000E+000
PLOG /

+1.6700000E+029 -5.1500000E+000
IC3H702<=>C3H6+H02
+1.2240000E+009 +1.2800000E+000

+0

+2.

+8.

+0.

+3.

+5.

+3.

.0000000E+000

+1.

.3986500E+003

+1.

.7108000E+003

+1.

.3842300E+002

+1.

4512600E+003
+1
0341900E+002

0000000E+000
+1
.3456400E+003
+1
.6978700E+003
+1
.9856700E+002
+1
7798200E+003
+1
0364500E+003

0000000E+004

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/

.0000000E+002

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

+3.0000000E-



NC3H702<=>C3H6+HO2
+6.2400000E+008 +1.2500000E+000
NC3H702<=>C3H600H1-2
+4.0900000E+008 +1.1000000E+000
NC3H702<=>C3H600H1-3
+3.5660000E+006 +1.6000000E+000
IC3H702<=>C3H600H2-1
+2.9170000E+009 +1.1000000E+000
C3H600H1-2<=>C3H601-2+0H
+1.2100000E+009 +1.0500000E+000
C3H60O0OH1-3<=>C3H601-3+0H
+2.6400000E+009 +7.1000000E-001
C3H60O0OH1-2<=>C3H6+HO2
+2.3400000E+010 +7.7000000E-001
C3H60O0OH1-3=>0H+CH20+C2H4
+2.8900000E+009 +1.3000000E+000
C3H60O0OH2-1<=>C2H300H+CH3
+8.5600000E+010 +8.5000000E-001
C3H600H1-2=>C2H4+CH20+0H
+1.3100000E+033 -7.0100000E+000
C3H600H1-24+02<=>C3H600H1-202
+1.7440000E+014 -8.1600000E-001
C3H600H1-34+02<=>C3H600H1-302
+3.4330000E+016 -1.6270000E+000
C3H600H2-14+02<=>C3H600H2-102
+3.4330000E+016 -1.6270000E+000
C3H600H1-202<=>C3H51-2, 300H
+2.9170000E+009 +1.1000000E+000
C3H600H1-302<=>C3H52-1, 300H
+4.0090000E+008 +1.1000000E+000
C3H600H2-102<=>C3H51-2, 300H
+3.5660000E+006 +1.6000000E+000
C3H51-2, 300H<=>AC3H500H+HO2
+2.5600000E+013 -4.9000000E-001
C3H52-1, 300H<=>AC3H500H+HO2
+1.1500000E+014 -6.3000000E-001
C3H51-2, 300H<=>C3H501-200H-3+0H
+4.4500000E+009 +8.6000000E-001
C3H51-2, 300H<=>C3H501-300H-2+0H
+2.6400000E+009 +7.1000000E-001
C3H52-1, 300H<=>C3H501-200H-3+0H
+1.2100000E+009 +1.0500000E+000
C3H501-200H-3=>CH2CHO+CH20+0H
+1.0000000E+016 +0.0000000E+000
C3H501-300H-2=>CH2CHO+CH20+0H
+1.0000000E+016 +0.0000000E+000
C3H600H1-202<=>C3KET12+0H
+6.0000000E+011 +0.0000000E+000
C3H600H1-302<=>C3KET13+0H
+7.5000000E+010 +0.0000000E+000
C3H600H2-102<=>C3KET21+0H
+3.0000000E+011 +0.0000000E+000
C3KET12=>CH3CHO+HCO+0OH
+9.5000000E+015 +0.0000000E+000
C3KET13=>CH20+CH2CHO+0OH
+1.0000000E+016 +0.0000000E+000
C3KET21=>CH20+CH3CO+0OH
+1.0000000E+016 +0.0000000E+000

+2.

+3.

+2.

+3.

+1.

+1.

+1.

+2.

+3.

+4.

+1.

+1.

+3.

+3.

+2.

+1.

+1.

+1.

+1.

+1.

+4.

+4.

+2.

+2.

+2.

+4.

+4.

+4.

9600000E+004

0100000E+004

1000000E+004

3500000E+004

1300000E+004

8500000E+004

5300000E+004

6700000E+004

0700000E+004

8120000E+004

.3650000E+002

9870000E+002

9870000E+002

3500000E+004

0100000E+004

1000000E+004

7770000E+004

7250000E+004

0800000E+004

8500000E+004

1300000E+004

3000000E+004

3000000E+004

6400000E+004

1400000E+004

3850000E+004

2540000E+004

3000000E+004

3000000E+004



C3KET21=>0H+CH20+CO+CH3

+1.5900000E+020 -1.5000000E+000 +4.

C2H300H<=>CH2CHO+0OH

+8.4000000E+014 +0.0000000E+000 +4.

C2H300H=>CH2CO+H+OH

+1.5900000E+020 -1.5000000E+000 +4.

NC3H702H<=>NC3H70+0H

+1.5000000E+016 +0.0000000E+000 +4.

NC3H702+H2<=>NC3H702H+H

+3.0100000E+013 +0.0000000E+000 +2.

NC3H702+HO2<=>NC3H702H+02

+1.7500000E+010 +0.0000000E+000 -3.

NC3H702+CH20<=>NC3H702H+HCO

+5.6000000E+012 +0.0000000E+000 +1.

NC3H702+CH4<=>NC3H702H+CH3

+1.1200000E+013 +0.0000000E+000 +2.

NC3H702+CH30H<=>NC3H702H+CH20H

+6.3000000E+012 +0.0000000E+000 +1.

NC3H702+CH3CHO<=>NC3H702H+CH3CO

+2.8000000E+012 +0.0000000E+000 +1.

NC3H702+4C2H4<=>NC3H702H+C2H3

+1.1300000E+013 +0.0000000E+000 +3.

NC3H7024+C2H6<=>NC3H702H+C2H5

+1.7000000E+013 +0.0000000E+000 +2.

NC3H702+C2H3CHO<=>NC3H702H+C2H3CO

+2.8000000E+012 +0.0000000E+000 +1.

NC3H702+C2H5CHO<=>NC3H702H+C2H5CO

+2.0000000E+011 +0.0000000E+000 +9.

NC3H702+NC3H702=>NC3H70+NC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

NC3H702+CH3C0O3=>NC3H70+CH3C02+02

+1.4000000E+016 -1.6100000E+000 +1.

NC3H702+C2H502=>NC3H70+C2H50+02

+1.4000000E+016 -1.6100000E+000 +1.

NC3H702+CH3<=>NC3H70+CH30

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+C2H5<=>NC3H70+C2H50

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+IC3H7<=>NC3H70+IC3H70

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+NC3H7<=>NC3H70+NC3H70

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+C3H5-A<=>NC3H70+C3H50

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+CH302=>NC3H70+CH30+02

+1.4000000E+016 -1.6100000E+000 +1.

IC3H70+0H<=>IC3H702H

+1.0000000E+015 -8.0000000E-001 +0O.

IC3H702+H2<=>IC3H702H+H

+3.0100000E+013 +0.0000000E+000 +2.

IC3H702+H02<=>IC3H702H+02

+1.7500000E+010 +0.0000000E+000 -3.

IC3H702+CH20<=>IC3H702H+HCO

+5.6000000E+012 +0.0000000E+000 +1.

IC3H702+CH4<=>IC3H702H+CH3

+1.1200000E+013 +0.0000000E+000 +2.

IC3H702+CH3CHO<=>IC3H702H+CH3CO

+2.8000000E+012 +0.0000000E+000 +1.

2879460E+004

3000000E+004

2879460E+004

2500000E+004

6030000E+004

2750000E+003

3600000E+004

4640000E+004

9360000E+004

3600000E+004

0430000E+004

0460000E+004

3600000E+004

5000000E+003

8600000E+003

8600000E+003

8600000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

8600000E+003

0000000E+000

6030000E+004

2750000E+003

3600000E+004

4640000E+004

3600000E+004



IC3H702+C2H4<=>IC3H702H+C2H3

+1.1300000E+013 +0.0000000E+000 +3.

IC3H702+CH30H<=>IC3H702H+CH20H

+6.3000000E+012 +0.0000000E+000 +1.

IC3H702+C2H6<=>IC3H702H+C2H5

+1.7000000E+013 +0.0000000E+000 +2.

IC3H702+C2H3CHO<L=>IC3H702H+C2H3CO

+2.8000000E+012 +0.0000000E+000 +1.

IC3H702+C2H5CHO<L=>IC3H702H+C2H5CO

+2.0000000E+011 +0.0000000E+000 +9.

IC3H702+CH302=>IC3H70+CH30+02

+1.4000000E+016 -1.6100000E+000 +1.

IC3H702+CH3C0O3=>IC3H70+CH3C02+02

+1.4000000E+016 -1.6100000E+000 +1.

IC3H702+C2H502=>IC3H70+C2H50+02

+1.4000000E+016 -1.6100000E+000 +1.

IC3H702+IC3H702=>02+IC3H70+IC3H70

+1.4000000E+016 -1.6100000E+000 +1.

IC3HT702+NC3H702=>IC3H70+NC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

IC3H702+CH3<=>IC3H70+CH30

+7.0000000E+012 +0.0000000E+000 -1
IC3HT7024C2H5<=>IC3H70+C2H50
+7.0000000E+012 +0.0000000E+000 -1
IC3H702+IC3H7<=>IC3H70+IC3H70
+7.0000000E+012 +0.0000000E+000 -1
IC3H702+NC3H7<=>IC3H70+NC3H70
+7.0000000E+012 +0.0000000E+000 -1
IC3H702+C3H5-A<=>IC3H70+C3H50
+7.0000000E+012 +0.0000000E+000 -1
C3H601-2<=>C2H4+CH20
+6.0000000E+014 +0.0000000E+000 +6.
C3H601-2+0OH=>CH20+C2H3+H20
+5.0000000E+012 +0.0000000E+000 +0.
C3H601-2+H=>CH20+C2H3+H2
+2.6300000E+007 +2.0000000E+000 +5.
C3H601-2+0=>CH20+C2H3+0H
+8.4300000E+013 +0.0000000E+000 +5.

C3H601-2+HO2=>CH20+C2H3+H202

+1.0000000E+013 +0.0000000E+000 +1.

C3H601-2+CH302=>CH20+C2H3+CH302H

+1.0000000E+013 +0.0000000E+000 +1.

C3H601-2+CH3=>CH20+C2H3+CH4
+2.0000000E+011 +0.0000000E+000
C3H601-3<=>C2H4+CH20
+6.0000000E+014 +0.0000000E+000
C3H601-3+0H=>CH20+C2H3+H20
+5.0000000E+012 +0.0000000E+000
C3H601-3+0=>CH20+C2H3+0H
+8.4300000E+013 +0.0000000E+000
C3H601-34+H=>CH20+C2H3+H2

+2.6300000E+007 +2.0000000E+000 +5.

C3H601-3+CH302=>CH20+C2H3+CH302H

+1.0000000E+013 +0.0000000E+000 +1.

C3H601-3+HO2=>CH20+C2H3+H202

+1.0000000E+013 +0.0000000E+000 +1.

C3H601-3+CH3=>CH20+C2H3+CH4

+2.0000000E+011 +0.0000000E+000 +1.

+1.

+6.

+0.

+5.

0430000E+004

9360000E+004

0460000E+004

3600000E+004

5000000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

0000000E+004

0000000E+000

0000000E+003

2000000E+003

5000000E+004

9000000E+004

0000000E+004

0000000E+004

0000000E+000

2000000E+003

0000000E+003

9000000E+004

5000000E+004

0000000E+004



C2H3+CH3 (+M) <=>C3H6 (+M)
+2.5000000E+013 +0.0000000E+000

LOW /
+4.2700000E+058
TROE /

-1

.1940000E+001

+1.3410000E+003 +6.0000000E+004
CH2 (S) +C2H4<=>CC3Hb6

+1.4400000E+051
PLOG /
+1.4400000E+051
PLOG /
+3.3800000E+054
PLOG /
+1.3500000E+054
PLOG /
+2.7300000E+047
PLOG /
+2.7100000E+050
DUP

-1

.3100000E+001

.3100000E+001

.3600000E+001

.3000000E+001

.0800000E+001

.1200000E+001

CH2 (S) +C2H4<=>CC3H6

+6.1600000E+040
PLOG /
+6.1600000E+040
PLOG /
+6.9300000E+041
PLOG /
+1.8100000E+037
PLOG /
+4.2600000E+037
PLOG /
+4.6800000E+035
DUP

-1

CH2 (S) +C2H4<=>C3H6

+4.8200000E+057
PLOG /
+4.8200000E+057
PLOG /
+3.8400000E+059
PLOG /
+2.1300000E+058
PLOG /
+8.4800000E+052
PLOG /
+6.0700000E+047
DUP

-1

CH2 (S) +C2H4<=>C3H6

+1.1500000E+045
PLOG /
+1.1500000E+045
PLOG /
+1.8300000E+045
PLOG /
+1.3000000E+040
PLOG /
+2.2700000E+032
PLOG /
+1.2800000E+024
DUP

-1

.0500000E+001

.0500000E+001

.0300000E+001

.5500000E+000

.3200000E+000

.3700000E+000

.4300000E+001

.4300000E+001

.4400000E+001

.3500000E+001

.1600000E+001

.8500000E+000

.1100000E+001

.1100000E+001

.0700000E+001

.7700000E+000

.1400000E+000

.4900000E+000

+0.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+5.

+5.

+6.

+5.

+4.

+4

+1.

+1.

+1.

+2.

+2.

+2.

+6.

+6.

+6.

+5.

+4.

+2.

0000000E+000

7698000E+003
+1
0140000E+004

4200000E+004
+1
4200000E+004

+1.

6500000E+004

+1.

8900000E+004

+1.

4200000E+004

+1.

6700000E+004

4281000E+003

+1.

4281000E+003

+1.

1889000E+003

+1.

5210000E+003
+1
7702000E+003
+1

.6891000E+003

7100000E+004

+1.

7100000E+004

+1.

8400000E+004

+1.

0400000E+004

+1.

0700000E+004
+1
2100000E+004

1452000E+003

+1.

1452000E+003

+1.

6385000E+003

+1.

8638000E+003

+1.

3179000E+003

+1.

5299000E+003

/

.7500000E-001

/

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/

.0000000E+001

/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/



CH2 (S) +C2H4<=>C3H5-A+H

+8.2000000E+019 -2.
PLOG /
+8.2000000E+019 -2.
PLOG /
+2.2700000E+021 -2.
PLOG /
+4.4400000E+035 -6.
PLOG /
+1.1800000E+028 -4.
PLOG /

+6.5100000E+026 -3.
DUP

0600000E+000

0600000E+000

4400000E+000

5500000E+000

0900000E+000

5800000E+000

CH2 (S) +C2H4<=>C3H5-A+H

+1.0800000E+007
PLOG /
+1.0800000E+007
PLOG /
+1.3700000E+005
PLOG /
+3.8900000E+014
PLOG /
+2.4500000E+010
PLOG /
+1.8100000E+002
DUP

+1.

+1.

+2.

-4.

+6.

+2.

6200000E+000

6200000E+000

1500000E+000

2000000E-001

7000000E-001

9700000E+000

CH2 (S) +C2H4<=>C2H3+CH3

+1.7700000E+019 -1.
PLOG /
+1.7700000E+019 -1.
PLOG /
+1.6800000E+019 -1.
PLOG /
+4.1600000E+024 -3.
PLOG /
+7.8900000E+024 -3.
PLOG /

+7.3600000E+029 -4.
DUP

9400000E+000

9400000E+000

8000000E+000

1900000E+000

0700000E+000

2800000E+000

CH2 (S) +C2H4<=>C2H3+CH3

+4.3000000E+012 +1.
PLOG /
+4.3000000E+012 +1.
PLOG /
+2.2600000E+011 +5.
PLOG /
+4.9200000E+009 +1.
PLOG /
+1.4700000E+008 +1.
PLOG /
+8.1100000E+010 +5.
DUP

C2H3+CH3<=>C3H5-A+H

+4.1200000E+029 -4.
PLOG /
+4.1200000E+029 -4.
PLOG /

+4.8600000E+030 -5.

9000000E-001

9000000E-001

4000000E-001

0200000E+000

3300000E+000

5000000E-001

9500000E+000

9500000E+000

0300000E+000

+1.

+1.

+2.

+1.

+1.

+1.

+6.

+6.

+4.

+9.

+1.

+2.

+4.

+5.

+1.

+5.

+8.

+8.

+1.

1500000E+003
+1
1500000E+003
+1
6500000E+003
+1
3900000E+004
+1
4000000E+004

+1.

8900000E+004

.1746000E+003
+1.
.1746000E+003
+1.
.7992000E+003
+1.
.2376000E+003
+1.
.5093000E+002
+1.
.4603000E+002

7900000E+003

+1.

7900000E+003

+1.

3100000E+003

+1.

7600000E+003

+1.

3900000E+004

+1.

3800000E+004

.1041000E+002
+1.

.1041000E+002
+1.

7810000E+001

+1.

9977000E+002

+1.

2284000E+003

+1.

5065000E+003

0000000E+003
+1
0000000E+003
+1
1300000E+004

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/
0000000E+002

/

0000000E-002
/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/

0000000E-002
/
0000000E-001
/
0000000E+000

/
0000000E+001

/
0000000E+002

/

.0000000E-002

/

.0000000E-001

/



PLOG /

+5.3000000E+029 -4.5700000E+000

PLOG /

+1.3200000E+030 -4.5400000E+000

PLOG /
+5.1600000E+028
DUP

-4

.0300000E+000

C2H3+CH3<=>C3H5-A+H

+5.7300000E+015
PLOG /
+5.7300000E+015
PLOG /
+2.0600000E+013
PLOG /

+4.4800000E+010 +6.0000000E-001

PLOG /
+4.1000000E+006
PLOG /

001 +3.9100000E+000

DUP
C3H6<=>C2H3+CH3
+1.8800000E+078
PLOG /
+1.8800000E+078
PLOG /
+8.7300000E+076
PLOG /
+5.8000000E+075
PLOG /
+8.1200000E+071
PLOG /
+2.1500000E+064
DUP
C3H6<=>C2H3+CH3
+1.6900000E+059
PLOG /
+1.6900000E+059
PLOG /
+2.0000000E+060
PLOG /
+6.7000000E+054
PLOG /
+1.0600000E+047
PLOG /
+7.2900000E+038
DUP
C3H6<=>C3H5-A+H
+9.1600000E+074
PLOG /
+9.1600000E+074
PLOG /
+1.7300000E+070
PLOG /
+1.0800000E+071
PLOG /
+6.4000000E+065
PLOG /
+8.0500000E+056

-7

-7

-7

+1

.7000000E-001

.7000000E-001

.4000000E-002

.7100000E+000 +1

.8700000E+001 +1
.8700000E+001
.7900000E+001
.7200000E+001 +1
.5800000E+001 +1

.3400000E+001 +1

.3600000E+001
.3600000E+001
.3700000E+001
.1800000E+001
.2700000E+000

+1

.7000000E+000

.7600000E+001

.7600000E+001

.6000000E+001

.5900000E+001

.4200000E+001

.1500000E+001

+1.

+1.

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

4400000E+004

+1.

9300000E+004

+1.

3800000E+004

1959000E+003

+1.

1959000E+003

+1.

4287000E+003

+1.

4216000E+003

+1.

.0569000E+003

+1.
-3.5355000E+002 /

.3000000E+005

+1.

3000000E+005

+1.

3200000E+005

+1.

.3400000E+005

+1.

.3600000E+005
+1
.3500000E+005

1329000E+005

+1.

1329000E+005

+1.

1489000E+005

+1.

1384000E+005

+1.

.1151000E+005

+1.

0874000E+005

2000000E+005

+1.

2000000E+005

+1.

2000000E+005

+1.

2486000E+005

+1.

2500000E+005

+1.

2200000E+005

0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

+1.3700000E-



DUP
C3H6<=>C3H5-A+H
+2.9800000E+054
PLOG /
+2.9800000E+054
PLOG /
+1.3700000E+043
PLOG /
+6.2800000E+042
PLOG /
+4.7300000E+035
PLOG /
+4.3400000E+028
DUP
C3H6<=>CC3H6
+1.2600000E+064
PLOG /
+1.2600000E+064
PLOG /
+3.9400000E+067
PLOG /
+6.1400000E+068
PLOG /
+9.7000000E+066
PLOG /
+1.4500000E+062
DUP
C3H6<=>CC3H6
+4.8400000E+041
PLOG /
+4.8400000E+041
PLOG /
+8.0700000E+044
PLOG /
+1.1500000E+047
PLOG /
+1.3300000E+039
PLOG /
+4.9700000E+031
DUP
CC3H6<=>C3H5-A+H
+2.3300000E+063
PLOG /
+2.3300000E+063
PLOG /
+7.0300000E+063
PLOG /
+5.0700000E+064
PLOG /
+4.9200000E+061
PLOG /
+4.8200000E+057
DUP
CC3H6<=>C3H5-A+H
+1.1200000E+040
PLOG /
+1.1200000E+040

-5.

-1.

-1.

-1.

-1.

-1.

-1.

-8.

-8.

.2300000E+001

.2300000E+001

.8700000E+000

.5100000E+000

.2600000E+000

.0600000E+000

.5600000E+001

.5600000E+001

.6200000E+001

.6200000E+001

.5300000E+001

.3600000E+001

.6200000E+000

.6200000E+000

.0200000E+001

.0600000E+001

.9800000E+000

6000000E+000

4600000E+001

4600000E+001

4400000E+001

4300000E+001

3200000E+001

1700000E+001

3700000E+000

3700000E+000

+1.

+1.

+9.

+9.

+9.

+9.

+9.

+9.

+1.

+1.

+1.

+1.

+7.

+7.

+8.

+8.

+8.

+8.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+8.

0120000E+005

+1.

0120000E+005

+1.

6365000E+004

+1.

8004000E+004

+1.

5644000E+004

+1.

3114000E+004

5000000E+004

+1.

5000000E+004

+1.

0100000E+005

+1.

0600000E+005

+1.

0900000E+005

+1.

1000000E+005

9528000E+004
+1
9528000E+004
+1
2671000E+004
+1
5502000E+004

+1.

3303000E+004
+1
0987000E+004

0300000E+005

+1.

0300000E+005

+1.

0700000E+005
+1
1200000E+005
+1
1500000E+005
+1
1800000E+005

5836000E+004

+1.

5836000E+004

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/
0000000E+001

/

.0000000E+002

/

0000000E-002

/
0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

0000000E-002
/



PLOG /
+1.0600000E+041
PLOG /
+8.2300000E+043
PLOG /
+1.2700000E+039
PLOG /
+1.4500000E+028
DUP
CC3H6<=>C2H3+CH3
+8.3100000E+064
PLOG /
+8.3100000E+064
PLOG /
+8.2900000E+064
PLOG /
+1.0000000E+070
PLOG /
+1.6600000E+067
PLOG /
+7.8700000E+062
DUP
CC3H6<=>C2H3+CH3
+1.5100000E+049
PLOG /
+1.5100000E+049
PLOG /
+1.0500000E+045
PLOG /
+3.3900000E+050
PLOG /
+1.7600000E+047
PLOG /
+1.8800000E+039
DUP
C3H5-T+H<=>C3H6
+4.9600000E+060
PLOG /
+4.9600000E+060
PLOG /
+3.2000000E+062
PLOG /
+2.3100000E+060
PLOG /
+3.6900000E+054
PLOG /
+1.1500000E+050
DUP
C3H5-T+H<=>C3H6
+1.4900000E+048
PLOG /
+1.4900000E+048
PLOG /
+6.7600000E+046
PLOG /
+1.0900000E+040
PLOG /
+2.3800000E+031

-8.

-8.

-7.

-4.

-1.

-1.

-1.

-1.

-1.

-1.

3300000E+000

8800000E+000

3300000E+000

0200000E+000

.5100000E+001

.5100000E+001

.4700000E+001

5700000E+001

4600000E+001

3100000E+001

1000000E+001

1000000E+001

.4600000E+000

.0600000E+001

.4300000E+000

.9300000E+000

.5200000E+001

.5200000E+001

.5100000E+001

.4000000E+001

.2000000E+001

.0400000E+001

.2000000E+001

.2000000E+001

1100000E+001

.6600000E+000

.7300000E+000

+8.

+9.

+9.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+9.

+9.

+9.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+7.

+7.

+7.

+6.

+4.

+1.

8499000E+004

+1.

2907000E+004

+1.

3401000E+004
+1
0995000E+004

1100000E+005

+1.

1100000E+005

+1.

1400000E+005

+1.

2200000E+005

+1.

2400000E+005

+1.

2700000E+005

9748000E+004

+1.

9748000E+004

+1.

9275000E+004

+1.

0422000E+005
+1
0493000E+005

+1.

0398000E+005

8000000E+004

+1.

8000000E+004

+1.

0100000E+004

+1.

1900000E+004

+1.

2100000E+004

+1.

3300000E+004

2033000E+003

+1.

2033000E+003

+1.

6299000E+003

+1.

4478000E+003

+1.

5060000E+003

0000000E-001
/
0000000E+000
/
0000000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001

/
0000000E+000

/

.0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/



PLOG /
+5.6900000E+025
DUP

C3H5-T+H<=>C3H5-

+2.1100000E+017
PLOG /
+2.1100000E+017
PLOG /
+9.0500000E+029
PLOG /
+2.9800000E+030
PLOG /
+8.2200000E+028
PLOG /
+2.2800000E+029
DUP

C3H5-T+H<=>C3H5-

+6.4100000E+003
PLOG /
+6.4100000E+003
PLOG /
+5.1900000E+014
PLOG /
+8.1700000E+011
PLOG /
+2.7900000E+009
PLOG /
+6.7500000E+003
DUP

-3.8300000E+000

A+H
-1.0800000E+000

-1.0800000E+000

-4.9100000E+000

-4.7900000E+000

-4.1400000E+000

-4.1200000E+000

A+H
+2.6100000E+000

+2.6100000E+000

-3.0000000E-001

+4.9000000E-001

+1.0900000E+000

+2.7000000E+000

C3H5-T+H<=>C2H3+CH3

+3.3100000E+016
PLOG /
+3.3100000E+016
PLOG /
+9.0400000E+016
PLOG /
+2.0100000E+024
PLOG /
+2.7500000E+026
PLOG /
+3.1500000E+032
DUP

-6.9000000E-001

-6.9000000E-001

-8.1000000E-001

-2.8600000E+000

-3.3100000E+000

-4.8300000E+000

C3H5-T+H<=>C2H3+CH3

+8.0400000E+013
PLOG /
+8.0400000E+013
PLOG /
+7.1700000E+010
PLOG /
+9.9700000E+008
PLOG /
+7.4100000E+007
PLOG /
+2.7000000E+012
DUP
C3H6<=>C3H5-S+H
+7.7100000E+069

-1.4000000E-001
-1.4000000E-001
+6.7000000E-001
+1.3600000E+000
+1.5700000E+000

+3.2000000E-001

.6090000E+001

+3.

+1.

+1

+8.

+1.

+1.

+2.

+1.

+1.

+1.

+3.

+5

+5.

+4.

+1.

+1.

+2.

+1.

+1.

+6.

+1.

+2.

+6.

+1.

+1.

2504000E+003

2900000E+003

+1.
.2900000E+003
+1.

5400000E+003

+1.

2000000E+004

+1.

5400000E+004

+1.

0900000E+004

.7784000E+003
+1.

.7784000E+003
+1.

0904000E+003

+1.

1846000E+003

+1.

1875000E+003

+1.

7380000E+002

.2000000E+003
+1.

2000000E+003

+1.

8000000E+003

+1.

0900000E+004

+1.

5800000E+004

+1.

6000000E+004

1500000E+003

+1.

1500000E+003

+1.

7380000E+002

+1.

5964000E+003

+1.

1088000E+003

+1.

7918000E+003

4000000E+005

0000000E+002
/

0000000E-002
6000OOOE—001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/



C3H6+H<=>C3H5-A+H2

+3.6440000E+005 +2.4550000E+000 +4.3612000E+003
C3H6+02<=>C3H5-A+HO2

+5.9600000E+019 -1.6700000E+000 +4.6192100E+004
C3H6+0<=>C3H5-A+0H

+5.2400000E+011 +7.0000000E-001 +5.8840000E+003
C3H6+0H<=>C3H5-A+H20

+4.4600000E+006 +2.0720000E+000 +1.0508000E+003
C3H6+HO2<=>C3H5-A+H202

002 +4.4030000E+000 +1.3547200E+004
C3H6+CH3<=>C3H5-A+CH4

+2.2100000E+000 +3.5000000E+000 +5.6750000E+003
C3H6+CH30<=>C3H5-A+CH30H

+8.4000000E+010 +0.0000000E+000 +2.6000000E+003
C3H6+CH302<=>C3H5-A+CH302H

002 +4.4030000E+000 +1.3547200E+004
C3H6+C2H5<=>C3H5-A+C2H6

+1.0000000E+011 +0.0000000E+000 +9.8000000E+003
C3H6+C2H502<=>C3H5-A+C2H502H

002 +4.4030000E+000 +1.3547200E+004
C3H6+CH3C0O3<=>C3H5-A+CH3CO3H

002 +4.4030000E+000 +1.3547200E+004
C3H6+NC3H702<=>C3H5-A+NC3H702H

002 +4.4030000E+000 +1.3547200E+004
C3H6+IC3H702<=>C3H5-A+IC3H702H

002 +4.4030000E+000 +1.3547200E+004
C3H6+H<=>C3H5-T+H2

+1.4980000E+002 +3.3810000E+000 +8.9095000E+003
C3H6+0<=>C3H5-T+0H

+6.0300000E+010 +7.0000000E-001 +7.6320000E+003
C3H6+0H<=>C3H5-T+H20

+1.8000000E+006 +1.9790000E+000 +2.2352000E+003
C3H6+HO2<=>C3H5-T+H202

+1.5600000E+004 +2.8200000E+000 +2.4427900E+004
C3H6+02<=>C3H5-T+HO2

+1.0000000E+013 +0.0000000E+000 +5.8770000E+004
C3H6+CH3<=>C3H5-T+CH4

001 +3.5000000E+000 +1.1660000E+004
C3H6+H<=>C3H5-S+H2

+5.1010000E+002 +3.2340000E+000 +1.2357000E+004
DUP

C3H6+H<=>C3H5-S+H2

+3.9690000E+002 +3.2520000E+000 +1.2007000E+004
DUP

C3H6+02<=>C3H5-S+HO2

+2.0000000E+013 +0.0000000E+000 +6.2270000E+004
C3H6+0<=>C3H5-S+0H

+1.2000000E+011 +7.0000000E-001 +8.9591000E+003
C3H6+0H<=>C3H5-5+H20

+1.8600000E+005 +2.3690000E+000 +2.5020000E+003
C3H6+HO2<=>C3H5-S+H202

+9.5700000E+002 +3.0590000E+000 +2.0798600E+004
C3H6+CH3<=>C3H5-S+CH4

+1.3480000E+000 +3.5000000E+000 +1.2850000E+004
C3H6+0<=>C2H5+HCO

+7.4500000E+006 +1.8800000E+000 +1.8300000E+002
C3H6+0=>CH2CO+CH3+H

+3.0500000E+006 +1.8800000E+000 +1.8300000E+002

+3.0700000E-

+7.6800000E-

+7.6800000E-

+7.6800000E-

+7.6800000E-

+7.6800000E-

+8.4000000E-



C3H6+0=>CH3CHCO+H+H

+3.0500000E+006 +1.8800000E+000 +1.8300000E+002
C3H6+H<=>NC3H7

+1.0000000E+000 +1.0000000E+000 +0.0000000E+000
PLOG / +1
+7.9900000E+081 -2.3161000E+001 +2.2239000E+004
PLOG / +4
+4.2400000E+068 -1.8427000E+001 +1.9665000E+004
PLOG / +1
+1.0400000E+049 -1.1500000E+001 +1.5359000E+004
PLOG / +1.
+6.2000000E+041 -8.8920000E+000 +1.4637000E+004
PLOG / +1.

010 +0.0000000E+000 +0.0000000E+000 /
DUP
C3H6+H<=>NC3H7

+1.0000000E+000 .0000000E+000 +0.0000000E+00O0

PLOG / +1.
+1.8500000E+026 -5.8300000E+000 +3.8658000E+003
PLOG / +4
+2.8200000E+030 -6.4900000E+000 +5.4708000E+003
PLOG / +1
+3.7800000E+028 -5.5700000E+000 +5.6251000E+003
PLOG / +1
+1.4600000E+025 -4.2800000E+000 +5.2478000E+003
PLOG / +1
+4.2200000E+027 -4.3900000E+000 +9.3458000E+003
DUP

C3H6+H<=>C2H4+CH3

+1.0000000E+000 +1.0000000E+000 +1.0000000E+000
PLOG / +1.
+1.5400000E+009 +1.3500000E+000 +2.5420000E+003
PLOG / +4.
+7.8800000E+010 +8.7000000E-001 +3.5996000E+003
PLOG / +1.
+2.6700000E+012 +4.7000000E-001 +5.4311000E+003
PLOG / +1.
+9.2500000E+022 -2.6000000E+000 +1.2898000E+004
PLOG / +1.
+1.3200000E+023 -2.4200000E+000 +1.6500000E+004
DUP

C3H6+H<=>C2H4+CH3
+1.0000000E+000 +1.0000000E+000 +1.0000000E+000

PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /
PLOG / +4.

010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +1.
+1.2400000E+005 +2.5200000E+000 +3.6791000E+003
PLOG / +1.
+2.5100000E+003 +2.9100000E+000 +3.9809000E+003
DUP

C3H6+H<=>IC3H7
+1.0000000E+000
PLOG /

+1.3500000E+044

.0000000E+000 +1.0000000E+000
+1
.0680000E+001 +8.1964000E+003

|
i

.3000000E-003

/

.0000000E-002

/

.0000000E+000

/
0000000E+001
/
0000000E+002

3000000E-003
/

.0000000E-002

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

3000000E-003
/
0000000E-002
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

3000000E-003
0000000E-002
0000000E+000
0000000E+001
/

0000000E+002
/

.3000000E-003

/

+1.0000000E-

+1.0000000E-

+1.0000000E-

+1.0000000E-



PLOG /
+2.1100000E+057
PLOG /
+3.2600000E+061
PLOG /
+5.3000000E+056
PLOG /
+1.1100000E+050
DUP
C3H6+H<=>IC3H7
+1.0000000E+000
PLOG /
+2.1700000E+130
PLOG /
+2.2500000E+029
PLOG /
+1.0600000E+030
PLOG /
+6.1100000E+026
PLOG /
+2.7300000E+023
DUP

C2H4+CH3<=>NC3H7

+1.0000000E+000
PLOG /
+8.6700000E+048
PLOG /
+1.0600000E+049
PLOG /
+7.6700000E+047
PLOG /
+1.8100000E+045
PLOG /
+2.0400000E+040
DUP

C2H4+CH3<=>NC3H7

+1.0000000E+000
PLOG /
+1.1200000E+043
PLOG /
+7.2800000E+039
PLOG /
+2.6000000E+033
PLOG /
+3.8500000E+027
PLOG /
+1.6600000E+021
DUP

-1.

-3.

-5.

-5.

-4.

-3.

+1.

-1.

-1

+1.

-1.

-9.

.4230000E+001

.4940000E+001

3120000E+001

.0800000E+001

.0000000E+000

2580000E+001

8400000E+000

6300000E+000

4400000E+000

2600000E+000

0000000E+000

2540000E+001

.2040000E+001

.1170000E+001

.0030000E+001

.2500000E+000

0000000E+000

1300000E+001

8800000E+000

.4600000E+000

.3800000E+000

.1700000E+000

C3H6+H02<=>C3H600H2-1
021 +2.6500000E+000 +1.1201000E+004

PLOG /
+1.3100000E+013
PLOG /
+5.9300000E+017
PLOG /
+8.3400000E+024
PLOG /
+3.7500000E+023

-1

-2

-4

-3

.8400000E+000

.6100000E+000

.4000000E+000

.6800000E+000

+1.

+2.

+2.

+2.

+1.

+1.

+4.

+5.

+5.

+4.

+1.

+1.

+2

+2

+2

+2

+1.

+1.

+1.

+1

+1.

+1

+8

+1

+1

+1

+4.

5147000E+004

+1.

0161000E+004

+1.

0667000E+004
+1
0202000E+004

0000000E+000

+1.

3614000E+005

+4.

2419000E+003

+1.

6134000E+003

+1.

1823000E+003

+1.

5970000E+003

0000000E+000

+1.

8206000E+004

+4.

.0001000E+004

+1.

.2366000E+004
+1
.3769000E+004

+1.

.4214000E+004

0000000E+000

+1.

3080000E+004

+4.

3164000E+004

+1.

.2416000E+004

+1.

1455000E+004

+1.

.0241000E+004

+1.

.5610000E+003
+9
.1533000E+004

+9.

.6440000E+004

+9.

.7965000E+004

0000000E-002
/
0000000E+000
/
0000000E+001
/

.0000000E+002

/

3000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

3000000E-003
/
0000000E-002

/
0000000E+000

/

.0000000E+001

/
0000000E+002

/

3000000E-003

/
0000000E-002

/
0000000E+000

/
0000000E+001
/
0000000E+002

/

3000000E-002
/

.8690000E-001

/
8700000E+000

/
8690000E+001

/

+4.8500000E-



C3H6+HO2<=>C3H601-2+0H

+1.1300000E+019 -1.6800000E+000
PLOG /
+3.7300000E+003 +2.6400000E+000
PLOG /
+1.7800000E+012 +1.1000000E-001
PLOG /
+3.9000000E+017 -1.4000000E+000
PLOG /
+1.1300000E+019 -1.6800000E+000

C3H6+HO2<=>IC3H7+02

+8.8700000E+022 -3.0900000E+000
PLOG /
+1.0200000E+007 +1.1600000E+000
PLOG /
+1.3100000E+020 -2.5800000E+000
PLOG /
+4.1400000E+028 -4.9200000E+000
PLOG /
+8.8700000E+022 -3.0900000E+000

C3H600H2-1<=>C3H601-2+0H

+6.9100000E+007 +1.3700000E+000
PLOG /
+2.6600000E+035 -8.3600000E+000
PLOG /
+1.9600000E+035 -7.6600000E+000
PLOG /
+2.2400000E+033 -6.7500000E+000
PLOG /
+8.4800000E+026 -4.5800000E+000

C3H5-A+H<=>C3H4-A+H?2
+1.2320000E+003 +3.0350000E+000
C3H5-A+0OH<=>C3H4-A+H20
+6.0000000E+012 +0.0000000E+000
C3H5-A+CH3<=>C3H4-A+CH4
+3.0000000E+012 -3.2000000E-001
C3H5-A+C2H5<=>C3H4-A+C2H6
+4.0000000E+011 +0.0000000E+000
C3H5-A+C2H3<=>C3H4-A+C2H4
+1.0000000E+012 +0.0000000E+000
C3H4-A+C3H4-A<=>C3H5-A+C3H3
+5.0000000E+014 +0.0000000E+000
C3H5-S+H<=>C3H4-A+H2
+3.3330000E+012 +0.0000000E+000
C3H5-S+CH3<=>C3H4-A+CH4
+1.0000000E+011 +0.0000000E+000
C3H5-S+H<=>C3H4-P+H2
+3.3400000E+012 +0.0000000E+000
C3H5-S+CH3<=>C3H4-P+CH4
+1.0000000E+011 +0.0000000E+000
C3H5-T+H<=>C3H4-P+H2
+3.3400000E+012 +0.0000000E+000
C3H5-T+CH3<=>C3H4-P+CH4
+1.0000000E+011 +0.0000000E+000
C3H5-A+C3H5-A<=>C3H4-A+C3H6
+9.5500000E+040 -9.3000000E+000
PLOG /

+4.7700000E+040 -9.3000000E+000

+2.

+1.

+1.

+2.

+2.

+2.

+1.

+1.

+2.

+2.

+1.

+1.

+2.

+2.

+2.

+2.

+0.

+0.

+0.

+6.

+0.

+0.

+0.

+0.

+0.

+0.

+1.

+1.

3587000E+004
+1
1173000E+004

+9.

6137000E+004

+9.

0077000E+004
+9
3587000E+004

6586000E+004

+1.

0273000E+004

+9.

9078000E+004

+9.

6212000E+004

+9.

6586000E+004

3373000E+004

+1.

8056000E+004

+9.

0595000E+004

+9.

1619000E+004

+9.

0278000E+004

5820000E+003

0000000E+000

.3100000E+002

0000000E+000

0000000E+000

4746700E+004

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

2470000E+004

+1
2470000E+004

.3000000E-002

é69000OE—OOl

é7000OOE+OOO

.g69000OE+OOl
/

3000000E-002

/
8690000E-001

/
8700000E+000

/
8690000E+001
/

3000000E-002
/
8690000E-001
/
8700000E+000

/
8690000E+001

/

.0000000E+000
/



PLOG /

+3.9700000E+032 -6.8000000E+000
PLOG /

+1.4600000E+028 -5.5000000E+000
C3H5-A+C2H5<=>C2H4+C3H6
+4.0000000E+011 +0.0000000E+000
C3H5-A+HCO<=>C3H6+CO
+6.0000000E+013 +0.0000000E+000
C3H5-S+HCO<=>C3H6+CO
+9.0000000E+013 +0.0000000E+000
C3H5-T+HCO<=>C3H6+CO
+9.0000000E+013 +0.0000000E+000
C3H5-S+0<=>C2H4+HCO
+6.0000000E+013 +0.0000000E+000
C3H5-S+0OH=>C2H4+HCO+H
+5.0000000E+012 +0.0000000E+000
C3H5-S+HO2=>C2H4+HCO+0OH
+2.0000000E+013 +0.0000000E+000
C3H5-T+0<=>CH3+CH2CO
+6.0000000E+013 +0.0000000E+000
C3H5-T+OH=>CH3+CH2CO+H
+5.0000000E+012 +0.0000000E+000
C3H5-T+HO2=>CH3+CH2CO+0H
+2.0000000E+013 +0.0000000E+000
C3H5-A+0<=>C2H3CHO+H
+6.0000000E+013 +0.0000000E+000
C3H5-A+0OH=>C2H3CHO+H+H

+5.3000000E+037 -6.7100000E+000
PLOG /
+5.3000000E+037 -6.7100000E+000
PLOG /
+4.2000000E+032 -5.1600000E+000
PLOG /

+1.6000000E+020 -1.5600000E+000
C3H5-A+02<=>C3H4-A+HO2

+4.9900000E+015 -1.4000000E+000
PLOG /
+4.9900000E+015 -1.4000000E+000
PLOG /

+2.1800000E+021 -2.8500000E+000
C3H5-A+02<=>CH3CO+CH20

+1.1900000E+015 -1.0100000E+000
PLOG /
+1.1900000E+015 -1.0100000E+000
PLOG /

+7.1400000E+015 -1.2100000E+000
C3H5-A+02<=>C2H3CHO+0OH

+1.8200000E+013 -4.1000000E-001
PLOG /
+1.8200000E+013 -4.1000000E-001
PLOG /

+2.4700000E+013 -4.5000000E-001
C3H5-S+02<=>CH3CHO+HCO
+3.1000000E+031 -5.9440000E+000
C3H5-S+02<=>CH3CHCHO+0
+5.3800000E+018 -2.1400000E+000
C3H5-5+02<=>C2H3CHO+0OH
+2.7000000E+019 -2.1400000E+000

+9.

+7.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+2.

+2.

+3.

+2.

+2.

+2.

+3.

+2.

+2.

+2.

+2.

+2.

+2.

+5.

+5.

+5.

+4

1800000E+003

+1

4100000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

9306000E+004

+1.

9306000E+004
+1
0126000E+004

+1.

6330000E+004

2428000E+004

+1.

2428000E+004

+1.

0755000E+004

0128000E+004
+1
0128000E+004

+1.

1046000E+004

2859000E+004

+1.

2859000E+004

+1.

3017000E+004

7484000E+003

1429000E+003

1429000E+003

.0000000E+000

/
.0000000E+001
/

0000000E-001

/
.0000000E+000

/
0000000E+001

/

0000000E+000
/
0000000E+001
/

.0000000E+000

/
0000000E+001

/

0000000E+000
/
0000000E+001
/



C3H5-T+02<=>CH3COCH2+0
+9.8600000E+025 -3.7510000E+000
C3H5-T+02<=>CH3CO+CH20
+2.5500000E+020 -2.6080000E+000
C3H5-T+02<=>C3H4-A+HO2
+3.5900000E+010 -2.7000000E-001
C3H5-A+HO2<=>C3H50+0H
+1.0000000E+011 +0.0000000E+000
PLOG /
+1.0200000E+013
PLOG /
+4.9800000E+014
PLOG /
+7.7700000E+017
PLOG /
+2.9300000E+015
PLOG /
+1.6400000E+004 +2.7400000E+000
C3H5-A+HO2<=>AC3H500H
+1.0000000E+011 +0.0000000E+000

.5800000E-001

.4200000E-001

.5200000E+000

.8400000E-001

PLOG /
+1.9100000E+031 -7.2300000E+000
PLOG /
+6.3100000E+042 -1.0300000E+001
PLOG /
+1.0300000E+045 -1.0600000E+001
PLOG /
+2.7900000E+037 -7.9200000E+000
PLOG /
+1.4400000E+032 -6.0100000E+000

C3H5-A+HO2<=>C2H3CHO+H20
+1.0000000E+011 +0.0000000E+000
PLOG /
+1.0900000E+000
PLOG /
+6.3500000E+001
PLOG /
+6.0500000E+005
PLOG /
+3.1000000E+005
PLOG /

+3.0100000E+000

+2.5000000E+000
+1.3900000E+000

+1.5900000E+000

+1.

+1.

+2.

+3.

+1.

+0.

+1.

+5.

+7.

+6.

+6.

+0.

+5.

+2

1255400E+004
5657000E+003
.1360000E+002
.0000000E+000

+1
.4170000E+003

+1.

.4910000E+002

+1.

3792000E+003

+1.

6153000E+003

+1.

1444000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003

+1.

8515000E+003

+1.

4979000E+003

+1.

0536000E+003

0000000E+000

+1.

.4211000E+003

+1.

.3414000E+003

+1.

9510000E+002

+1.

.6776000E+003

+1.

005 +4.5900000E+000 +9.2750000E+002 /

AC3H500H<=>C2H3CHO+H20

+1.0000000E+011 +0.0000000E+000 +0.0000000E+000

PLOG /
+1.9900000E+050 -1.2700000E+001
PLOG /
+4.7200000E+047 -1.1500000E+001
PLOG /
+1.5000000E+040 -8.8400000E+000
PLOG /
+2.5400000E+028 -5.0000000E+000
PLOG /
+1.4800000E+016 -1.1200000E+000

AC3H500H<=>C3H50+0H
+1.0000000E+011 +0.0000000E+000
PLOG /

+1.4900000E+058 -1.3900000E+001

+5.

+5.

+5.

+4.

+4.

+0.

+5.

+1.

3531900E+004
+1
4360900E+004
+1
3179200E+004
+1
9919400E+004
+1
5949300E+004

0000000E+000
+1
4266900E+004

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001

/
0000000E+002

/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002

0000000E-002
/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

.0000000E-002

/

+5.0700000E-



PLOG /

+1.8000000E+054 -1.
PLOG /
+3.3600000E+046 -9.
PLOG /
+2.3900000E+036 -6.
PLOG /

+1.2800000E+027 -3.
C3H50<=>C2H3+CH20

+1.0000000E+011 +0.
PLOG /
+7.2600000E+006 +1.
PLOG /
+6.9700000E+016 -2
PLOG /
+6.6400000E+023 -4
PLOG /
+1.0700000E+026 -4
PLOG /
+6.5000000E+029 -5.
PLOG /
+4.6300000E+031 -5.
PLOG /
+8.5200000E+025 -3.
C3H50<=>CH2CHOCH?
+1.0000000E+011 +0.
PLOG /
+3.1700000E+020 -4.
PLOG /
+4.7900000E+024 -5.
PLOG /
+1.9000000E+026 -5.
PLOG /
+1.5100000E+028 -5.
PLOG /
+2.4200000E+028 -5.
PLOG /
+5.5700000E+024 -3.
PLOG /
+1.3500000E+018 -1.
C3H50<=>CH2CH2CHO
+1.0000000E+011 +0.
PLOG /

049 +1.5500000E+001
PLOG /

088 +2.7600000E+001
PLOG /

022 +8.3800000E+000
PLOG /

2400000E+001

8100000E+000

5400000E+000

6100000E+000

0000000E+000

8200000E-001

.5000000E+000

.2300000E+000

.5600000E+000

3700000E+000

5900000E+000

6100000E+000

0000000E+000

1500000E+000

0300000E+000

1600000E+000

4000000E+000

1700000E+000

8600000E+000

7300000E+000

0000000E+000

+5.

+5.

+4.

+4.

+0.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+0.

+1

+1

+1

+1.

+1

+1

+1

+0

+1.

4193800E+004

+1.

2468500E+004

+1.

9429000E+004

+1.

6333100E+004

0000000E+000

+1.

7815500E+004

+1.

0878700E+004

+1.

3565000E+004

+1.

4622900E+004

+1.

6645000E+004

+1.

8915300E+004

+1.

7863400E+004

0000000E+000

+1.

.2121300E+004

+1.

.4606100E+004

+1.

.6124400E+004

+1.

8165400E+004

+1.

.9691200E+004

+1.

.9395200E+004

+1.

.7386500E+004

.0000000E+000

+1.

-1.5639900E+004 /

+1.

-3.5995000E+004 /

+1

-3.8190000E+003 /

+1.

+6.2300000E+012 -1.4400000E+000 +1.0829200E+004

PLOG /
+3.4800000E+042 -9.
PLOG /
+1.8800000E+038 -8.
PLOG /

+1.6700000E+021 -2.
C3H50<=>C2H3CHO+H
+1.0000000E+011 +0.

9100000E+000

1600000E+000

7400000E+000

0000000E+000

+1.

.5297900E+004

+1.

.5974500E+004

+1.

.0337700E+004

.0000000E+000

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-003

/
0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/
0000000E+003
/

0000000E-003

/
0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/
0000000E+003
/

0000000E-003

0000000E-002

.0000000E-001

0000000E+000
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+003
/

+5.2500000E-

+1.4600000E-

+4.4400000E-



PLOG /
+3.0000000E+015
PLOG /
+1.5000000E+022
PLOG /
+1.9500000E+023
PLOG /
+1.1500000E+025
PLOG /
+1.7600000E+028
PLOG /
+1.4100000E+027
PLOG /
+2.5700000E+020

C3H50<=>C2H4+HCO

+1.0000000E+011
PLOG /
+6.6200000E+016
PLOG /
+1.2600000E+020
PLOG /
+2.1300000E+021
PLOG /
+1.0700000E+024
PLOG /
+8.4200000E+025
PLOG /
+1.8600000E+021
PLOG /
+4.7500000E+008

+1.

.3100000E+000

.9600000E+000

.9900000E+000

.2400000E+000

.8900000E+000

.2800000E+000

.0600000E+000

.0000000E+000

.8400000E+000

.5300000E+000

.6400000E+000

.1600000E+000

.4000000E+000

.7300000E+000

1400000E+000

CH2CHOCH2<=>C2H3+CH20

+1.0000000E+011
PLOG /
+3.3000000E+009
PLOG /
+3.3600000E+021
PLOG /
+2.9100000E+029
PLOG /
+1.8300000E+034
PLOG /
+9.7200000E+033
PLOG /
+2.6800000E+027
PLOG /
+8.8100000E+014

+0.

-6.

-3.

-5

-6.

-6.

-4.

-3.

0000000E+000

3800000E-001

9000000E+000

.9000000E+000

9400000E+000

5000000E+000

2600000E+000

2600000E-001

CH2CHOCH2<=>CH2CH2CHO
+1.0000000E+011 +0.0000000E+000 +0

PLOG /

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+0.

+1.

+1.

+1.

+1.

+2.

+2

+2

+0.

+1.

+2.

+2.

+3.

+3.

+3.

+3.

+1.

4667900E+004
+1
8283000E+004
+1
9143300E+004
+1
0311200E+004
+1
2765200E+004

+1.

3770600E+004

+1.

2040100E+004

0000000E+000
+1
3197000E+004

+1.

5469200E+004

+1.

6584500E+004

+1.

8985000E+004

+1.

2382600E+004

+1.

.3658800E+004

+1.

.0922500E+004

0000000E+000

+1.

9747800E+004

+1.

3945200E+004

+1.

7249700E+004

+1.

0690400E+004

+1.

3002500E+004

+1.

3305600E+004

+1.

1553100E+004

.0000000E+000
+1

092 +2.7800000E+001 -3.7321200E+004 /

PLOG /

+1.

011 +3.7000000E+000 -2.7669000E+003 /

PLOG /

+1

+5.1100000E+015 -2.7600000E+000 +1.5937600E+004

PLOG /

+1

+4.4800000E+025 -5.2000000E+000 +2.1532200E+004

PLOG /

+1

+3.9700000E+034 -7.4100000E+000 +2.8116900E+004

0000000E-003
/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/
0000000E+002

/
0000000E+003

/

.0000000E-003

éOOOOOOE—OOZ
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
SOOOOOOE+OO3
/

0000000E-003
/
0000000E-002
/
0000000E-001
/
0000000E+00O0
/
0000000E+001
/
0000000E+002
/
0000000E+003
/

.0000000E-003

0000000E-002

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

+8.0100000E-

+7.7800000E-



PLOG /
+5.6200000E+022 -3.
PLOG /
+2.5100000E+020 -2.

5600000E+000

6300000E+000

CH2CHOCH2<=>C2H3CHO+H

+1.0000000E+011 +0.
PLOG /
+4.9300000E+024 -5.
PLOG /
+2.1400000E+028 =5
PLOG /
+1.9300000E+032 -6
PLOG /
+8.6000000E+034 -7
PLOG /
+2.1700000E+034 -6
PLOG /
+4.1700000E+028 -4
PLOG /

+3.9800000E+018 -1.

0000000E+000

0500000E+000

.8000000E+000

.6400000E+000

.1100000E+000

.6400000E+000

.7100000E+000

6200000E+000

CH2CHOCH2<=>C2H4+HCO

+1.0000000E+011 +0.
PLOG /
+8.2300000E+026 -5.
PLOG /
+1.3200000E+029 -6.
PLOG /
+3.4700000E+032 -6.
PLOG /
+1.4400000E+036 -7
PLOG /
+9.7200000E+037 -8.
PLOG /
+2.4300000E+031 -5.
PLOG /

+3.7300000E+014 -7.

0000000E+000

8400000E+000

2100000E+000

9600000E+000

.7600000E+000

0200000E+000

8100000E+000

2600000E-001

CH2CH2CHO<=>C2H3+CH20
+1.0000000E+011 +0.0000000E+000 +0

PLOG /

+2.

+2.

+0.

+2.

+2.

+2.

+2.

+3.

+3.

+3.

+0.

+1.

+2.

+2

+2

+3.

+3.

+3.

+1.

5806700E+004
+1
9288400E+004

0000000E+000
+1
0108400E+004
+1
2219400E+004

+1.

5108200E+004

+1.

8209100E+004

+1.

0647600E+004

+1.

1231900E+004

+1.

0129800E+004

0000000E+000

+1.

9356900E+004

+1.

1293600E+004

+1.

.4197300E+004

+1.

.8007800E+004

+1.

2394600E+004

+1.

4295800E+004

+1.

2008300E+004

.0000000E+000

+1.

069 +2.1500000E+001 +2.6380000E+003 /

PLOG /

+1.

033 +1.1100000E+001 +1.6749100E+004 /

PLOG /
+6.1100000E+026 -6.
PLOG /
+8.0400000E+035 -8.
PLOG /
+5.5200000E+040 -9.
PLOG /
+5.8500000E+035 -7.
PLOG /
+1.9300000E+019 -1.

0100000E+000

3100000E+000

1900000E+000

1800000E+000

9400000E+000

CH2CH2CHO<=>C2H3CHO+H

+1.0000000E+011 +0.
PLOG /
+1.6100000E+010 -1.
PLOG /

+5.8400000E+015 -2.

0000000E+000

2400000E+000

6100000E+000

+4

+4.

+5.

+5.

+4.

+0.

+3.

+3.

+1.

.4116700E+004

+1.

6919700E+004
+1
0508700E+004
+1
2038400E+004
+1
8440000E+004

0000000E+000
+1
2371300E+004
+1
2878400E+004

0000000E+002
/

.0000000E+003

/

.0000000E-003

/

.0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/
0000000E+003
/

0000000E-003
/
0000000E-002
/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/
0000000E+003
/

0000000E-003
0000000E-002
0000000E-001

/
0000000E+000

/

.0000000E+001

/

.0000000E+002

/

.0000000E+003

/

.0000000E-003

/

.0000000E-002

/

+6.8900000E-

+5.3400000E-



PLOG /
+3.6400000E+023
PLOG /
+7.5800000E+031
PLOG /
+2.8600000E+032
PLOG /
+1.5700000E+023
PLOG /
+4.5200000E+012

+2.

.6000000E+000

.6300000E+000

.3000000E+000

.1400000E+000

1400000E-001

CH2CH2CHO<=>C2H4+HCO

+1.0000000E+011
PLOG /
+2.9000000E+032
PLOG /
+5.3000000E+033
PLOG /
+2.0000000E+035
PLOG /
+1.0100000E+034
PLOG /
+9.7600000E+027
PLOG /
+2.1100000E+019
PLOG /
+1.5900000E+013

+0.

+6.

0000000E+000

.2400000E+000

.2800000E+000

.4100000E+000

.7000000E+000

.6300000E+000

.8500000E+000

3000000E-002

C2H3+CH20<=>C2H3CHO+H

+1.0000000E+011
PLOG /
+2.6000000E+004
PLOG /
+5.1300000E+004
PLOG /
+3.9900000E+005
PLOG /
+1.7500000E+007
PLOG /
+1.3500000E+009
PLOG /
+2.2400000E+011
PLOG /
+6.0100000E+005

+0.

+2.

+2.

+1.

+1.

+9.

+3.

+2.

0000000E+000

2600000E+000

1700000E+000

9100000E+000

4500000E+000

3300000E-001

5700000E-001

0900000E+000

C2H3+CH20<=>C2H4+HCO

+1.0000000E+011
PLOG /
+1.1100000E+007
PLOG /
+2.4700000E+007
PLOG /
+2.4700000E+008
PLOG /
+1.4200000E+010
PLOG /
+3.4500000E+013
PLOG /
+3.3100000E+014
PLOG /
+1.6500000E+001

+0.

+1.

+9.

+7.

+2.

0000000E+000

0900000E+000

9300000E-001

0400000E-001

0900000E-001

.2600000E-001

.6600000E-001

.1700000E+000

+3.

+3.

+3.

+3.

+3.

+0.

+2.

+2.

+2.

+3.

+2.

+2.

+2.

+0.

+1.

+1.

+2.

+3.

+5

+8.

+7.

+0.

+1.

+1.

+2.

+3.

+6.

+1.

+9.

+1.

4275300E+004

+1.

7895400E+004

+1.

9990700E+004

+1.

8011700E+004

+1.

4570500E+004

0000000E+000

+1.

5687500E+004

+1.

7100600E+004

+1.

9027300E+004

+1.

0018100E+004

+1.

8923900E+004

+1.

6239800E+004

+1.

4086300E+004

0000000E+00O0

+1.

5103000E+003

+1.

6755000E+003

+1.

2183000E+003

+1.

4280000E+003

+1.
.1730000E+003
+1.

0013000E+003

+1.

8956000E+003

0000000E+000

+1.

8072000E+003

+1.

9949000E+003

+1.

5962000E+003

+1.

9342000E+003

+1.

9443000E+003

+1.

0965700E+004

+1.

3998000E+003

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+OO3
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+OO3
/

0000000E-003
/
0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/
0000000E+003
/

0000000E-003
SOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+001
éOOOOOOE+OO2
éOOOOOOE+003
/



C3H5-A+CH302<=>C3H50+CH30

+1.0000000E+011
PLOG /
+3.3300000E+012
PLOG /
+1.6600000E+014
PLOG /
+2.5950000E+017
PLOG /
+9.7800000E+014
PLOG /
+5.4700000E+003

+0.

+2.

0000000E+000

.5800000E-001

.4200000E-001

.5200000E+000

.8400000E-001

7400000E+000

C3H5-A+CH302<=>AC4H700H

+1.0000000E+011
PLOG /
+1.9100000E+031
PLOG /
+6.3100000E+042
PLOG /
+1.0300000E+045
PLOG /
+2.7900000E+037
PLOG /
+3.4000000E+029

+0.

7.

1.

1.

7.

-5.

0000000E+000

2300000E+000

0300000E+001

0600000E+001

9200000E+000

2800000E+000

AC4H700H<=>C3H50+CH30
+1.0000000E+011 +0.0000000E+00O0

PLOG /
+1.4900000E+058
PLOG /
+1.8000000E+054
PLOG /
+3.3600000E+046
PLOG /
+2.3900000E+036
PLOG /
+2.5600000E+027

-1.

-1

-9.

-6.

-3.

C3H6+0OH<=>C3H50H+H

+2.2900000E+013
PLOG /
+2.6700000E+013
PLOG /
+2.7500000E+013
PLOG /
+2.8700000E+013
PLOG /
+1.5900000E+014
PLOG /
+3.1000000E+014
PLOG /
+3.7800000E+014
PLOG /
+9.1500000E+007
PLOG /
+3.6600000E+005
PLOG /
+8.1900000E+002

+7

+5.

+5.

+4.

+2.

3900000E+001

.2400000E+001

8100000E+000

5400000E+000

6100000E+000

.0000000E-002

0000000E-002

0000000E-002

0000000E-002

.6000000E-001

.2000000E-001

.4000000E-001

.4200000E+000

.1400000E+000

8400000E+000

C3H6+0OH<=>C2H30H+CH3
+1.2900000E+006 +1.6500000E+000

+2.

+3.

+1.

+0.

+1.

+5.

+7.

+6.

+4.

+0.

+5.

+5.

+5.

+4.

+4.

+1

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

.0000000E+000

+1

.4170000E+003

+1

.4910000E+002

+1
3792000E+003
+1
6153000E+003

+1.

1444000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003

+1.

8515000E+003

+1.

4979000E+003

+1.

5398000E+003

0000000E+000

+1.

4266900E+004

+1.

4193800E+004

+1.

2468500E+004

+1.

9429000E+004

+1.

6333100E+004

.0580000E+004
+1.

0611000E+004

+1.

0623000E+004

+1.

0634000E+004

+2.

1125000E+004
+1
1407000E+004
+1
1458000E+004
+1
0087000E+004
+1
0410000E+004
+1
0481000E+004

2330000E+003

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002
/

3000000E-003
/
0000000E-002
/
3000000E-002

/
5000000E-002

/

.0000000E-001

/

.3150000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/



PLOG /
+1.2900000E+006
PLOG /
+1.8200000E+004
PLOG /
+2.0400000E+003
PLOG /
+2.8800000E+002
PLOG /
+1.4000000E+001
PLOG /
+7.7100000E+000
PLOG /
+1.1300000E+004
PLOG /
+2.4100000E+019
PLOG /

+1.

+2.

+2.

+2.

+3.

+3.

+2.

1.

6500000E+000

1000000E+000

4800000E+000

8000000E+000

2100000E+000

2900000E+000

5000000E+000

7400000E+000 +1

+1.

+1.

+1.

+1.

+1.

+1.

+3.

+1.

2330000E+003
+1
1620000E+003
+1
1280000E+003
+2
1520000E+003
+1
2080000E+003

+1.

2160000E+003

+1.

2380000E+003

+1.

.3107000E+004

+1.

001 +3.7000000E+000 +3.6650000E+003 /

C3H6+0OH<=>IC3H50H+H
+2.8700000E+000 +2.9200000E+000 +6.2500000E+002

PLOG / +1.
+2.8700000E+000 +2.9200000E+000 +6.2500000E+002
PLOG / +1.
001 +2.9800000E+000 +7.0400000E+002 /

PLOG / +1.
001 +3.0400000E+000 +7.2100000E+002 /

PLOG / +2.
003 +3.6200000E+000 +6.7700000E+002 /

PLOG / +1.
005 +4.4800000E+000 +6.8700000E+002 /

PLOG / +1.
005 +4.5600000E+000 +7.0700000E+002 /

PLOG / +1.
007 +5.0500000E+000 +8.7400000E+002 /

PLOG / +1.
+2.6400000E+015 -8.0000000E-001 +1.2728000E+004
PLOG / +1.
004 +4.3200000E+000 +4.0200000E+003 /
C3H6+0H<=>SC3H50H+H

+2.8700000E+000 +2.9200000E+000 +6.2500000E+002
PLOG / +1.
+3.4700000E+006 +1.5300000E+000 +4.2880000E+003
PLOG / +1.
+1.0800000E+007 +1.3400000E+000 +4.5760000E+003
PLOG / +1.
+9.7600000E+006 +1.3300000E+000 +4.5890000E+003
PLOG / +2
+5.1400000E+006 +1.3600000E+000 +4.5940000E+003
PLOG / +1
+3.1300000E+005 +1.6900000E+000 +4.6030000E+003
PLOG / +1
+1.3900000E+005 +1.8000000E+000 +4.6030000E+003
PLOG / +1
+1.0300000E+002 +2.8300000E+000 +4.5300000E+003
PLOG / +1

002 +3.8900000E+000 +4.3900000E+003 /

PLOG /

+1.

006 +5.0300000E+000 +4.1320000E+003 /

3000000E-003
/

.0000000E-002

/

.3000000E-002

/

.5000000E-002

/

.0000000E-001

/
3150000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

3000000E-003
/
0000000E-002

3000000E-002
5000000E-002
0000000E-001
3150000E-001
0000000E+000
0000000E+001

/
0000000E+002

3000000E-003
/
0000000E-002

/
3000000E-002

/

.5000000E-002

/

.0000000E-001

/

.3150000E-001

/

.0000000E+000

/

+3

+4

+3

+9

+4

+2

+7

+4

.3000000E-

.8400000E-

.1300000E-

.3300000E-

.6400000E-

.7100000E-

.6500000E-

.8700000E-

.0000000E+001 +3.4000000E-

0000000E+002 +4.4600000E-



C3H6+0OH<=>CH3CHO+CH3

+6.9300000E+005
PLOG /
+6.9300000E+005
PLOG /
+5.9400000E+003
PLOG /
+1.1000000E+003
PLOG /
+1.0700000E+002
PLOG /

001 +3.1000000E+000

PLOG /

001 +3.2200000E+000

PLOG /

004 +4.0500000E+000

PLOG /

006 +4.4900000E+000

PLOG /

005 +4.2200000E+000

+1

+1

+2

+2

+2

.4900000E+000 -5
.4900000E+000 -5
.0100000E+000 -5
.2200000E+000 -6
.5000000E+000 =7

+1

C3H6+0H<=>C3H60H1-2

+5.1000000E+054
PLOG /
+2.3000000E+078
PLOG /
+2.7400000E+077
PLOG /
+1.0700000E+076
PLOG /
+3.6800000E+073
PLOG /
+1.0400000E+068
PLOG /
+7.2300000E+066
PLOG /
+1.9500000E+059
PLOG /
+7.5800000E+053
PLOG /
+1.4300000E+048
DUP

.0700000E+001 +3

.0700000E+001

.0000000E+001

.9580000E+001

.8790000E+001

.7010000E+001

.6640000E+001

.4170000E+001

.2230000E+001

.0230000E+001

C3H6+0OH<=>C3H60H1-2

+1.4200000E+036
PLOG /
+6.4100000E+059
PLOG /
+7.2800000E+059
PLOG /
+2.7900000E+059
PLOG /
+2.6500000E+058
PLOG /
+1.3500000E+056
PLOG /
+3.9800000E+055
PLOG /
+1.5500000E+050

-1

.5840000E+001 +1
.5840000E+001
.5510000E+001
.5340000E+001
.4930000E+001
.4040000E+001

.3850000E+001

.2040000E+001

+3.

+3.

+3.

+3.

+2.

+2.

+2.

+2.

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

.3600000E+002

+1.

.3600000E+002

+1.

.6000000E+002
+1
.8000000E+002

+2.

.5900000E+002

+1.
-9.1900000E+002 /
+1.
-9.4600000E+002 /
+1.
.1440000E+003 /

+1

-6.8000000E+002 /
+1.
.1410000E+003 /

.2402000E+004

+1.

2402000E+004

+1.

3874000E+004

+1.

2874000E+004

+2.

1361000E+004
+1
7909000E+004

+1.

7162000E+004

+1.

3079000E+004

+1.

2976000E+004

+1.

3772000E+004

.1594000E+004

+1.

1594000E+004

+1.

2898000E+004

+1.

2913000E+004

+2.

2936000E+004

+1.

2945000E+004

+1.

2887000E+004

+1.

1493000E+004

3000000E-003
/
0000000E-002
/

.3000000E-002

/
5000000E-002

/
0000000E-001
3150000E-001

0000000E+000

.0000000E+001

0000000E+002

3000000E-003
/
0000000E-002
/
3000000E-002

/
5000000E-002

/

.0000000E-001

él5000OE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

3000000E-003
éOOOOOOE—OO2
éOOOOOOE—OO2
gOOOOOOE—OO2
éOOOOOOE—OOl
ngOOOOE—OOl
éOOOOOOE+OOO
/

+7.

+3.

+3.

+7.

+5.

8300000E-

0700000E-

1600000E-

5900000E-

4500000E-



PLOG /

+6.4100000E+041 -9.3500000E+000

PLOG /

+2.3000000E+032 -6.3100000E+000

DUP

C3H6+0H<=>C3H60H2-1

+5.1000000E+054
PLOG /
+2.1400000E+059
PLOG /
+2.4300000E+059
PLOG /
+9.3000000E+058
PLOG /
+8.8300000E+057
PLOG /
+4.5000000E+055
PLOG /
+1.3300000E+055
PLOG /
+5.1800000E+049
PLOG /
+2.1400000E+041
PLOG /
+7.6500000E+031
DUP

-2

-1

-1.

-1.

-9.

-6

.0700000E+001

.5840000E+001

5510000E+001

.5340000E+001

.4930000E+001

.4040000E+001

.3850000E+001

2040000E+001

3500000E+000

.3100000E+000

C3H6+0OH<=>C3H60H2-1

+1.4200000E+036
PLOG /
+7.6800000E+077
PLOG /
+9.1300000E+076
PLOG /
+3.5500000E+075
PLOG /
+1.2300000E+073
PLOG /
+3.4500000E+067
PLOG /
+2.4100000E+066
PLOG /
+6.5000000E+058
PLOG /
+2.5300000E+053
PLOG /
+4.7800000E+047
DUP

-1

-2

-2.

-1.

.5840000E+001

.0700000E+001

0000000E+001

.9580000E+001

.8790000E+001

.7010000E+001

6640000E+001

.4170000E+001

.2230000E+001

.0230000E+001

CH2CCH20H+H<=>C3H50H
+1.0000000E+014 +0.0000000E+000
C3H50H+H<=>CH2CCH20H+H2
+3.9000000E+005 +2.5000000E+000
C3H50H+02<=>CH2CCH20H+HO2
+4.0000000E+013 +0.0000000E+000
C3H50H+0OH<=>CH2CCH20H+H20
+5.0600000E+012 +0.0000000E+000
C3H50H+CH3<=>CH2CCH20H+CH4
+2.4000000E+011 +0.0000000E+000

+8.

+6.

+3.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+6.

+1.

+3.

+3.

+3.

+3.

+2.

+2.

+2.

+2.

+2.

+0.

+5.

+6.

+5.

+8.

+1.

9210000E+003

+1.

0880000E+003

2402000E+004

+1.

1594000E+004

+1.

2898000E+004

+1.

2913000E+004

+2.

2936000E+004

+1.

2945000E+004

+1.

2887000E+004

+1.

1493000E+004

+1.

9210000E+003

+1.

0880000E+003

1594000E+004

+1.

2402000E+004
+1
3874000E+004

+1.

2874000E+004

+2.

1361000E+004

+1.

7909000E+004

+1.

7162000E+004

+1.

3079000E+004
+1
2976000E+004

+1.

3772000E+004

0000000E+000

8210000E+003

0690000E+004

9600000E+003

0300000E+003

0000000E+001
/
0000000E+002
/

3000000E-003
éOOOOOOE—OO2
éOOOOOOE—OO2
gOOOOOOE—OO2
éOOOOOOE—OOl
él5000OE—OOl
SOOOOOOE+OOO
éOOOOOOE+OOl
SOOOOOOE+002
/

3000000E-003
/

.0000000E-002

éOOOOOOE—OO2
éOOOOOOE—OO2
éOOOOOOE—OOl
él5000OE—OOl
éOOOOOOE+OOO
/

.0000000E+001

/
0000000E+002

/



CH2CCH20H+H202<=>C3H50H+HO2
+3.0100000E+009 +0.0000000E+000
CH2CCH20H<=>C2H2+CH20H
+2.1630000E+040 -8.3100000E+000
CH2CCH20H<=>CH20+C2H3
+9.2400000E+010 +8.7000000E-001
CH2CCH20H<=>C2H3CHO+H
+1.1100000E+011 +4.8000000E-001
CH2CCH20H<=>HCO+C2H4
+9.2400000E+010 +8.7000000E-001
CH2CCH20H+02=>CH20H+CO+CH20
+4.3350000E+012 +0.0000000E+000
C3H504+02<=>C2H3CHO+HO2
+1.0000000E+012 +0.0000000E+000
CH3COCH3+H<=>C3H60OH2-1
+8.0000000E+012 +0.0000000E+000
IC3H50H+H<=>C3H60H2-1
+6.2500000E+011 +5.1000000E-001
C2H5CHO+H<=>C3H60H1-2
+8.0000000E+012 +0.0000000E+000
C3H5-T+OH<=>IC3H50H
+5.0000000E+013 +0.0000000E+000
C3H60H2-1+02<=>CH3COCH3+HO2
+1.5000000E+012 +0.0000000E+000
C3H60H1-2+02<=>C2H5CHO+HO2
+1.5000000E+012 +0.0000000E+000
C3H60H1-2+02<=>HOC3H602
+1.2000000E+011 +0.0000000E+000
C3H60H2-14+02<=>HOC3H602
+1.2000000E+011 +0.0000000E+000
HOC3H602=>CH3CHO+CH20+0H
+1.2500000E+010 +0.0000000E+000
SC3H50H<=>C2H5CHO
+8.5900000E+011 +3.1800000E-001
SC3H50H+02=>C2H3CHO+H+HO2
+3.0000000E+013 +0.0000000E+000
SC3H50H+0OH=>C2H3CHO+H+H20
+3.1000000E+006 +2.0000000E+000
SC3H50H+H=>C2H3CHO+H+H?2
+1.7300000E+005 +2.5000000E+000
SC3H50H+0=>C2H3CHO+H+0OH
+1.7500000E+012 +7.0000000E-001
SC3H50H+HO02=>C2H3CHO+H+H202
+9.6000000E+003 +2.6000000E+000
SC3H50H+CH3=>C2H3CHO+H+CH4
+2.2100000E+000 +3.5000000E+000
SC3H50H+CH302=>C2H3CHO+H+CH302H
+9.6000000E+003 +2.6000000E+000
SC3H50H+CH30=>C2H3CHO+H+CH30H
+8.3000000E+010 +0.0000000E+000
SC3H50H+HO2<=>C2H5CHO+HO2
+1.4900000E+005 +1.6700000E+000
SC3H50H+HOCHO<=>C2H5CHO+HOCHO

+2.

+4.

+3.

+3.

+3.

+0.

+6.

+9.

+4.

+9.

+0.

+5.

+5.

+1.

+5.

+3.

-2.

+2.

+5.

+1.

+5.

+1.

+2.

+6

5830000E+003

5110000E+004

0460000E+004

6770000E+004

0460000E+004

0000000E+000

0000000E+003

5000000E+003

0200000E+003

5000000E+003

0000000E+000

0000000E+003

0000000E+003

.1000000E+003

.1000000E+003

8900000E+004

5900000E+004

9100000E+004

9800000E+002

4920000E+003

8840000E+003

3900000E+004

6750000E+003

3900000E+004

6000000E+003

.8100000E+003

002 +3.2860000E+000 -4.5090000E+003

C2H+CH3<=>C3H4-P

+8.0000000E+013 +0.0000000E+000 +0.0000000E+000

C3H4-A<=>C3H4-P

+4.7860000E+048 -1.0000000E+001 +8.8685000E+004

+2.8100000E-



PLOG /
+7.7620000E+039
PLOG /
+4.7860000E+048
CC3H4<=>C3H4-P
+1.6600000E+037
PLOG /
+2.5120000E+050
PLOG /
+1.2300000E+037
PLOG /
+1.6600000E+037
CC3H4<=>C3H4-A
+5.0120000E+035
PLOG /
+9.7720000E+043
PLOG /
+2.5120000E+026
PLOG /
+5.0120000E+035
C3H4-P<=>C3H3+H
+6.4800000E+030
PLOG /
+6.4800000E+030
PLOG /
+1.2100000E+025
C3H4-A<=>C3H3+H
+1.3200000E+031
PLOG /
+1.3200000E+031
PLOG /
+3.6500000E+025
C3H3+H<=>CC3H4
+3.2360000E+018
PLOG /
+8.9130000E+112
PLOG /
+1.0720000E+021
PLOG /
+3.2360000E+018

-2

.8000000E+000

.0000000E+001

.2400000E+000

.1820000E+001

.5100000E+000

.2400000E+000

.8700000E+000

.9700000E+000

.5600000E+000

.8700000E+000

.6550000E+000

.6550000E+000

.7870000E+000

.7490000E+000

.7490000E+000

.9500000E+000

.0500000E+000

.8260000E+001

.9500000E+000

.0500000E+000

C3H4-P+C3H3<=>C3H4-A+C3H3
+6.1400000E+006 +1.7400000E+000
C3H4-P+02<=>C3H3+HO2

+3.0000000E+013

C3H4-P+0<=>C3H3+0H

+7.6500000E+008

+0

+1

C3H4-P+H<=>C3H3+H2

+3.5720000E+004

+2

.0000000E+000

.5000000E+000

.8250000E+000

C3H4-P+0QOH<=>C3H3+H20
+4.9400000E+006 +2.0270000E+000 +1
C3H4-P+HO2<=>C3H3+H202
002 +4.1700000E+000 +9.6328000E+003
C3H4-P+CH3<=>C3H3+CH4
+1.8000000E+012 +0.0000000E+000 +7.7000000E+003
C3H4-P+CH302<=>C3H3+CH302H
002 +4.1700000E+000 +9.6328000E+003
C3H4-P+C2H<=>C2H2+C3H3
+1.0000000E+013 +0.0000000E+000 +0.0000000E+000

+7.

+8.

+4.

+5.

+4.

+4.

+5.

+5.

+4.

+5.

+9.

+9.

+9.

+9.

+9.

+9.

+2

+8.

+2.

+2.

+1

+4.

+8.

+4.

+1.

8446000E+004

+1.

8685000E+004

8013000E+004

+3.

0914000E+004

+1.

5551000E+004

+1.

8013000E+004

1298000E+004

+3.

6007000E+004

+1.

3922000E+004

+1.

1298000E+004

3925200E+004

+1.

3925200E+004

+1.

2376100E+004

2079500E+004

+1.

2079500E+004
+1
0624900E+004

.0530000E+003

+3.

3611000E+004

+1.

6870000E+003

+1.

0530000E+003

.0450000E+004

2630000E+004

6000000E+003

8210000E+003

.0596000E+003

0000000E+000

/
0000000E+001
/

9500000E-002
/
0000000E+000

/
0000000E+001

/

9500000E-002

/
0000000E+000

/
0000000E+001
/

0000000E+000
/
0000000E+001
/

0000000E+000
/

.0000000E+001

/

9500000E-002
/
0000000E+000
/
0000000E+001
/

+9.5500000E-

+9.5500000E-



C3H4-P+C2H3<=>C3H3+C2H4

+1.0000000E+012 +0.0000000E+00QO0

C3H4-P+C3H5-A<=>C3H3+C3H6

+3.0000000E+012 +0.0000000E+000

C3H4-A+H<=>C3H3+H2

+6.6250000E+003 +3.0950000E+000

C3H4-A+02<=>C3H3+HO2

+4.0000000E+013 +0.0000000E+00QO0

C3H4-A+0OH<=>C3H3+H20

+1.4820000E+005 +2.4920000E+000

C3H4-A+CH3<=>C3H3+CH4

+1.3000000E+012 +0.0000000E+000 +7
C3H4-A+HO2<=>C3H3+H202

002 +4.1700000E+000 +9.6328000E+003
C3H4-A+CH302<=>C3H3+CH302H
002 +4.1700000E+000 +9.6328000E+003
C3H4-A+C3H5-A<=>C3H3+C3H6
+2.0000000E+011 +0.0000000E+000 +7.7000000E+003
C3H4-A+H<=>C3H4-P+H

+2.4400000E+010 +1.0400000E+000

PLOG /
+8.4900000E+010
PLOG /
+1.4800000E+013
PLOG /
+2.4800000E+015
PLOG /
+2.3500000E+025
PLOG /
+1.0200000E+024
DUP

+8

+2

.9000000E-001

.6000000E-001

.3000000E-001

.2300000E+000

.6700000E+000

C3H4-A+H<=>C3H4-P+H
+2.4400000E+010 +1.0400000E+000 +2.1590000E+003

PLOG / +1
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +3.
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +1.
+1.7900000E+007 +1.9800000E+000 +4.5210000E+003
PLOG / +1.
+4.6300000E+004 +2.6200000E+000 +4.4660000E+003
DUP

C3H4-A+H<=>C3H5-A

+2.2100000E+061 -1.5250000E+001 +2.0076000E+004
PLOG / +1
+2.2100000E+061 -1.5250000E+001 +2.0076000E+004
PLOG / +3.
+1.2400000E+052 -1.2020000E+001 +1.7839000E+004
PLOG / +1
+4.6700000E+051 -1.1450000E+001 +2.1340000E+004
PLOG / +1
+3.7500000E+048 -1.0270000E+001 +2.2511000E+004
PLOG / +1
+4.2300000E+043 -8.6100000E+000 +2.2522000E+004

DUP

+7.

+7.

+5.

+4.

+1.

+2.

+2.

+4.

+6.

+1.

+1.

7000000E+003

7000000E+003

5220000E+003

1320000E+004

8072000E+003

.7000000E+003

1590000E+003

+1.

5030000E+003

+3.

1030000E+003

+1.

4360000E+003

+1.

3165000E+004

+1.

5552000E+004

0000000E-003
/
9000000E-002
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

.0000000E-003

9000000E-002
0000000E+000

0000000E+001

/
0000000E+002

/

.0000000E-003

/
9000000E-002
/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

+3.5800000E-

+7.1610000E-

+1.0000000E-

+1.0000000E-

+1.0000000E-



C3H4-A+H<=>C3H5-A

+2.2100000E+061
PLOG /
+2.8000000E+038
PLOG /
+9.3300000E+036
PLOG /
+3.3200000E+030
PLOG /
+2.2900000E+026
PLOG /
+4.3800000E+021
DUP

C3H4-A+H<=>C3H5-

+1.1000000E+030
PLOG /
+1.1000000E+030
PLOG /
+5.4000000E+029
PLOG /
+2.6000000E+031
PLOG /
+3.2000000E+031

C3H4-A+H<=>C3H5-

+6.4400000E+102
PLOG /
+6.4400000E+102
PLOG /
+1.5500000E+053
PLOG /
+1.9000000E+053
PLOG /
+7.9500000E+051
PLOG /
+4.2100000E+052
DUP

C3H4-A+H<=>C3H5-

+6.4400000E+102
PLOG /
+1.1000000E+054
PLOG /
+9.8800000E+044
PLOG /
+2.8100000E+040
PLOG /
+2.6000000E+035
PLOG /
+9.8800000E+029
DUP

-1.

-8.

-8.

-5.

-4.

-2.

S

-6.

-6.

-6.

-6.

-5.

T

-2.

-2.

-1.

-1.

-1.

-1.

T

-2.

-1.

-1.

-9.

-7.

-5

5250000E+001

6700000E+000

1900000E+000

7800000E+000

3200000E+000

7100000E+000

5200000E+000

5200000E+000

0900000E+000

2300000E+000

8800000E+000

7510000E+001

7510000E+001

3100000E+001

2590000E+001

1820000E+001

1640000E+001

7510000E+001

4290000E+001

1210000E+001

4200000E+000

5700000E+000

.5300000E+000

C3H4-A+H<=>CH3+C2H2

+3.7400000E+001
PLOG /
+1.2300000E+008
PLOG /
+2.7200000E+009
PLOG /
+1.2600000E+020

+3

+1

+1

-1

.3500000E+000

.5300000E+000

.2000000E+000

.8300000E+000

+2.

+8.

+7.

+6.

+6.

+5.

+1.

+1.

+1.

+1.

+2.

+5.

+5.

+1.

+1.

+1.

+2.

+5.

+1.

+8.

+7.

+7.

+6.

+5.

+4.

+6.

+1.

0076000E+004

+1.

0350000E+003

+3.

4620000E+003
+1
9130000E+003

+1.

1630000E+003

+1.

1870000E+003

5200000E+004

+1.

5200000E+004

+1.

6300000E+004

+1.

8700000E+004

+1.

1500000E+004

1768000E+004

+1.

1768000E+004

+3.

4472000E+004
+1
6726000E+004
+1
8286000E+004
+1
2262000E+004

1768000E+004

+1.

0809000E+004

+3.

2120000E+003
+1
8500000E+003

+1.

1470000E+003
+1
5810000E+003

7800000E+001

+1.

7370000E+003

+3.

8340000E+003

+1.

5003000E+004

0000000E-003
/
9000000E-002
/

.0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-001
/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-003

/
9000000E-002
/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

0000000E-003
/
9000000E-002
/

.0000000E+000

/
0000000E+001

/

.0000000E+002

/

0000000E-003
/
9000000E-002
/
0000000E+000
/



PLOG /

+1.

+1.6800000E+016 -6.0000000E-001 +1.4754000E+004

PLOG /
+1.3700000E+017
DUP

C3H4-A+H<=>CH3+C2H2
+3.7400000E+001 +3.3500000E+000 +5.7800000E+001

PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +3.
010 +0.0000000E+000 4+0.0000000E+000 /

PLOG / +1.
+1.2300000E+004 +2.6800000E+000 +6.3350000E+003
PLOG / +1.
+3.3100000E+008 +1.1400000E+000 +8.8860000E+003
PLOG / +1.
+1.2800000E+006 +1.7100000E+000 +9.7740000E+003
DUP

C3H4-P+H<=>C3H5-T

+8.8500000E+051 -1.3040000E+001 +1.2325000E+004
PLOG / +1.
+8.8500000E+051 -1.3040000E+001 +1.2325000E+004
PLOG / +3.
+3.1700000E+052 -1.2690000E+001 +1.4226000E+004
PLOG / +1.
+2.8700000E+053 -1.2510000E+001 +1.6853000E+004
PLOG / +1.
+9.5100000E+051 -1.1740000E+001 +1.8331000E+004
PLOG / +1.
+4.5100000E+052 -1.1580000E+001 +2.2207000E+004
DUP

C3H4-P+H<=>C3H5-T

+8.8500000E+051 -1.3040000E+001 +1.2325000E+004
PLOG / +1.
+1.9700000E+046 -1.1910000E+001 +7.4560000E+003
PLOG / +3.
+2.5900000E+045 -1.1230000E+001 +8.0460000E+003
PLOG / +1.
+6.9300000E+039 -9.1100000E+000 +7.4580000E+003
PLOG / +1.
+6.8000000E+034 -7.2900000E+000 +6.7220000E+003
PLOG / +1.
+5.6500000E+029 -5.3900000E+000 +6.1500000E+003

DUP
C3H4-P+H<=>C3H5-S

+1.
-7.9000000E-001 +1.7603000E+004

+3.3800000E+049 -1.2750000E+001 +1.4072000E+004

PLOG / +1.
010 +0.0000000E+000 +0.0000000E+000 /

PLOG / +3.
+3.3800000E+049 -1.2750000E+001 +1.4072000E+004
PLOG / +1.
+1.3700000E+051 -1.2550000E+001 +1.5428000E+004
PLOG / +1.
+3.8800000E+050 -1.1900000E+001 +1.6915000E+004
PLOG / +1.
+2.1700000E+049 -1.1100000E+001 +1.8746000E+004

DUP

0000000E+001

/
0000000E+002
/

0000000E-003
9000000E-002

0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-003
gOOOOOOE—OOZ
éOOOOOOE+OOO
éOOOOOOE+OOl

/
0000000E+002

/

0000000E-003

/
9000000E-002

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-003

9000000E-002
éOOOOOOE+OOO
éOOOOOOE+OOl
6000000E+002
/

+1.0000000E-

+1.0000000E-

+1.0000000E-



C3H4-P+H<=>C3H5-

+3.3800000E+049
PLOG /
+1.4900000E+038
PLOG /
+2.9800000E+043
PLOG /
+5.7500000E+039
PLOG /
+4.3300000E+040
PLOG /
+3.4400000E+034
DUP

S

.2750000E+001

.0110000E+001

.1430000E+001

.5100000E+000

.6000000E+000

.3600000E+000

C3H4-P+H<=>CH3+C2H2

+2.1200000E+010
PLOG /
+2.4400000E+010
PLOG /
+3.8900000E+010
PLOG /
+3.4600000E+012
PLOG /
+1.7200000E+014
PLOG /
+1.9000000E+015

+1

+1

+9.

+4.

-1.

-2.

C3H4-P+H<=>C3H5-A

+1.1000000E+060
PLOG /
+1.1000000E+060
PLOG /
+4.9100000E+060
PLOG /
+3.0400000E+060
PLOG /
+9.0200000E+059
PLOG /
+2.2000000E+059
PLOG /
+1.6000000E+055
C3H5-A<=>C3H5-T
+3.9000000E+059
PLOG /
+3.9000000E+059
PLOG /
+7.0600000E+056
PLOG /
+4.8000000E+055
PLOG /
+4.8600000E+053
PLOG /
+6.4000000E+051
PLOG /
+2.8000000E+043
C3H5-A<=>C3H5-5
+1.3000000E+055
PLOG /
+1.3000000E+055

-1.

-1.

-1

-1.

-1.

-1.

-1.

-1.

-1

-1.

-1

-1

-1.

-9.

-1

-1

.0600000E+000

.0400000E+000

8900000E-001

4200000E-001

0000000E-002

9000000E-001

4560000E+001

4560000E+001

.4370000E+001

4190000E+001

3890000E+001

3610000E+001

2070000E+001

5420000E+001

.5420000E+001

4080000E+001

.3590000E+001

.2810000E+001

2120000E+001

2700000E+000

.4530000E+001

.4530000E+001

+1.

+7.

+8.

+8.

+9.

+8.

+3.

+3.

+4.

+5.

+7.

+8.

+2.

+2.

+3.

+3.

+3.

+3.

+3.

+7.

+7

+7.

+7.

+7.

+7.

+7.

+7.

+7.

4072000E+004
+1
4580000E+003

+3.

7360000E+003
+1
7720000E+003
+1
4010000E+003

+1.

5580000E+003

9450000E+003

+1.

9800000E+003

+3.

1140000E+003

+1.

4630000E+003

+1.

1340000E+003

+1.

3060000E+003

8100000E+004
+1
8100000E+004
+1
1644000E+004
+2
2642000E+004

+5.

3953000E+004

+1.

4900000E+004
+1
7500000E+004

5400000E+004

+1.
.5400000E+004
+1.

5868000E+004

+2.

5949000E+004

+5.

5883000E+004

+1.

5700000E+004

+1.

4000000E+004

3800000E+004

+1.

3800000E+004

.0000000E-003

/
9000000E-002
/

.0000000E+000

/

.0000000E+001

/
0000000E+002

/

0000000E-003
/
9000000E-002

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+000

/
0000000E+000

/
0000000E+001

/

.0000000E+002

/

0000000E-001
/
0000000E+000
/
0000000E+000

/
0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-001
/



PLOG /

+5.0000000E+051 -1.

PLOG /

+9.7000000E+048 -1.

PLOG /

+4.8600000E+044 -9.

C2H2+CH3<=>C3H5-T

+6.8000000E+020 -4.

PLOG /

+6.8000000E+020 -4.

PLOG /

+4.9900000E+022 -4.

PLOG /

+6.0000000E+023 -4.

PLOG /

+7.3100000E+025 -5.

PLOG /

+9.3000000E+027 -5.

PLOG /

+3.8000000E+036 -7.

C3H5-T<=>C3H5-S

+1.6000000E+044 -1.

PLOG /

+1.6000000E+044 -1.

PLOG /

+1.5000000E+048 -1.

PLOG /

+5.1000000E+052 -1.

PLOG /

+5.8000000E+051 -1.

C2H2+CH3<=>C3H5-A

+8.2000000E+053 -1.

PLOG /

+8.2000000E+053 -1.

PLOG /

+2.6800000E+053 -1.

PLOG /

+3.6400000E+052 -1.

PLOG /

+1.0400000E+051 -1.

PLOG /

+4.4000000E+049 -1.

PLOG /

+3.8000000E+044 -9.

CH3+C2H2<=>C3H5-5

+1.7800000E+042 -1.

PLOG /

+1.7800000E+042 -1.

PLOG /

+1.5200000E+044 -1.

PLOG /

+1.1900000E+044 -1.

PLOG /

+6.0200000E+043 -9.

PLOG /

+1.4200000E+042 -8.

DUP

3020000E+001

1730000E+001

8400000E+000

1600000E+000

1600000E+000

3900000E+000

6000000E+000

0600000E+000

5500000E+000

5800000E+000

2160000E+001

2160000E+001

2710000E+001

3370000E+001

2430000E+001

3320000E+001

3320000E+001

2820000E+001

2460000E+001

1890000E+001

1400000E+001

6300000E+000

0400000E+001

0400000E+001

0730000E+001

0190000E+001

7400000E+000

9100000E+000

+7.

+7.

+7.

+1.

+1.

+1.

+1.

+2.

+2.

+3.

+5.

+5.

+5.

+5.

+5.

+3.

+3.

+3.

+3.

+3.

+3.

+3.

+1.

+1.

+1.

+1.

+2.

+2.

+1.

3300000E+004

+1.

3700000E+004

+1.

3400000E+004

8000000E+004

+1.

8000000E+004

+1.

8850000E+004

+2.

9571000E+004

+5.

1150000E+004

+1.

2900000E+004

+1.

1300000E+004

2200000E+004

+1.

2200000E+004

+1.

3900000E+004

+1.

7200000E+004

+1.

9200000E+004

3200000E+004

+1.

3200000E+004

+1.

5730000E+004

+2.

6127000E+004

+5.

6476000E+004

+1.

6700000E+004

+1.

7600000E+004

3647000E+004

+1.

3647000E+004

+3.

5256000E+004

+1.

8728000E+004

+1.

0561000E+004

+1.

2235000E+004

0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-001
éOOOOOOE+OOO
SOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
SOOOOOOE+OO2
/

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-003
gOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/



CH3+C2H2<=>C3H5-5
+1.7800000E+042 -1.0400000E+001

PLOG / +1.
010 +0.0000000E+000 4+0.0000000E+000 /

PLOG / +3.
010 +0.0000000E+000 4+0.0000000E+000 /

PLOG / +1
+8.4900000E+035 -8.4300000E+000 +1.2356000E+004
PLOG / +1.
+3.0400000E+032 =7.0100000E+000 +1.2357000E+004
PLOG / +1.
+1.6900000E+027 -5.0700000E+000 +1.1690000E+004
DUP

C3H4-P+0<=>HCCO+CH3

+7.3000000E+012 +0.0000000E+000 +2.2500000E+003
C3H4-P+0<=>C2H4+CO

+1.0000000E+013 +0.0000000E+000 +2.2500000E+003
C3H4-P+0<=>C2H3+HCO

+3.2000000E+012 +0.0000000E+000 +2.0100000E+003

C3H4-A+0<=>C2H4+CO
+2.0000000E+007 +1.8000000E+000
C3H4-A+0<=>C2H2+CH20
003 +4.6100000E+000
C3H4-A+0OH<=>CH2CCH20H
+1.1100000E+012 +0.0000000E+000
C3H4-A+0H<=>SC3H40H
+2.2200000E+012 +0.0000000E+000
SC3H40H<=>CH2CO+CH3
+9.2400000E+010 +8.7000000E-001
C3H4-P+0OH<=>PC3H40H-2
+3.9300000E+011 +0.0000000E+000
C3H4-P+OH<=>SC3H40H
+2.3600000E+012 +0.0000000E+000
PC3H40H-2<=>CH3CHCHO
+3.5600000E+010 +8.8000000E-001
CH3CHCHO<=>C2H3CHO+H

+1.0000000E+000 +1.0000000E+000
PLOG /
+1.7400000E+050 -1.1730000E+001
PLOG /
+1.1300000E+047 -1.0570000E+001
PLOG /
+2.9400000E+043 -9.2900000E+000
PLOG /
+1.1600000E+042 -8.7800000E+000
PLOG /
+9.4800000E+040 -8.4000000E+000
PLOG /
+7.1900000E+039 -8.0100000E+000
PLOG /
+2.1300000E+038 =7.4900000E+000
PLOG /

+1.4200000E+037 -7.0900000E+000
CH3CHCHO<=>CH3CHCO+H
+8.3280000E+012 -2.0000000E-002
CH3CHCHO+H2<=>C2H5CHO+H
+2.1600000E+005 +2.3800000E+000

+1.3647000E+004

+1.0000000E+003

-4.2430000E+003

-3.0400000E+002
-3.0400000E+002
+3.0460000E+004
+0.0000000E+000
+0.0000000E+000
+2.3238000E+004

+1.0000000E+000

+1.

+5.2870000E+004

+1.

+5.0479000E+004

+1.

+4.8810000E+004

+2.

+4.8382000E+004

+5.

+4.8095000E+004

+1.

+4.7818000E+004

+2.

+4.7438000E+004

+5.

+4.7128000E+004

+3.2410000E+004

+1.8990000E+004

0000000E-003

9000000E-002

.0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
5000000E+000
/
0000000E+000

/
0000000E+001

/
5000000E+001

/
0000000E+001
/

+1.0000000E-

+1.0000000E-

+3.0000000E-



C3H4-P+HO2=>C2H4+CO+0OH
+3.0000000E+012 +0.0000000E+000
C3H4-A+HO2=>C2H4+CO+0H
+1.0000000E+011 +0.0000000E+000
C3H4-A+HO2=>CH2CO+CH2+0H
+4.0000000E+012 +0.0000000E+000
C3H4-A+C2H<=>C2H2+C3H3
+1.0000000E+013 +0.0000000E+000
C3H3+0<=>CH20+C2H
+2.0000000E+013 +0.0000000E+000
C3H3+HO2=>0OH+CO+C2H3
+8.0000000E+011 +0.0000000E+000
C3H3+HCO<=>C3H4-A+CO
+2.5000000E+013 +0.0000000E+000
C3H3+HCO<=>C3H4-P+CO
+2.5000000E+013 +0.0000000E+000
C2H5+C2H<=>C3H3+CH3
+1.8100000E+013 +0.0000000E+000
C3H3+02<=>CH2CO+HCO
+1.7000000E+005 +1.7000000E+000
C3H3+CH<=>C4H3-N+H
+7.0000000E+013 +0.0000000E+000
C3H3+H0O2<=>C3H30+0H

+1.0000000E+011 +0.0000000E+000
PLOG /

+1.0200000E+013 -1.5800000E-001
PLOG /

+4.9800000E+014 -6.4200000E-001
PLOG /

+7.7700000E+017 -1.5200000E+000
PLOG /

+2.9300000E+015 -6.8400000E-001
PLOG /

+1.6400000E+004 +2.7400000E+000
C3H3+HO2<=>C3H302H
+1.0000000E+011 +0.0000000E+000
PLOG /

+1.9100000E+031 -7.2300000E+000
PLOG /

+6.3100000E+042 -1.0300000E+001
PLOG /

+1.0300000E+045 -1.0600000E+001
PLOG /

+2.7900000E+037 -7.9200000E+000
PLOG /

+4.7300000E+025 -4.1300000E+000

C3H3+H02<=>C2HCHO+H20
+1.0000000E+011 +0.0000000E+000
PLOG /
+1.0900000E+000
PLOG /
+6.3500000E+001
PLOG /
+6.0500000E+005
PLOG /
+3.1000000E+005
PLOG /

+3.0100000E+000

+2.5000000E+000
+1.3900000E+000

+1.5900000E+000

+1.

+1.

+1.

+0.

+0.

+0.

+0.

+0.

+0.

+1.

+0.

+0.

+2.

+3.

+1.

+0.

+1.

+5.

+7.

+6.

+2.

+0.

+5.

+2

9000000E+004

4000000E+004

9000000E+004

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+00O0

5000000E+003

0000000E+000

0000000E+000

+1.

.4170000E+003

+1.

.4910000E+002

+1.

3792000E+003

+1.

6153000E+003

+1.

1444000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003

+1.

8515000E+003
+1
4979000E+003
+1
9238000E+003

0000000E+000
+1
.4211000E+003
+1
.3414000E+003
+1
9510000E+002
+1
.6776000E+003
+1

005 +4.5900000E+000 +9.2750000E+002 /

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
/
0000000E-001
/
0000000E+000
/

.0000000E+001

/

.0000000E+002

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002 +5.0700000E-



C3H302H<=>C2HCHO+H20

+1.0000000E+011 +0.
PLOG /
+1.9900000E+050 -1.
PLOG /
+4.7200000E+047 -1.
PLOG /
+1.5000000E+040 -8.
PLOG /
+2.5400000E+028 -5.
PLOG /

+1.4800000E+016 -1.
C2H+CH20<=>C3H30
+1.0000000E+011 +0.
PLOG /

0000000E+000

2700000E+001

1500000E+001

8400000E+000

0000000E+000

1200000E+000

0000000E+000

+0.

+5.

+5.

+5.

+4.

+4.

+0

0000000E+000

+1.

3531900E+004

+1.

4360900E+004

+1.

3179200E+004

+1.

9919400E+004

+1.

5949300E+004

.0000000E+000

+1.

004 +2.6090000E+000 -4.2973000E+003 /

PLOG /
+5.6880000E+006 -7.
PLOG /
+5.3900000E+013 -1.
PLOG /
+8.7330000E+015 -2.
PLOG /
+5.3050000E+019 -2.
PLOG /
+3.7790000E+021 -3.
C2HCHO<=>C2H2+CO
+2.5100000E+014 +0.
C2H+HCO<=>C2HCHO
+1.0000000E+013 +0.
C3H3+H<=>C3H2+H2
+2.1400000E+005 +2.

C3H3+H<=>C3H2 (S) +H2

+3.3110000E+013 +1.
PLOG /
+2.9510000E+009 +1.
PLOG /
+1.0970000E+010 +1.
PLOG /
+3.3110000E+013 +1.

3000000E-002

8030000E+000

0740000E+000

9430000E+000

1630000E+000

0000000E+000

0000000E+000

5200000E+000

9500000E-001

2800000E+000

1300000E+000

9500000E-001

C3H3+H<=>H2CCC (S) +H2

+1.0000000E+018 -1.
PLOG /
+2.6920000E+009 +1.
PLOG /
+2.8840000E+013 -3.
PLOG /

+1.0000000E+018 -1.
C3H3+H<=>C3H2C+H2
+7.2440000E+009 +6.
PLOG /
+1.0720000E+007 +1.
PLOG /
+1.3490000E+007 +1.
PLOG /
+7.2440000E+009 +6.

C3H2C+02<=>C2H2+C02

+1.0000000E+013 +0.

2300000E+000

0500000E+000

0000000E-002

2300000E+000

0600000E-001

3700000E+000

3400000E+000

0600000E-001

0000000E+000

-1

+1.

+2.

+4.

+6.

+6.

+0.

+7.

+1.

+1.

+1

+1.

+1.

+5.

+9.

+1.

+1.

+1.

+1.

+1.

+0.

+1.

.2341000E+003

+1.

4522000E+003

+1.

5101000E+003

+1.

5322000E+003

+1.

8025000E+003

8000000E+004

0000000E+000

4530000E+003

7579000E+004

+3.

3474000E+004

+1.

.3929000E+004

+1.

7579000E+004

5111000E+004

+3.

3710000E+003

+1.

4480000E+003

+1.

5111000E+004

8356000E+004

+3.

5557000E+004

+1.

5560000E+004

+1.

8356000E+004

0000000E+000

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
6000000E+002
/

0000000E-003

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

9500000E-002
/
0000000E+000
/
0000000E+001
/

9500000E-002

/
0000000E+000

/
0000000E+001
/

9500000E-002

/
0000000E+000

/
0000000E+001

/

+5.9250000E-



C3H3+0H<=>C3H2+H20
+2.0000000E+013 +0.0000000E+000
C3H3+0H<=>CH20+C2H2
+2.0000000E+012 +0.0000000E+000
C3H3+0OH<=>C2H3+HCO
+1.0000000E+013 +0.0000000E+000
C3H34+0H<=>C2H4+CO
+1.0000000E+013 +0.0000000E+000
C3H34+0H<=>C3H2 (S) +H20
+1.0000000E+012 +0.0000000E+000
C3H3+0OH<=>H2CCC (S) +H20
+1.0000000E+012 +0.0000000E+000
C3H2 (S) +M<=>C3H2+M
+1.0000000E+013 +0.0000000E+000
C3H2 (S) +H<=>H2CCC (S) +H
+1.0000000E+013 +0.0000000E+000
H2CCC (S) +02<=>C02+C2H2
+1.0000000E+013 +0.0000000E+000
CH3CHCO+0OH<=>C2H5+C02
+1.7300000E+012 +0.0000000E+000
CH3CHCO+0OH<=>SC2H40H+CO
+2.0000000E+012 +0.0000000E+000
CH3CHCO+H<=>C2H5+CO
+4.4000000E+012 +0.0000000E+000
CH3CHCO+0<=>CH3CHO+CO
+3.2000000E+012 +0.0000000E+000
CH3COCH3<=>CH3CO+CH3

+2.0500000E+058 -1.2796000E+001
PLOG /
+2.0500000E+058 -1.2796000E+001
PLOG /
+3.3000000E+051 -1.0574000E+001
PLOG /
+1.3100000E+042 -7.6570000E+000
PLOG /
+2.1600000E+033 -4.9890000E+000
PLOG /
+9.4000000E+028 -3.6690000E+000

CH3COCH2+H<=>CH3COCH3
+1.0000000E+013 +0.0000000E+000
CH3COCH3+0OH<=>CH3COCH2+H20
+1.2500000E+005 +2.4830000E+000
CH3COCH3+H<=>CH3COCH2+H2
+9.8000000E+005 +2.4300000E+000
CH3COCH34+0<=>CH3COCH2+0H
+5.1300000E+011 +2.1100000E-001
CH3COCH3+CH3<=>CH3COCH2+CH4
+3.9600000E+011 +0.0000000E+000
CH3COCH3+CH30<=>CH3COCH2+CH30H
+4.3400000E+011 +0.0000000E+000
CH3COCH3+02<=>CH3COCH2+HO02
+6.0300000E+013 +0.0000000E+000
CH3COCH3+HO2<=>CH3COCH2+H202
+1.7000000E+013 +0.0000000E+000

CH3COCH3+CH302<=>CH3COCH2+CH302H

+1.7000000E+013 +0.0000000E+000

+8.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+1

+1

+9.

+9.

+9.

+8.

+0.

+4.

+5.

+4.

+9.

+6.

+4.

+2

+2

0000000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

.0100000E+003

.0100000E+003

.4590000E+003

.3700000E+002

.0003010E+005

+1.

.0003010E+005
+1
8221200E+004

+1.

4660600E+004

+1.

0916500E+004

+1.

9022800E+004

0000000E+000

4500000E+002

1600000E+003

8900000E+003

7840000E+003

4600000E+003

8500000E+004

.0460000E+004

.0460000E+004

CH3COCH3+CH3COCH202<=>CH3COCH2+C3KET21
+1.0000000E+011 +0.0000000E+000 +5.0000000E+003

0000000E-002
/

.0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/



CH3COCH2+HO02<=>CH3COCH20+0H
+2.4100000E+013 +0.0000000E+00QO0
CH3COCH2+CH302<=>CH3COCH20+CH30
+1.2050000E+013 +0.0000000E+000
CH3COCH20<=>CH3CO+CH20
+5.8720000E+020 -2.4218000E+000
CH3COCH24+02<=>CH3COCH202
+1.2000000E+011 +0.0000000E+00QO0
CH2CO+CH3<=>CH3COCH2
+1.7600000E+004 +2.4800000E+000
CH20+CH3COCH202<=>HCO+C3KET21
+1.2880000E+011 +0.0000000E+000
HO2+CH3COCH202<=>C3KET21+02
+1.0000000E+012 +0.0000000E+000Q
C2H3+HCO<=>C2H3CHO
+1.8100000E+013 +0.0000000E+000
C2H3CHO+H<=>C2H3CO+H2
+1.3400000E+013 +0.0000000E+000
C2H3CHO+0<=>C2H3CO+0H
+5.9400000E+012 +0.0000000E+000
C2H3CHO+OH<=>C2H3CO+H20
+9.2400000E+006 +1.5000000E+000
C2H3CHO+02<=>C2H3CO+HO2
+1.0050000E+013 +0.0000000E+000
C2H3CHO+HO2<=>C2H3CO+H202
+3.0100000E+012 +0.0000000E+000
C2H3CHO+CH3<=>C2H3CO+CH4
+2.6080000E+006 +1.7800000E+000
C2H3CHO+C2H3<=>C2H3CO+C2H4
+1.7400000E+012 +0.0000000E+000
C2H3CHO+CH30<=>C2H3CO+CH30H
+1.0000000E+012 +0.0000000E+000
C2H3CHO+CH302<=>C2H3CO+CH302H
+3.0100000E+012 +0.0000000E+000
C2H3+C0O<=>C2H3CO
+1.5100000E+011 +0.0000000E+000
C2H5+HCO<=>C2H5CHO
+1.8100000E+013 +0.0000000E+000
C2H5CHO+H<=>C2H5CO+H2
+4.0000000E+013 +0.0000000E+00QO0
C2H5CHO+0<=>C2H5C0O+0H
+5.0000000E+012 +0.0000000E+00QO0
C2H5CHO+0OH<=>C2H5CO+H20
+2.6900000E+010 +7.6000000E-001
C2H5CHO+CH3<=>C2H5CO+CH4
+2.6080000E+006 +1.7800000E+000
C2H5CHO+HO2<=>C2H5CO+H202
+2.8000000E+012 +0.0000000E+000
C2H5CHO+CH30<=>C2H5CO+CH30H
+1.0000000E+012 +0.0000000E+000
C2H5CHO+CH302<=>C2H5CO+CH302H
+3.0100000E+012 +0.0000000E+000
C2H5CHO+C2H5<=>C2H5CO+C2H6
+1.0000000E+012 +0.0000000E+00Q0
C2H5CHO+C2H50<=>C2H5CO+C2H50H
+6.0260000E+011 +0.0000000E+000
C2H5CHO+C2H502<=>C2H5C0O+C2H502H
+3.0100000E+012 +0.0000000E+00Q0

+0.

+0.

+1.

+6.

+9.

+0.

+0.

+3.

+1.

+4.

+1.

+5.

+8.

+3.

+1.

+4.

+0.

+4.

+1.

+5.

+1.

+3.

+1.

+8.

+3.

+1.

0000000E+000

0000000E+000

0535800E+004

.1000000E+003

1300000E+003

0000000E+003

0000000E+000

0000000E+000

3000000E+003

8680000E+003

.6200000E+002

0700000E+004

1920000E+004

9110000E+003

4400000E+003

3000000E+003

1920000E+004

8100000E+003

0000000E+000

2000000E+003

7900000E+003

.4000000E+002

9110000E+003

3600000E+004

3000000E+003

1920000E+004

0000000E+003

3000000E+003

1920000E+004



C2H5CHO+02<=>C2H5C0O+H02
+1.0050000E+013 +0.0000000E+000
C2H5CHO+CH3C03<=>C2H5CO+CH3CO3H
+3.0100000E+012 +0.0000000E+000
C2H5CHO+C2H3<=>C2H5C0O+C2H4
+1.7000000E+012 +0.0000000E+000
C2H5CHO+NC3H7<=>C2H5CO+C3HS8
+1.7000000E+012 +0.0000000E+000
C2H5CHO+IC3H7<=>C2H5CO+C3HS8
+1.7000000E+012 +0.0000000E+000
C2H5CHO+C3H5-A<=>C2H5CO+C3H6
+1.7000000E+012 +0.0000000E+000
C2H5+C0O<=>C2H5CO
+1.5100000E+011 +0.0000000E+000
C4H10 (+M) <=>C2H5+C2HS5 (+M)
+1.3550000E+037 -6.0360000E+000
LOW /

+4.7200000E+018 +0.0000000E+000
TROE /

+4.

+1.

+8.

+8.

+8.

+8.

+4.

+9.

+4

0700000E+004

1920000E+004

4400000E+003

4400000E+003

4400000E+003

4400000E+003

8100000E+003

2929000E+004

.9578000E+004

+7.

020 +3.2430000E+004 +4.8580000E+003 /

C4H10 (+M) <=>NC3H7+CH3 (+M)

+6.6000000E+052 -1.0626000E+001 +1.0033000E+005

LOW /

+5.3400000E+017 +0.0000000E+000 +4.2959000E+004

TROE /

+9.

020 +5.3480000E+003 +4.3260000E+003 /

C4H10<=>PC4H9+H

+4.8000000E+040 -7.0600000E+000
PLOG /

+4.4500000E+090 -2.1910000E+001
PLOG /

+4.6300000E+076 -1.7640000E+001
PLOG /

+4.9400000E+058 -1.2320000E+001
PLOG /

+4.8000000E+040 -7.0600000E+000
PLOG /

+1.4900000E+027 -3.1500000E+000
C4H10<=>SC4AHO+H

+8.5200000E+038 -6.5800000E+000
PLOG /

+3.1000000E+088 -2.1240000E+001
PLOG /

+4.3400000E+073 -1.6760000E+001
PLOG /

+7.3900000E+055 -1.1520000E+001
PLOG /

+8.5200000E+038 -6.5800000E+000
PLOG /

+5.4000000E+026 -3.0500000E+000
C4H10+H<=>PC4HO+H2
+3.4900000E+005 +2.6900000E+000
C4H10+02<=>PC4H9+HO2
+6.0000000E+013 +0.0000000E+000
C4H10+0<=>PC4H9+0OH
+1.1300000E+014 +0.0000000E+000
C4H10+0OH<=>PC4H9+H20
+1.0540000E+010 +9.7000000E-001

+1

+1

+1

+1

+1

+1

+1

+1

+1.

+1.

+1.

+1.

+6.

+5.

+7.

+1.

.1530200E+005

+1.

.4056400E+005
+1
.3466900E+005

+1.

.2543500E+005

+1.

.1530200E+005

+1.

.0732300E+005

.1055600E+005

+1.

.3635500E+005
+1
2959000E+005

+1.

2019900E+005

+1
1055600E+005

+1
0331300E+005
4500000E+003
2340000E+004
8500000E+003

5860000E+003

/

9980000E-002 +1.0000000E-

/

5020000E-002 +1.0000000E-

0000000E-002
/

.0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/

0000000E-002
/

.0000000E-001

/
0000000E+000

/

.0000000E+001

/

.0000000E+002

/



C4H10+HO2<=>PC4H9+H202

+4.0800000E+001 +3.5900000E+000 +1.7160000E+004

C4H10+CH3<=>PC4H9+CH4

001 +3.6500000E+000 +7.1540000E+003

C4H10+CH30<=>PC4H9+CH30H
+3.0000000E+011 +0.0000000E+000
C4H10+CH302<=>PC4H9+CH302H
+1.3860000E+000 +3.9700000E+000
C4H104+402CHO<=>PC4H9+HO2CHO
+1.6800000E+013 +0.0000000E+000
C4H10+C2H5<=>PC4H9+C2H6
+1.5800000E+011 +0.0000000E+000
C4H10+C2H3<=>PC4HO9+C2H4
+1.0000000E+012 +0.0000000E+000
C4H10+C2H50<=>PC4H9+C2H50H
+3.0000000E+011 +0.0000000E+000
C4H104+4C2H502<=>PC4H9+C2H502H
+4.0800000E+001 +3.5900000E+000
C4H10+CH3CO3<=>PC4H9+CH3CO3H
+1.7000000E+013 +0.0000000E+000
C4H10+C3H5-A<=>PC4H9+C3H6
+7.9400000E+011 +0.0000000E+000
C4H10+NC3H702<=>PC4H9+NC3H702H
+1.7000000E+013 +0.0000000E+000
C4H10+IC3H702<=>PC4H9+IC3H702H
+1.7000000E+013 +0.0000000E+000
C4H10+PC4HO9<=>SC4HO9+C4H10
+1.0000000E+011 +0.0000000E+000
C4H104+4PC4H902<=>PC4H9+PC4H902H
+1.7000000E+013 +0.0000000E+000
C4H104+4SC4H902<=>PC4H9+SC4H902H
+1.7000000E+013 +0.0000000E+000
C4H104IC4HO902<=>PC4H9+IC4H902H
+1.7000000E+013 +0.0000000E+000
C4H10+TC4HO02<=>PC4HO9+TC4HO02H
+1.7000000E+013 +0.0000000E+000
C4H10+H<=>SC4H9+H2
+2.6000000E+006 +2.4000000E+000
C4H10+02<=>SC4H9+HO2
+4.0000000E+013 +0.0000000E+000
C4H104+40<=>SC4H9+0H
+5.6200000E+013 +0.0000000E+000
C4H104+40H<=>SC4HO9+H20
+9.3400000E+007 +1.6100000E+000
C4H104HO2<=>SC4H9+H202
+1.2640000E+002 +3.3700000E+000
C4H104+CH3<=>SC4HO9+CH4
+3.0200000E+000 +3.4600000E+000
C4H10+CH30<=>SC4H9+CH30H
+6.0000000E+011 +0.0000000E+000
C4H104+4CH302<=>SC4H9+CH302H
+2.0370000E+001 +3.5800000E+000
C4H104+402CHO<=>SC4H9+HO2CHO
+1.1200000E+013 +0.0000000E+000
C4H10+C2H5<=>SC4H9+C2H6
+1.0000000E+011 +0.0000000E+000
C4H104+C2H3<=>SC4H9+C2H4
+8.0000000E+011 +0.0000000E+000

+7

+1.

+2.

+1.

+1.

+7.

+1.

+2.

+2.

+2.

+2.

+1.

+2.

+2.

+2.

+2.

+4.

+4.

+5.

-3.

+1.

+5.

+7.

+1.

+1.

+1.

+1.

.0000000E+003

8280000E+004

0440000E+004

2300000E+004

8000000E+004

0000000E+003

7160000E+004

0460000E+004

0500000E+004

0460000E+004

0460000E+004

0400000E+004

0460000E+004

0460000E+004

0460000E+004

0460000E+004

4710000E+003

9800000E+004

2000000E+003

5000000E+001

3720000E+004

4810000E+003

0000000E+003

4810000E+004

7690000E+004

0400000E+004

6800000E+004

+9.0400000E-



C4H10+C2H50<=>SC4H9+C2H50H
+6.0000000E+011 +0.0000000E+000
C4H10+4C2H502<=>SC4H9+C2H502H
+1.2640000E+002 +3.3700000E+000
C4H10+CH3CO3<=>SC4H9+CH3CO3H
+1.1200000E+013 +0.0000000E+000
C4H10+C3H5-A<=>SC4H9+C3H6
+3.1600000E+011 +0.0000000E+000
C4H10+NC3H702<=>SC4H9+NC3H702H
+1.1200000E4+013 +0.0000000E+000
C4H10+IC3H702<=>SC4H9+IC3H702H
+1.1200000E4+013 +0.0000000E+000
C4H10+PC4HO902<=>SC4H9+PC4H902H
+1.1200000E+013 +0.0000000E+000
C4H10+SC4HO902<=>SC4H9+SC4H902H
+1.1200000E+013 +0.0000000E+000
C4H104IC4H902<=>SC4H9+IC4H902H
+1.1200000E+013 +0.0000000E+000
C4H10+4TC4H902<=>SC4H9+TC4H902H
+1.1200000E+013 +0.0000000E+000
PC4H9<=>SC4H9

+3.5600000E+010 +8.8000000E-001
DUP

PC4H9<=>SC4H9
+3.8000000E+010 +6.
DUP
PC4H9<=>C2H4+C2H5

7000000E-001

+1.0000000E+000 +1.0000000E+000
PLOG /

+3.5400000E+041 -9.4600000E+000
PLOG /

+1.3400000E+043 -9.5200000E+000
PLOG /

+5.1200000E+039 -8.1500000E+000
PLOG /

+2.3200000E+030 -5.1200000E+000
SC4H9<=>C3H6+CH3
+1.0000000E+000 +1.0000000E+000
PLOG /

+2.3400000E+045 -1.0480000E+001
PLOG /

+5.8900000E+045 -1.0200000E+001
PLOG /

+4.5000000E+040 -8.3400000E+000
PLOG /

+9.4400000E+029 -4.9300000E+000

C4H8-1+H<=>PC4H9
+2.5000000E+011 +5.
C4H8-2+H<=>SC4H9
+2.5000000E+011 +5.1000000E-001
C4H8-1+H<=>SC4H9
+4.2400000E+011 +5.1000000E-001
PC4H9+HO2<=>PC4H90+0H
+7.0000000E+012 +0.0000000E+000
CH302+PC4H9<=>CH30+PC4H90
+7.0000000E+012 +0.0000000E+000
SC4H9+HO2<=>SC4H90+0H
+7.0000000E+012 +0.0000000E+000

1000000E-001

+7.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+3.

+3.

+1.

+3.

+3.

+3.

+3.

+1.

+3.

+4.

+4.

+3.

+2.

+2.

+1.

0000000E+003

3720000E+004

7700000E+004

6400000E+004

7700000E+004

7700000E+004

7700000E+004

7700000E+004

7700000E+004

7700000E+004

7300000E+004

6600000E+004

0000000E+000

+1.

4528000E+004
+1
7667000E+004

+1.

8474000E+004

+1.

5920000E+004

0000000E+000

+1.

8967000E+004

+1.

1656000E+004
+1
1617000E+004

+1.

8330000E+004

6200000E+003

6200000E+003

2300000E+003

.0000000E+003

.0000000E+003

.0000000E+003

0000000E-001
/

.0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-001
/
0000000E+000
/

.0000000E+001

/
0000000E+002

/



SC4H9+CH302<=>CH30+SC4H90
+7.0000000E+012 +0.0000000E+000
NC3H7+CH20<=>PC4H90
+5.0000000E+010 +0.0000000E+000
CH3+C2H5CHO<=>SC4H90
+5.0000000E+010 +0.0000000E+000
C2H5+CH3CHO<=>SC4H90
+3.3300000E+010 +0.0000000E+000
PC4H9+02<=>C4H8-1+HO2

-1

+3

+9

+6

.0000000E+003

.4570000E+003

.0430000E+003

.3970000E+003

001 +3.5900000E+000 +1.1960000E+004

PC4H9+02<=>PC4H902

+6.8650000E+016 -1.6270000E+000 +1.9870000E+002

SC4H9+02<=>C4H8-1+HO2

001 +3.7100000E+000 +9.3220000E+003

SC4H9+02<=>C4H8-2+H0O2
+1.0700000E+000 +3.7100000E+000
SC4H9+02<=>3C4H902
+3.4870000E+014 -8.1600000E-001
PC4HO02+H2<=>PC4HO02H+H
+3.0100000E+013 +0.0000000E+00O0
PC4HO902+H02<=>PC4HO02H+02
+1.7500000E+010 +0.0000000E+000
PC4HO902+H202<=>PC4H902H+HO2
+2.4000000E+012 +0.0000000E+00O0
PC4HO02+CH4<=>PC4H902H+CH3
+1.1200000E+013 +0.0000000E+000
PC4H902+CH30H<=>PC4H902H+CH20H
+6.3000000E+012 +0.0000000E+000
PC4H902+CH20<=>PC4H902H+HCO
+5.6000000E+012 +0.0000000E+000
PC4H902+C2H6<=>PC4HO02H+C2H5
+1.7000000E+013 +0.0000000E+000
PC4H902+CH3CHO<=>PC4H902H+CH3CO
+2.8000000E+012 +0.0000000E+000
PC4HO02+C2H4<=>PC4H902H+C2H3
+1.1300000E+013 +0.0000000E+000
PC4H902+C3H6<=>PC4HO02H+C3H5-A

+9

-5.

+2.

-3.

+1.

+2.

+1.

+1.

+2.

+1.

+3

.3220000E+003

3650000E+002

6030000E+004

2750000E+003

0000000E+004

4640000E+004

9360000E+004

3600000E+004

0460000E+004

3600000E+004

.0430000E+004

002 +4.2070000E+000 +1.3288100E+004
PC4H902+C2H5CHO<=>PC4H902H+C2H5CO

+2.0000000E+011 +0.0000000E+000

+9

PC4H902+C2H3CHO<=>PC4H902H+C2H3CO

+2.8000000E+012 +0.0000000E+000
PC4H902+C3H8<=>PC4H902H+NC3H7
+1.7000000E+013 +0.0000000E+000
PC4H902+C3H8<=>PC4H902H+IC3H7
+2.0000000E+012 +0.0000000E+000
PC4H902+CH3<=>PC4HO90+CH30
+7.0000000E+012 +0.0000000E+000
PC4H902+C2H5<=>PC4H90+C2H50
+7.0000000E+012 +0.0000000E+000
PC4H902+IC3H7<=>PC4H90+IC3H70
+7.0000000E+012 +0.0000000E+000
PC4H902+NC3H7<=>PC4H90+NC3H70
+7.0000000E+012 +0.0000000E+000
PC4H902+C3H5-A<=>PC4HO90+C3H50
+7.0000000E+012 +0.0000000E+000
PC4H902+PC4H9<=>PC4H90+PC4H90
+7.0000000E+012 +0.0000000E+000

+1

+2.

+1.

.5000000E+003

.3600000E+004

0460000E+004

7000000E+004

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

+8.3700000E-

+5.3500000E-

+5.3500000E-



PC4H902+SC4H9<=>PC4H90+SC4H90
+7.0000000E+012 +0.0000000E+000 -1
PC4HO902+C4H71-3<=>PC4H90+C4H71-0
+7.0000000E+012 +0.0000000E+000 -1
PC4HO02H<=>PC4H90+0OH
+1.5000000E+016 +0.0000000E+00Q0 +4
PC4H902+CH302=>PC4H90+CH30+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+CH3C0O3=>PC4H90+CH3C02+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+C2H502=>PC4H90+C2H50+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+NC3H702=>PC4H90+NC3H70+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+IC3H702=>PC4H90+IC3H70+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+PC4H902=>PC4H90+PC4H90+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902+SC4H902=>PC4H90+SC4H90+02
+1.4000000E+016 -1.6100000E+000 +1
PC4H902<=>C4H800H1-2

+4.0090000E+008 +1.1000000E+000 +3.

PC4H902<=>C4H800H1-3

+1.3600000E+007 +1.3000000E+000 +1.

PC4H902<=>C4H800H1-4

+1.2330000E+006 +1.5000000E+000 +2.

PC4H902<=>C4H8-1+HO2

+1.2580000E+008 +1.3800000E+000 +2.

IC3H702+PC4H9<=>IC3H70+PC4HO90

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+PC4HO9<=>NC3H70+PC4HO90

+7.0000000E+012 +0.0000000E+000 -1.

SC4H902+PC4HO9<=>SC4H90+PC4H90

+7.0000000E+012 +0.0000000E+000 -1.

IC3H702+SC4H9<=>IC3H70+SC4H90

+7.0000000E+012 +0.0000000E+000 -1.

NC3H702+SC4H9<=>NC3H70+SC4H90

+7.0000000E+012 +0.0000000E+000 -1.

SC4H902+H2<=>SC4H902H+H

+3.0100000E+013 +0.0000000E+000 +2.

SC4H902+H02<=>SC4HO02H+02

+1.7500000E+010 +0.0000000E+000 -3.

SC4H902+CH20<=>SC4H902H+HCO

+5.6000000E+012 +0.0000000E+000 +1.

SC4H902+CH3CHO<=>SC4H902H+CH3CO

+2.8000000E+012 +0.0000000E+000 +1.

SC4HO02+C2H6<=>SC4H902H+C2H5
+1.7000000E+013 +0.0000000E+000 +2
SC4HO02+C2H5CHO<=>SC4H902H+C2H5CO
+2.0000000E+011 +0.0000000E+000 +9
SC4H902+C3H6<=>SC4HS02H+C3H5-A

.0000000E+003

.0000000E+003

.2500000E+004

.8600000E+003

.8600000E+003

.8600000E+003

.8600000E+003

.8600000E+003

.8600000E+003

.8600000E+003

0100000E+004

8200000E+004

0000000E+004

8900000E+004

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

6030000E+004

2750000E+003

3600000E+004

3600000E+004

.0460000E+004

.5000000E+003

002 +4.2070000E+000 +1.3288100E+004

SC4H902+C2H4<=>SC4H902H+C2H3
+1.1300000E+013 +0.0000000E+000 +3
SC4H902+CH30H<=>3SC4HO02H+CH20H
+6.3000000E+012 +0.0000000E+000 +1
SC4H902+C2H3CHO<=>SC4HO02H+C2H3CO
+2.8000000E+012 +0.0000000E+000 +1

.0430000E+004

.9360000E+004

.3600000E+004

+5.3500000E-



SC4H902+CH4<=>SC4H902H+CH3
+1.1200000E+013 +0.0000000E+000
SC4H902+H202<=>SC4H902H+HO2
+2.4000000E+012 +0.0000000E+00QO0
SC4HO02+C3H8<=>SC4HO02H+NC3H7
+1.7000000E+013 +0.0000000E+000
SC4HO902+C3H8<=>SC4HO02H+IC3H7
+2.0000000E+012 +0.0000000E+00QO0
SC4H902+CH302=>SC4H90+CH30+02

+1.4000000E+016 -1.6100000E+000 +1.

SC4HS02+CH3C0O3=>SC4HS0+CH3C024+02

+1.4000000E+016 -1.6100000E+000 +1.

SC4H902+NC3H702=>SC4H90+NC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

SC4H902+IC3H702=>SC4H90+IC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

SC4H902+SC4H902=>SC4H90+SC4H90+02

+1.4000000E+016 -1.6100000E+000 +1.

SC4HS02+C2H502=>SC4H90+C2H50+02

+1.4000000E+016 -1.6100000E+000 +1.
SC4H902+CH3<=>SC4H90+CH30
+7.0000000E+012 +0.0000000E+000 -1
SC4H902+C2H5<=>SC4H90+C2H50
+7.0000000E+012 +0.0000000E+000 -1
SC4H902+IC3H7<=>SC4H90+IC3H70
+7.0000000E+012 +0.0000000E+000 -1
SC4H902+NC3H7<=>SC4H90+NC3H70
+7.0000000E+012 +0.0000000E+000 -1
SC4H902+SC4H9<=>SC4H90+SC4H90
+7.0000000E+012 +0.0000000E+000 -1
SC4H902+C3H5-A<=>SC4H90+C3H50
+7.0000000E+012 +0.0000000E+000 -1
SC4H9024+C4H71-3<=>SC4H90+C4H71-0
+7.0000000E+012 +0.0000000E+000 -1
SC4H90+0H<=>SC4H902H
+1.0000000E+015 -8.0000000E-001 +0.
SC4H902<=>C4H800H2-1
+1.4580000E+009 +1.1000000E+000 +3.
SC4H902<=>C4H800H2-3
+1.7160000E+009 +9.0000000E-001 +2.
SC4H902<=>C4H800H2-4
+1.4390000E+007 +1.4000000E+000 +2.
SC4H902<=>C4H8-1+HO2
+5.1300000E+009 +1.0000000E+000 +3.
SC4H902<=>C4H8-2+HO2
+2.5400000E+010 +8.0400000E-001 +3.
C4H800H1-2<=>C4H8-1+HO2
+6.0300000E+009 +9.5000000E-001 +1.
C4H800H2-1<=>C4H8-1+HO2
+2.6700000E+011 +5.0000000E-001 +1.
C4H800H2-3<=>C4H8-2+HO2
+2.5680000E+011 +5.3800000E-001 +1.
C4H800OH1-2<=>C4H801-2+0H
+1.7100000E+009 +1.0600000E+000 +1.
C4H8O0OH1-3<=>C4H801-3+0H
+2.5900000E+009 +6.9000000E-001 +1.
C4H800OH1-4<=>C4H801-4+0H
+1.7200000E+008 +7.6000000E-001 +1.

+2.

+1.

+2.

+1.

4640000E+004

0000000E+004

0460000E+004

7000000E+004

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

.0000000E+003

0000000E+000

3500000E+004

9500000E+004

0800000E+004

0400000E+004

0098500E+004

5200000E+004

5800000E+004

5324700E+004

0900000E+004

6000000E+004

1100000E+004



C4HB80O0OH2-1<=>C4H801-2+0H
+2.3500000E+010 +6.8000000E-001
C4HB8OOH2-3<=>C4H802-3+0H
+6.9900000E+009 +8.1500000E-001
C4HB8OOH2-4<=>C4H801-34+0H
+2.4400000E+009 +7.8000000E-001
C4HB801-2+H=>CH20+C3H5-A+H2
+5.0000000E+012 +0.0000000E+00QO0
C4HB801-2+0=>CH20+C3H5-A+0H
+5.0000000E+012 +0.0000000E+00Q0Q
C4H801-2+0OH=>CH20+C3H5-A+H20
+5.0000000E+012 +0.0000000E+000Q
C4H801-2+HO2=>CH20+C3H5-A+H202
+1.0000000E+013 +0.0000000E+000
C4H801-2+CH3=>CH20+C3H5-A+CH4

+2.0000000E+011 +0.0000000E+000 +1.

C4H801-2+CH302=>CH20+C3H5-A+CH302H

+1.0000000E+013 +0.0000000E+000 +1.

C4H801-3+H=>CH20+C3H5-A+H2
+5.0000000E+012 +0.0000000E+000
C4H801-3+0=>CH20+C3H5-A+0OH
+5.0000000E+012 +0.0000000E+00QO0
C4H801-3+0OH=>CH20+C3H5-A+H20
+5.0000000E+012 +0.0000000E+00O0
C4H801-3+HO2=>CH20+C3H5-A+H202
+1.0000000E+013 +0.0000000E+00O0
C4H801-3+CH3=>CH20+C3H5-A+CH4

+2.0000000E+011 +0.0000000E+000 +1.

C4H801-3+CH302=>CH20+C3H5-A+CH302H

+1.0000000E+013 +0.0000000E+000 +1.

C4H801-4+H=>CH20+C3H5-A+H2
+5.0000000E+012 +0.0000000E+000
C4H801-4+0=>CH20+C3H5-A+0H
+5.0000000E+012 +0.0000000E+000
C4H801-4+0OH=>CH20+C3H5-A+H20
+5.0000000E+012 +0.0000000E+00QO0
C4H801-4+HO2=>CH20+C3H5-A+H202
+1.0000000E+013 +0.0000000E+000
C4H801-4+CH3=>CH20+C3H5-A+CH4
+2.0000000E+011 +0.0000000E+000 +1
C4H801-4+CH302=>CH20+C3H5-A+CH302H
+1.0000000E+013 +0.0000000E+000 +1
C4HB802-3+H=>CH20+C3H5-A+H2
+5.0000000E+012 +0.0000000E+000 +0
C4H802-3+0H=>CH20+C3H5-A+H20
+5.0000000E+012 +0.0000000E+000 +0
C4H802-3+0=>CH20+C3H5-A+0H
+5.0000000E+012 +0.0000000E+000 +0
C4HB802-3+H02=>CH20+C3H5-A+H202
+1.0000000E+013 +0.0000000E+000 +1
C4HB802-3+CH302=>CH20+C3H5-A+CH302H
+1.0000000E+013 +0.0000000E+000 +1
C4H802-3+CH3=>CH20+C3H5-A+CH4
+2.0000000E+011 +0.0000000E+000 +1
CH2CHO+C2H4<=>C4H7012-4
+1.0000000E+011 +0.0000000E+00Q +7
C2H4+CH2CHO<=>C4H7013-4
+1.0000000E+011 +0.0000000E+000Q +7

+1.

+9.

+1.

+0.

+0.

+0.

+1.

0800000E+004

7883000E+003

8000000E+004

0000000E+000

0000000E+000

0000000E+000

5000000E+004

0000000E+004

9000000E+004

.0000000E+000

.0000000E+000

.0000000E+000

.5000000E+004

0000000E+004

9000000E+004

.0000000E+000

.0000000E+000

.0000000E+000

.5000000E+004

.0000000E+004

.9000000E+004

.0000000E+000

.0000000E+000

.0000000E+000

.5000000E+004

.9000000E+004

.0000000E+004

.8000000E+003

.8000000E+003



CH3+C2H3CHO<=>C4H7023-1
+1.0000000E+011 +0.0000000E+000
C4H8O0OH1-3=>0H+CH20+C3H6
+1.2300000E+009 +1.3000000E+000
C4H80OOH2-4=>0OH+CH3CHO+C2H4
+3.0800000E+008 +1.5000000E+000
C4H8O0OH1-2+02<=>C4H800H1-202
+1.7440000E+014 -8.1600000E-001
C4H8O0OH1-34+02<=>C4H800H1-302
+1.7440000E+014 -8.1600000E-001
C4H80O0OH1-4+02<=>C4H800H1-402
+3.4330000E+016 -1.6270000E+000
C4H80O0OH2-1+02<=>C4H800H2-102
+3.4330000E+016 -1.6270000E+000
C4H80O0OH2-3+02<=>C4H800H2-302
+1.7440000E+014 -8.1600000E-001
C4H80O0OH2-4+02<=>C4H800H2-402
+3.4330000E+016 -1.6270000E+000
C4H800H1-202<=>C4H72-100H+HO2
+2.5400000E+010 +8.0400000E-001
C4H80O0H1-302<=>C4H71-400H+HO2
+5.1300000E+009 +1.0000000E+000
C4H80O0H1-302<=>C4H72-100H+HO2
+2.5400000E+010 +8.0400000E-001
C4H800H1-402<=>C4H71-400H+HO2
+1.4400000E+007 +1.3800000E+000
C4HB8OOH2-302<=>C4H71-300H+HO2
+5.1300000E+009 +1.0000000E+000
C4HB8OOH2-402<=>C4H71-300H+HO2
+1.4400000E+007 +1.3800000E+000
C4H8O0OH1-202<=>C4H71-3, 400H
+1.4400000E+007 +1.4000000E+000
C4H800H1-202<=>C4H72-3, 400H
+1.7200000E+009 +9.0000000E-001
C4H800H1-202<=>NC4KET12+0H
+2.4400000E+007 +1.6000000E+000
C4H8O0OH1-302<=>C4H71-2, 400H
+1.4600000E+009 +1.1000000E+000
C4H8O0OH1-302<=>C4H72-1, 300H
+1.7200000E+009 +9.0000000E-001
C4H800H1-302<=>NC4KET13+0H
+1.0900000E+004 +2.4000000E+000
C4H800H1-402<=>C4H72-1, 400H
+1.3600000E+007 +1.3000000E+000
DUP

C4H8O0OH1-402<=>C4H72-1, 400H
+4.0100000E+008 +1.1000000E+000
DUP

C4H800H1-402<=>NC4KET14+0H
+4.8000000E+003 +1.7000000E+000
C4H800H2-102<=>C4H72-3, 400H
+1.7200000E+009 +9.0000000E-001
C4H80O0OH2-102<=>C4H71-3, 400H
+1.2300000E+006 +1.5000000E+000
C4H80O0H2-102<=>NC4KET21+0H
+2.7600000E+008 +1.2000000E+000
C4H80O0H2-302<=>C4H71-2, 300H
+1.4600000E+009 +1.1000000E+000

+7.

+2.

+2.

+1.

+3.

+3.

+3.

+2.

+3.

+2.

+2.

+2.

+2.

+3.

+2.

+1.

+1.

+3.

+1.

+2.

+2.

+2.

+3.

8000000E+003

4900000E+004

3500000E+004

.3650000E+002

.3650000E+002

.9870000E+002

.9870000E+002

.3650000E+002

9870000E+002

0098500E+004

0400000E+004

0098500E+004

8900000E+004

0400000E+004

8900000E+004

0800000E+004

9500000E+004

7900000E+004

3500000E+004

9500000E+004

9900000E+004

8200000E+004

0100000E+004

6600000E+004

9500000E+004

0000000E+004

5700000E+004

3500000E+004



DUP

C4H80O0H2-302<=>C4H71-2, 300H
+1.4400000E+007 +1.4000000E+000
DUP

C4HB8OOH2-302<=>NC4KET23+0H
+1.7500000E+006 +1.7000000E+000
C4HB8OOH2-402<=>C4H71-2, 400H
+1.2300000E+006 +1.5000000E+000
C4HB8OOH2-402<=>C4H72-1, 300H
+4.0100000E+008 +1.1000000E+000
C4HB8OOH2-402<=>NC4KET24+0H
+5.7900000E+001 +2.9000000E+000
C4H71-3,400H<=>C4H701-300H-4+0H
+2.4400000E+009 +7.8000000E-001
C4H71-3,400H<=>C4H701-400H-2+0H
+1.7200000E+009 +7.6000000E-001
C4H72-3,400H<=>C4H702-300H-1+0H
+6.9900000E+009 +8.1500000E-001
C4H72-3,400H<=>C4H701-300H-2+0H
+2.5900000E+009 +6.9000000E-001
C4H71-2,400H<=>C4H701-200H-4+0H
+2.3500000E+010 +6.8000000E-001
C4H71-2,400H<=>C4H701-400H-2+0H
+1.7200000E+009 +7.6000000E-001
C4H72-1, 300H<=>C4H701-200H-3+0H
+1.7100000E+009 +1.0600000E+000
C4H72-1,300H<=>C4H702-300H-1+0H
+6.9900000E+009 +8.1500000E-001
C4H72-1,400H<=>C4H701-200H-4+0H
+1.7100000E+009 +1.0600000E+000
C4H72-1,400H<=>C4H701-300H-4+0H
+2.5900000E+009 +6.9000000E-001
C4H71-2,300H<=>C4H701-200H-3+0H
+2.3500000E+010 +6.8000000E-001
C4H71-2, 300H<=>C4H701-300H-2+0H
+2.4400000E+009 +7.8000000E-001
C4H71-3,400H=>C2H4+0OH+HO2CH2CHO
+1.2300000E+009 +1.3000000E+000
C4H72-3,400H<=>C4H72-100H+HO2
+2.5680000E+011 +5.3800000E-001
C4H71-2,400H<=>C4H71-400H+HO2
+2.6700000E+011 +5.0000000E-001
C4H72-1,300H<=>C4H72-100H+HO2
+2.5680000E+011 +5.3800000E-001
C4H72-1,300H<=>C4H71-300H+HO2
+6.0300000E+009 +9.5000000E-001
C4H72-1,400H<=>C4H71-400H+HO2
+2.5680000E+011 +5.3800000E-001
C4H71-2, 300H<=>C4H71-300H+HO2
+6.0300000E+009 +9.5000000E-001
C4H72-1,400H<=>C4H72-100H+HO2
+2.6700000E+011 +5.0000000E-001
C4H72-100H=>CH20+C3H5-S+0H
+1.5000000E+016 +0.0000000E+000
C4H71-400H=>CH20+C3H5-A+0H
+1.5000000E+016 +0.0000000E+000
C4H71-300H=>C2H3CHO+CH3+0H
+1.0500000E+016 +0.0000000E+000
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C4H71-300H=>CH3CHO+C2H3+0H
+1.0500000E+016 +0.0000000E+00O0
NC4KET12=>C2H5CHO+HCO+0OH
+1.0500000E+016 +0.0000000E+00QO0
NC4KET13=>CH3CHO+CH2CHO+OH
+1.0500000E+016 +0.0000000E+00QO0
NC4KET14=>CH2CH2CHO+CH20+0H
+1.5000000E+016 +0.0000000E+00Q0
NC4KET21=>CH20+C2H5CO+0OH
+1.5000000E+016 +0.0000000E+000
NC4KET23=>CH3CHO+CH3CO+0OH
+1.0500000E+016 +0.0000000E+000
NC4KET24=>CH20+CH3COCH2+0H
+1.5000000E+016 +0.0000000E+000
HO2CH2CHO=>CH20+HCO+0OH
+1.5000000E+016 +0.0000000E+000
IC4H10 (+M) <=>CH3+IC3H7 (+M)

+2.5200000E+031 -4.1020000E+000
LOW /
+2.4100000E+019 +0.0000000E+000
TROE /

+8.1530000E+002 +6.0790000E+001
IC4H10<=>TC4H9+H
+2.5100000E+098 -2.3810000E+001
IC4H10<=>IC4HO+H
+9.8500000E+095 -2.3110000E+001
IC4H10+CH3<=>IC4H9+CH4
+1.3600000E+000 +3.6500000E+000
IC4H10+H<=>IC4H9+H2
+1.8100000E+006 +2.5400000E+000
IC4H10+0H<=>IC4H9+H20
+6.6540000E+004 +2.6650000E+000
IC4H10+C2H5<=>IC4H9+C2H6
+1.5100000E+012 +0.0000000E+000
IC4H10+HO2<=>IC4H9+H202
+6.1200000E+001 +3.5900000E+000
IC4H10+0<=>IC4H9+0H
+4.0460000E+007 +2.0340000E+000
IC4H10+CH30<=>IC4H9+CH30H
+4.8000000E+011 +0.0000000E+000
IC4H10+02<=>IC4H9+HO2
+9.0000000E+013 +0.0000000E+000
IC4H10+CH302<=>IC4H9+CH302H
+2.0790000E+000 +3.9700000E+000
IC4H10+C2H502<=>IC4H9+C2H502H
+2.5500000E+013 +0.0000000E+000
TIC4H10+CH3CO3<=>IC4H9+CH3CO3H
+2.5500000E+013 +0.0000000E+00Q0
IC4H10+NC3H702<=>IC4H9+NC3H702H
+2.5500000E+013 +0.0000000E+00Q0
IC4H10+IC3H702<=>IC4H9+IC3H702H
+2.5500000E+013 +0.0000000E+000
IC4H10+IC4H902<=>IC4HO9+IC4HO902H
+2.5500000E+013 +0.0000000E+000
IC4H10+TC4H902<=>IC4H9+TC4HO902H
+2.5500000E+013 +0.0000000E+000
IC4H10+02CHO<=>IC4H9+HO2CHO
+2.5200000E+013 +0.0000000E+000
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+1.

+5.
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/



IC4H10+SC4H902<=>IC4H9+SC4H902H
+2.2500000E+013 +0.0000000E+000
IC4H10+SC4H902<=>TC4H9+SC4H902H
+2.8000000E+012 +0.0000000E+00QO0
IC4H10+PC4H902<=>IC4H9+PC4H902H
+2.2500000E+013 +0.0000000E+000
IC4H10+H<=>TC4H9+H2
+6.0200000E+005 +2.4000000E+000
IC4H10+CH3<=>TC4H9+CH4

+2

+1

+2

+2

.0460000E+004

.6000000E+004

.0460000E+004

.5830000E+003

001 +3.4600000E+000 +4.5980000E+003

IC4H10+0OH<=>TC4H9+H20
+2.9250000E+004 +2.5310000E+000
IC4H10+C2H5<=>TC4H9+C2H6
+1.0000000E+011 +0.0000000E+00Q0Q
IC4H10+HO2<=>TC4H9+H202
+4.3320000E+002 +3.0100000E+000
IC4H10+0<=>TC4H9+0H
+1.9680000E+005 +2.4020000E+000
IC4H10+CH30<=>TC4H9+CH30H
+1.9000000E+010 +0.0000000E+00O0
IC4H10+02<=>TC4H9+HO2
+1.0000000E+013 +0.0000000E+00O0
IC4H10+02CHO<=>TC4H9+HO2CHO
+2.8000000E+012 +0.0000000E+00O0
IC4H10+PC4H902<=>TC4H9+PC4H902H
+2.8000000E+012 +0.0000000E+00O0
IC4H10+CH302<=>TC4H9+CH302H
+1.3660000E+002 +3.1200000E+000
IC4H10+C2H502<=>TC4H9+C2H502H
+2.8000000E+012 +0.0000000E+000
IC4H10+CH3CO3<=>TC4H9+CH3CO3H
+2.8000000E+012 +0.0000000E+000
IC4H10+NC3H702<=>TC4H9+NC3H702H
+2.8000000E+012 +0.0000000E+000
IC4H10+IC3H702<=>TC4H9+IC3H702H
+2.8000000E+012 +0.0000000E+000
IC4H10+IC4H902<=>TC4H9+IC4H902H
+2.8000000E+012 +0.0000000E+00O0
IC4H10+TC4H902<=>TC4H9+TC4H902H
+2.8000000E+012 +0.0000000E+00O0
IC4H10+IC4H9<=>TC4H9+IC4H10
+2.5000000E+010 +0.0000000E+00QO0
IC4H9<=>TC4H9

+3.5600000E+010 +8.8000000E-001
IC4H9<=>C3H6+CH3

+1.0000000E+000 +1.0000000E+000
PLOG /
+3.1500000E+041 -9.5000000E+000
PLOG /
+6.7500000E+044 -1.0070000E+001
PLOG /
+7.7900000E+044 -9.7000000E+000
PLOG /

+3.6100000E+039 -7.7800000E+000
TC4H9+HO2<=>TC4H90+0OH
+7.0000000E+012 +0.0000000E+000
TC4H9+CH302<=>TC4H90+CH30
+7.0000000E+012 +0.0000000E+000
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TC4H9+NC3H702<=>TC4H90+NC3H70
+7.0000000E+012 +0.0000000E+000
TC4H9+SC4H902<=>TC4H90+SC4H90
+7.0000000E+012 +0.0000000E+000
TC4H9+PC4H902<=>TC4H90+PC4H90
+7.0000000E+012 +0.0000000E+000
TC4HO9+IC3H702<=>TC4H90+IC3H70
+7.0000000E+012 +0.0000000E+000
IC4H9+HO2<=>IC4H90+0H
+7.0000000E+012 +0.0000000E+000
TC4HO+CH302<=>TC4HO90+CH30
+7.0000000E+012 +0.0000000E+000
TC4HO+NC3H702<=>TIC4HO90+NC3H70
+7.0000000E+012 +0.0000000E+000
TC4HO9+SC4H902<=>TIC4HO90+SC4H90
+7.0000000E+012 +0.0000000E+000
IC4HO9+PC4HO02<=>IC4H90+PC4H90
+7.0000000E+012 +0.0000000E+000
IC4H9+IC3H702<=>IC4H90+IC3H70
+7.0000000E+012 +0.0000000E+000
CH3COCH3+CH3<=>TC4H90
+1.5000000E+011 +0.0000000E+000
TC4HO0+02<=>IC4H80+HO2
+8.1000000E+011 +0.0000000E+000
IC4H90+H<=>IC3H7CHO+H?2
+1.9900000E+013 +0.0000000E+000
IC4H90+02<=>IC3H7CHO+HO2
+1.9300000E+011 +0.0000000E+000
IC4H90+0<=>IC3H7CHO+0OH
+6.0000000E+012 +0.0000000E+000
IC4H90+0H<=>IC3H7CHO+H20
+1.8100000E+013 +0.0000000E+000
IC4H90+HO2<=>IC3H7CHO+H202
+1.0000000E+012 +0.0000000E+000
IC4H90+CH3<=>IC3H7CHO+CH4
+2.4000000E+013 +0.0000000E+000
IC3H7CHO+H<=>IC4H90
+1.0000000E+012 +0.0000000E+000
CH20+IC3H7<=>IC4H90
+5.0000000E+010 +0.0000000E+000
TC3H6CHO+H<=>IC3H7CHO
+2.0000000E+014 +0.0000000E+000
SC4H70H-I<=>IC3H7CHO
+8.5900000E+011 +3.1800000E-001
IC3H7+HCO<=>IC3H7CHO
+1.8100000E+013 +0.0000000E+000
IC4H80<=>IC3H7CHO
+4.1800000E+013 +0.0000000E+000
IC3H7CHO+HO2<=>IC3H7CO+H202
+3.0000000E+012 +0.0000000E+000
IC3H7CHO+CH3<=>IC3H7CO+CH4
+3.9800000E+012 +0.0000000E+000
IC3H7CHO+0<=>IC3H7CO+0H
+7.1800000E+012 +0.0000000E+000
IC3H7CHO+02<=>IC3H7CO+HO2
+4.0000000E+013 +0.0000000E+000
IC3H7CHO+OH<=>IC3H7CO+H20
+2.6900000E+010 +7.6000000E-001
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IC3H7CHO+H<=>IC3H7CO+H2

+2.6000000E+012 +0.0000000E+000 +2.

IC3H7CHO+0OH<=>IC3H6CHO+H20

+3.1200000E+006 +2.0000000E+000 -2.

IC3H7CHO+HO2<=>IC3H6CHO+H202

+2.7400000E+004 +2.5500000E+000 +1.

IC3H7CHO+CH302<=>IC3H6CHO+CH302H

+4.7600000E+004 +2.5500000E+000 +1.

TC3H6CHO+H2<=>IC3H7CHO+H

+2.1600000E+005 +2.3800000E+000 +1.

IC3H7CHO+HO2<=>TC3H6CHO+H202

+8.0000000E+010 +0.0000000E+000 +1.

IC3H7CHO+OH<=>TC3H6CHO+H20

+1.6840000E+012 +0.0000000E+000 -7.

IC4H80O+0OH<=>IC3H6CHO+H20

+7.5200000E+004 +2.4900000E+000 -1.

IC4HB80O+H<=>IC3H6CHO+H2
+8.7900000E+004 +2.6800000E+000 +2
IC4HB80+HO2<=>IC3H6CHO+H202

6000000E+003

9800000E+002

5500000E+004

6490000E+004

8990000E+004

1920000E+004

8100000E+002

4741000E+003

.9100000E+003

005 +5.2600000E+000 +7.4751000E+003

IC4HB80O+CH302<=>IC3H6CHO+CH302H

005 +5.2600000E+000 +7.4751000E+003

IC4HB80O+CH3<=>IC3H6CHO+CH4
+1.9930000E+001 +3.3700000E+000 +7
IC4HB80O+0<=>IC3H6CHO+0OH

+1.4500000E+005 +2.4700000E+000 +8.

IC4H80+02<=>IC3H6CHO+HO2

+1.5000000E+013 +0.0000000E+000 +5.

IC3H5CHO+H<=>TC3H6CHO

+1.3000000E+013 +0.0000000E+000 +1.

IC3H6CO+H<=>TC3H6CHO

+1.3000000E+013 +0.0000000E+000 +4.

IC3H6CO+0H<=>IC3H7+CO2

+1.7300000E+012 +0.0000000E+000 -1.

IC3H6CO+0OH<=>C3H60H2-1+CO

+2.0000000E+012 +0.0000000E+000 -1.

TC3H6CHO+HO2<=>IC3H7CHO+02

+3.6750000E+012 +0.0000000E+000 +1.

TC3H6CHO+CH3<=>IC3H5CHO+CH4

+3.0100000E+012 -3.2000000E-001 -1.

TC3H6CHO+CH20<=>IC3H7CHO+HCO

+2.5200000E+008 +1.9000000E+000 +1.

TC3HO6CHO+IC4H8<=>IC3H7CHO+IC4H7

+4.7000000E+002 +3.3000000E+000 +1.

TC3H6CHO+02<=>TC3H602CHO

+1.9900000E+017 -2.1000000E+000 +0.

TC3H602CHO<=>IC3H502HCHO

+6.0000000E+011 +0.0000000E+000 +2.

TC3H602CHO<=>TC3H602HCO

+1.0000000E+011 +0.0000000E+000 +2.

IC3H5CHO+HO2<=>IC3H502HCHO

+2.2300000E+011 +0.0000000E+000 +1.

TC3H60CHO+OH<=>TC3H6CHO+HO2

+2.0180000E+017 -1.2000000E+000 +2.

TC3H60OCHO<=>CH3COCH3+HCO

+3.9800000E+013 +0.0000000E+000 +9.

TC3H6CHO+OH<=>IC3H60OHCHO

+5.0000000E+013 +0.0000000E+000 +0.
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C3H60OH2-1+HCO<=>IC3H60OHCHO

+1.8100000E+013 +0.0000000E+000 +0.0000000E+000
IC3H5CHO+H<=>IC3H5CO+H2

+7.1474036E+005 +2.3567400E+000 +1.5771627E+003
IC3H5CHO+02<=>IC3H5C0O+HO2

+2.0000000E+013 +0.0000000E+000 +4.0700000E+004
IC3H5CHO+0<=>IC3H5CO+0H

+7.1800000E+012 +0.0000000E+000 +1.3890000E+003
IC3H5CHO+0OH<=>IC3H5CO+H20

+6.1329900E+004 +2.6500000E+000 -4.5864000E+003
TIC3H5CHO+HO2<=>IC3H5CO+H202

004 +4.9196600E+000 +3.6842744E+003
TC3H5CHO+CH3<=>IC3H5C0O+CH4

+1.2487900E+000 +3.6338600E+000 +4.3289348E+003
IC3H5CHO+H<=>IC3H4CHO-A+H2

+3.6400000E+005 +2.4550000E+000 +4.3612000E+003
IC3H5CHO+02<=>IC3H4CHO-A+HO2

+5.9600000E+019 -1.6700000E+000 +4.6192100E+004
IC3H5CHO+0H<=>IC3H4CHO-A+H20

+4.4600000E+006 +2.0720000E+000 +1.0508000E+003
IC3H5CHO+0<=>IC3H4CHO-A+OH

+5.2400000E+011 +7.0000000E-001 +5.8840000E+003
IC3H5CHO+HO2<=>IC3H4CHO-A+H202

002 +4.4030000E+000 +1.3547200E+004
IC3H5CHO+CH3<=>IC3H4CHO-A+CH4

+2.2100000E+000 +3.5000000E+000 +5.6750000E+003
IC3H5C0O<=>C3H5-T+CO

+1.2780000E+020 -1.8900000E+000 +3.4460000E+004
C3H4-A+HCO<=>IC3H4CHO-A

+4.0209730E+004 +2.5181500E+000 +8.8475357E+003
TIC3H7+C0O<=>IC3H7CO

+1.5000000E+011 +0.0000000E+000 +4.8100000E+003
C2H3CHO+CH3<=>IC3H6CHO

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
SC4H70H-I+HO02<=>IC3H7CHO+HO2

+1.4900000E+005 +1.6700000E+000 +6.8100000E+003
SC4H70H-I+HOCHO<=>IC3H7CHO+HOCHO

002 +3.2860000E+000 -4.5090000E+003
SC4H70H-I+H<=>SC4H70H-IP+H2

+7.2900000E+005 +2.4550000E+000 +4.3612000E+003
SC4H70H-I+0<=>SC4H70H-IP+0OH

+1.0500000E+012 +7.0000000E-001 +5.8840000E+003
SC4H7OH-I+0H<=>SC4H70H-IP+H20

+4.3950169E+004 +2.6784100E+000 -8.2710300E+002
SC4HT7OH-I+HO2<=>SC4H70H-IP+H202

001 +4.1200000E+000 +1.2802000E+004
SC4HT70H-I+CH3<=>SC4H70H-IP+CH4

+4.4200000E+000 +3.5000000E+000 +5.6750000E+003
SC4H70H-I+CH30<=>SC4H70H-IP+CH30H
+1.6800000E+011 +0.0000000E+000 +2.6000000E+003
SC4HT70OH-I+CH302<=>SC4H70H-IP+CH302H
+1.9280000E+004 +2.6000000E+000 +1.3910000E+004
SC4H70H-IP+H=>CH3+C3H4-A+0H

+4.0209730E+004 +2.5181500E+000 +8.8475357E+003
TC4HO+02<=>IC4H8+HO2

001 +3.5900000E+000 +1.1960000E+004
IC4H9+02<=>IC4H8+HO2

+1.0700000E+000 +3.7100000E+000 +9.3220000E+003

+1.1773000E-

+3.0700000E-

+2.8100000E-

+2.9200000E-

+8.3700000E-



IC4H9+02<=>IC4H902

+6.6946000E+013 -3.0000000E-001 -1.

TC4H9+02<=>TC4H902

+6.6946000E+013 -3.0000000E-001 -1.

IC4H902<=>IC4H8+HO2

+1.9400000E+008 +1.2700000E+000 +2.

IC4H902<=>IC4H802H-I

+9.8200000E+007 +1.3000000E+000 +2.

IC4H902<=>IC4H802H-T

+2.3100000E+009 +8.0000000E-001 +2.

TC4HO02<=>TC4HB802H-I

+4.5210000E+009 +1.2000000E+000 +3.

IC4HB802H-I<=>CC4H80O+0OH

+4.4700000E+011 +0.0000000E+000 +2.

IC4HB802H-I=>0H+CH20+C3H6

+8.4510000E+015 -6.8000000E-001 +2.

CC4H80+0OH=>CH20+C3H5-A+H20

+5.0000000E+012 +0.0000000E+000 +O.

CC4H80+H=>CH20+C3H5-A+H2

+3.5100000E+007 +2.0000000E+000 +5.

CC4H80+0=>CH20+C3H5-A+0H

+1.1240000E+014 +0.0000000E+000 +5.

CC4H80+HO2=>CH20+C3H5-A+H202

+1.0000000E+013 +0.0000000E+000 +1.

CC4H80+CH302=>CH20+C3H5-A+CH302H

+1.0000000E+013 +0.0000000E+000 +1.

CC4H80+CH3=>CH20+C3H5-A+CH4

+2.0000000E+011 +0.0000000E+000 +1.

IC4HB802H-I+02<=>IC4H800H-I02

+9.3531600E+011 +1.0000000E-001 -1.

IC4HB80O2H-T+02<=>IC4H800H-TO2

+5.0448200E+012 -1.0000000E-001 -6.

TC4HB802H-I+02<=>TC4H800H-I02

+2.2844294E+010 +5.0000000E-001 -7.

IC4H80O0OH-I02<=>IC4KETII+OH

+5.0000000E+010 +0.0000000E+000 +2.

IC4H8OOH-TO2<=>IC4KETIT+OH

+4.0000000E+011 +0.0000000E+000 +3.

IC4HBOOH-TO2<=>TIC4HT7Q2-1I

+6.0000000E+011 +0.0000000E+000 +3.

IC4HBOOH-I02<=>IIC4HT7Q2-I

+3.7500000E+010 +0.0000000E+000 +2.

IC4H80O0OH-I02<=>IIC4H7Q2-T

+1.0000000E+011 +0.0000000E+000 +2.

TC4H80O0OH-I02<=>TIC4H7Q2-T

+9.8200000E+007 +1.3000000E+000 +2.

IC4H80O2H-T<=>IC4H80+0OH

+1.5500000E+012 +0.0000000E+000 +1.

AC3HS500H+CH202H<=>IIC4H7Q2-1I

+8.5000000E+010 +0.0000000E+000 +1.

IC4H700H+HO2<=>IIC4H7Q2-T

+1.0000000E+011 +0.0000000E+000 +7.

TIC4HT7Q2-I<=>IC4HT700H+HO2

+1.6000000E+012 +2.3000000E-001 +1.

IC4AKETII=>CH20+C2H5CO+0OH

+1.5000000E+016 +0.0000000E+000 +4.

IC4KETIT=>CH3COCH3+HCO+0OH

+9.5000000E+015 +0.0000000E+000 +4.

8720000E+002

8720000E+002

9600000E+004

1500000E+004

7100000E+004

3500000E+004

1900000E+004

9170000E+004

0000000E+000

0000000E+003

2000000E+003

5000000E+004

9000000E+004

0000000E+004

0108800E+003

5520000E+002

8624000E+002

1400000E+004

1500000E+004

4500000E+004

4400000E+004

9200000E+004

1500000E+004

3400000E+004

0600000E+004

8000000E+003

5200000E+004

2000000E+004

2540000E+004



IC4AKETIT+OH<=>TC3H602HCO+H20

+6.1329948E+004 +2.6541900E+000 -4.

IC4KETIT+HO2<=>TC3H60O2HCO+H202

004 +4.9196600E+000 +3.6842744E+003

TC3H602HCO=>CH3COCH3+CO+0H

+1.2780000E+020 -1.8900000E+000 +3.

IC4H902+CH302=>IC4H90+CH30+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+C2H502=>IC4H90+C2H50+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+CH3C0O3=>IC4H90+CH3C02+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+IC4H902=>02+IC4H90+IC4HO90

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+TC4H902=>IC4H90+TC4H90+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+PC4HO902=>IC4H90+PC4HO90+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+SC4H902=>IC4H90+SC4HO90+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+NC3H702=>IC4H90+NC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+IC3H702=>IC4H90+IC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+H02=>IC4H90+0OH+0O2

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+CH302=>TC4H90+CH30+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+C2H502=>TC4H90+C2H50+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+CH3CO3=>TC4H90+CH3C02+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+TC4H902=>02+TC4H90+TC4H90

+1.4000000E+016 -1.6100000E+000 +1.

TC4H902+PC4H902=>TC4H90+PC4HO90+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4H902+SC4H902=>TC4H90+SC4H90+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+NC3H702=>TC4HO90+NC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4HO02+IC3HT702=>TC4HO90+IC3H70+02

+1.4000000E+016 -1.6100000E+000 +1.

TC4H902+HO2=>TC4H90+0OH+02

+1.4000000E+016 -1.6100000E+000 +1.

IC4H902+CH3<=>IC4H90+CH30

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+C2H5<=>IC4H90+C2H50

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+IC3H7<=>IC4H90+IC3H70

+7.0000000E+012 +0.0000000E+000 -1.

TIC4H902+NC3H7<=>IC4H90+NC3H70

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+PC4HO9<=>IC4H90+PC4HS0

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+SC4HO9<=>IC4H90+SC4HS0

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+IC4HO9<=>IC4H90+IC4HS0

+7.0000000E+012 +0.0000000E+000 -1.

5864000E+003

4460000E+004

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

8600000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

+1.1773000E-



IC4H902+TC4HO9<=>IC4H90+TC4HS0

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+C3H5-A<=>IC4H90+C3H50

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+C4H71-3<=>IC4H90+C4H71-0

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902+IC4HT7<=>IC4HO0+IC4HT0

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+CH3<=>TC4H90+CH30

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+C2H5<=>TC4H90+C2H50

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+IC3H7<=>TC4H90+IC3H70

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+NC3H7<=>TC4H90+NC3H70

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+PC4HI9<=>TC4H90+PC4H90

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+SC4HI9<=>TC4H90+SC4H90

+7.0000000E+012 +0.0000000E+000 -1.

TC4HO02+IC4HO9<=>TC4H90+IC4HO90

+7.0000000E+012 +0.0000000E+000 -1.

TC4HO02+TC4HI9<=>TC4H90+TC4HO90

+7.0000000E+012 +0.0000000E+000 -1.

TC4H902+C3H5-A<=>TC4H90+C3H50

+7.0000000E+012 +0.0000000E+000 -1.

TC4HO02+C4H71-3<=>TC4HO0+C4H71-0

+7.0000000E+012 +0.0000000E+000 -1.

IC4H902H<=>IC4HO0+0OH
+1.5000000E+016 +0.0000000E+00Q0
IC4H902+H02<=>IC4H902H+02

+1.7500000E+010 +0.0000000E+000 -3.

IC4H902+H202<=>IC4H902H+HO2
+2.4000000E+012 +0.0000000E+000
IC4H902+H2<=>IC4H902H+H
+3.0100000E+013 +0.0000000E+000
IC4H902+CH4<=>IC4H902H+CH3
+1.1300000E+013 +0.0000000E+000
IC4H902+CH30H<=>IC4H902H+CH20H
+6.3000000E+012 +0.0000000E+000
IC4H902+CH20<=>IC4H902H+HCO
+1.3000000E+011 +0.0000000E+00O0
IC4H902+C2H6<=>IC4H902H+C2H5
+1.7000000E+013 +0.0000000E+000
IC4H902+C2H4<=>IC4H902H+C2H3

+8.5900000E+000 +3.7540000E+000 +2.

IC4H902+C2H50H<=>IC4H902H+PC2H40H

+6.3000000E+012 +0.0000000E+000 +1.

IC4H902+C2H50H<=>IC4H902H+SC2H40H
+4.2000000E+012 +0.0000000E+000
IC4H902+CH3CHO<=>IC4H902H+CH3CO
+2.8000000E+012 +0.0000000E+000
IC4H902+C3HB8<=>IC4H902H+IC3H7

+2.0000000E+012 +0.0000000E+00Q0
IC4H902+C3HB8<=>IC4H902H+NC3H7

+1.7000000E+013 +0.0000000E+000
IC4H902+C2H3CHO<L=>IC4H902H+C2H3CO

+2.8000000E+012 +0.0000000E+000 +1.

+2.

+1.

+1.

+1.

+2.

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

.2500000E+004

2750000E+003

.0000000E+004

.6030000E+004

.0460000E+004

.9360000E+004

.0000000E+003

0460000E+004

7132000E+004

9360000E+004

5000000E+004

3600000E+004

7000000E+004

0460000E+004

3600000E+004



IC4H902+C2H5CHO<=>IC4H902H+C2H5CO
+2.8000000E+012 +0.0000000E+000 +1
IC4H902+C3H6<=>IC4H902H+C3H5-A

.3600000E+004

002 +4.2070000E+000 +1.3288100E+004

TC4H902H<=>TC4H90+0OH
+5.9500000E+015 +0.0000000E+000 +4
TC4H902+CH4<=>TC4H902H+CH3
+1.1300000E+013 +0.0000000E+000
TC4H902+C2H6<=>TC4H902H+C2H5
+1.7000000E+013 +0.0000000E+000
TC4HO02+C3H8<=>TC4H902H+IC3H7
+2.0000000E+012 +0.0000000E+00Q0Q
TC4HO02+C3H8<=>TC4H902H+NC3H7
+1.7000000E+013 +0.0000000E+000
TC4HO02+CH30H<=>TC4H902H+CH20H

+6.3000000E+012 +0.0000000E+000 +1.

TC4HO02+C2H50H<=>TC4H902H+PC2H40H

+6.3000000E+012 +0.0000000E+000 +1.

TC4H902+C2H50H<=>TC4H902H+SC2H40H

+4.2000000E+012 +0.0000000E+000 +1.

TC4HO902+CH3CHO<=>TC4H902H+CH3CO

+2.8000000E+012 +0.0000000E+000 +1.

TC4H902+C2H3CHO<=>TC4HO02H+C2H3CO

+2.8000000E+012 +0.0000000E+000 +1.

TC4HO02+C2H5CHO<=>TC4H902H+C2H5CO

+2.8000000E+012 +0.0000000E+000 +1.

TC4H902+HO2<=>TC4H902H+02

+1.7500000E+010 +0.0000000E+000 -3.

TC4H902+H202<=>TC4H902H+HO2
+2.4000000E+012 +0.0000000E+000
TC4H902+CH20<=>TC4H902H+HCO
+1.3000000E+011 +0.0000000E+000
TC4H902+C2H4<=>TC4HO02H+C2H3
+8.5900000E+000 +3.7540000E+000
TC4H902+H2<=>TC4H902H+H
+3.0100000E+013 +0.0000000E+000 +2
TC4HO902+C3H6<=>TC4H902H+C3H5-A

+2.

.2540000E+004

0460000E+004

.0460000E+004

.7000000E+004

.0460000E+004

9360000E+004

9360000E+004

5000000E+004

3600000E+004

3600000E+004

3600000E+004

2750000E+003

.0000000E+004

.0000000E+003

.7132000E+004

.6030000E+004

002 +4.2070000E+000 +1.3288100E+004

IC4H7+H<=>IC4HS

+1.0000000E+011 +0.0000000E+000 +0
PLOG /

+2.0000000E+064 -1.5020000E+001 +2.
PLOG /

+1.4000000E+061 -1.3840000E+001 +2.
PLOG /

+1.0000000E+058 -1.2700000E+001 +2.
PLOG /

+1.6800000E+053 -1.1130000E+001 +2.
PLOG /

+6.8900000E+044 -8.6200000E+000 +2.
DUP

IC4HT7+H<=>IC4HS8

+1.0000000E+011 +0.0000000E+000 +0.
PLOG /

+1.8500000E+040 -8.5800000E+000 +6.
PLOG /

+3.3700000E+034 -6.6400000E+000 +5.

.0000000E+000

+1.

3890000E+004

+1.

4846000E+004

+1.

5947000E+004

+1.

5910000E+004

+1.

2842000E+004

0000000E+000

+1.

4661000E+003

+1.

1930000E+003

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
/
0000000E-001
/

+5.3500000E-

+5.3500000E-



PLOG /

+9.0600000E+029 -5.
PLOG /
+4.7700000E+025 -3.
PLOG /
+1.1000000E+021 -2.
DUP

C3H5-T+CH3<=>IC4HS8

+1.0000000E+011 +0.
PLOG /
+1.9300000E+061 -1.
PLOG /
+7.4900000E+058 -1.
PLOG /
+9.7400000E+055 -1.
PLOG /
+7.7000000E+050 -1.
PLOG /
+2.0700000E+048 -9.

DUP
C3H5-T+CH3<=>IC4HS8

+1.0000000E+011 +0.
PLOG /
+3.7800000E+046 -1.
PLOG /
+2.8600000E+040 -8
PLOG /
+7.2400000E+033 -6
PLOG /
+2.2800000E+027 -4
PLOG /
+5.4000000E+023 -3
DUP

CH2+C3H6<=>IC4HS8

+1.0000000E+011 +0.
PLOG /
+4.8200000E+057 -1.
PLOG /
+3.8400000E+059 -1.
PLOG /
+2.1300000E+058 -1
PLOG /
+8.4800000E+052 -1
PLOG /
+6.0700000E+047 -9
DUP
CH2+C3H6<=>IC4HS8
+1.0000000E+011 +0.
PLOG /
+1.1500000E+045 -1.
PLOG /
+1.8300000E+045 -1.
PLOG /
+1.3000000E+040 -8.
PLOG /
+2.2700000E+032 -6.
PLOG /
+1.2800000E+024 -3.

1000000E+000

6800000E+000

1600000E+000

0000000E+000

4910000E+001

3810000E+001

2620000E+001

0880000E+001

9000000E+000

0000000E+000

1150000E+001

.9700000E+000

.7100000E+000

.5300000E+000

.3100000E+000

0000000E+000

4340000E+001

4360000E+001

.3450000E+001

.1630000E+001

.8500000E+000

0000000E+000

1130000E+001

0680000E+001

7703000E+000

1375000E+000

4904000E+000

+4.

+3.

+1.

+0.

+1.

+2.

+2.

+2.

+2.

+0.

+7.

+6.

+4.

+3.

+2.

+0.

+1.

+1.

+2.

+2.

+2.

+0.

+6.

+6.

+5.

+4.

+2.

+1.

1715000E+003

+1.

1431000E+003

+1.

9165000E+003

0000000E+000

+1.

9559000E+004

+1.

0442000E+004

+1.

1930000E+004

+1.

2198000E+004

+1.

4315000E+004

0000000E+000

+1.

3315000E+003

+1.

2344000E+003

+1.

8484000E+003

+1.

3293000E+003
+1
5218000E+003

0000000E+000

+1.

7091000E+004

+1.

8427000E+004

+1.

0355000E+004

+1.

0677000E+004

+1.

2055000E+004

0000000E+000

+1.

1452000E+003

+1.

6385000E+003

+1.

8638000E+003

+1.

3179000E+003

+1.

5299000E+003

0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001
/
0000000E+000

/
0000000E+001

/

.0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-002
/
0000000E-001

/
0000000E+00O0

/
0000000E+001

/
0000000E+002

/



DUP
IC4H8<=>CCYCCC

+1.0000000E+011 +O
PLOG /
+1.2600000E+064 -1
PLOG /
+3.9400000E+067 -1
PLOG /
+6.1400000E+068 -1
PLOG /
+9.7000000E+066 -1
PLOG /
+1.4500000E+062 -1
DUP

IC4H8<=>CCYCCC
+1.0000000E+011 +0O
PLOG /
+4.8400000E+041 -9
PLOG /
+8.0700000E+044 -1
PLOG /
+1.1500000E+047 -1
PLOG /
+1.3300000E+039 -7
PLOG /
+4.9700000E+031 -5.
DUP
CCYCCC<=>IC4H7+H
+1.0000000E+011 +0.
PLOG /
+2.3300000E+063 -1.
PLOG /
+7.0300000E+063 -1.
PLOG /
+5.0700000E+064 -1.
PLOG /
+4.9200000E+061 -1.
PLOG /
+4.8200000E+057 -1.
DUP
CCYCCC<=>IC4H7+H
+1.0000000E+011 +0.
PLOG /
+1.1200000E+040 -8.
PLOG /
+1.0600000E+041 -8.
PLOG /
+8.2300000E+043 -8.
PLOG /
+1.2700000E+039 -7.
PLOG /

+1.4500000E+028 -4.
DUP

CCYCCC<=>C3H5-T+CH3

+1.0000000E+011 +0.
PLOG /
+8.3100000E+064 -1.

.0000000E+000

.5570000E+001

.6190000E+001

.6150000E+001

.5301000E+001

.3640000E+001

.0000000E+000

.6200000E+000

.0210000E+001

.0560000E+001

.9800000E+000

6000000E+000

0000000E+000

4550000E+001

4370000E+001

4290000E+001

3150000E+001

1730000E+001

0000000E+000

3700000E+000

3300000E+000

8800000E+000

3300000E+000

0200000E+000

0000000E+000

5140000E+001

+0.

+9.

+1.

+1.

+1.

+1.

+0.

+7.

+8.

+8.

+8.

+8.

+0.

+1.

+1.

+1.

+1.

+1.

+0.

+8.

+8.

+9.

+9.

+9.

+0.

+1.

0000000E+000

+1.

5033000E+004

+1.

0078000E+005

+1.

0589000E+005

+1.

0900000E+005

+1.

1021000E+005

0000000E+000

+1.

9528000E+004

+1.

2671000E+004

+1.

5502000E+004

+1.

3303000E+004

+1.

0987000E+004

0000000E+000

+1.

0332000E+005

+1.

0716000E+005

+1.

1234000E+005

+1.

1487000E+005

+1.

1825000E+005

0000000E+000

+1.

5836000E+004

+1.

8499000E+004

+1.

2907000E+004

+1.

3401000E+004

+1.

0995000E+004

0000000E+000

+1.

1130000E+005

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/



PLOG /
+8.2900000E+064
PLOG /
+1.0000000E+070
PLOG /
+1.6600000E+067
PLOG /
+7.8700000E+062
DUP

-1

-1

-1

-1

.4720000E+001

.5720000E+001

.4590000E+001

.3050000E+001

CCYCCC<=>C3H5-T+CH3

+1.0000000E+011
PLOG /
+1.5100000E+049
PLOG /
+1.0500000E+045
PLOG /
+3.3900000E+050
PLOG /
+1.7600000E+047
PLOG /
+1.8800000E+039
DUP

+0

-1

CH2+C3H6<=>CCYCCC

+1.0000000E+011
PLOG /
+1.4400000E+051
PLOG /
+3.3800000E+054
PLOG /
+1.3500000E+054
PLOG /
+2.7300000E+047
PLOG /
+2.7100000E+050
DUP

+0.

CH2+C3H6<=>CCYCCC

+1.0000000E+011
PLOG /
+6.1600000E+040
PLOG /
+6.9300000E+041
PLOG /
+1.8100000E+037
PLOG /
+4.2600000E+037
PLOG /
+4.6800000E+035
DUP

+0.

CH2+C3H6<=>IC4H7+H

+1.0000000E+011
PLOG /
+8.2000000E+019
PLOG /
+2.2700000E+021
PLOG /
+4.4400000E+035
PLOG /
+1.1800000E+028

+0.

-2.

-2.

-6.

-4.

.0000000E+000

.1040000E+001

.4600000E+000

.0630000E+001

.4300000E+000

.9300000E+000

0000000E+000

.3120000E+001

.3550000E+001

.2970000E+001

.0780000E+001

.1220000E+001

0000000E+000

.0500000E+001

.0300000E+001

.5500000E+000

.3200000E+000

.3700000E+000

0000000E+000

0600000E+000

4400000E+000

5500000E+000

0900000E+000

+1.

+1.

+1.

+1.

+0.

+9.

+9.

+1.

+1.

+1.

+0.

+1.

+1.

+1.

+1.

+1.

+0.

+5.

+6.

+5

+4.

+4.

+0.

+1.

+2.

+1.

+1.

+1.

1370000E+005

+1.

2194000E+005

+1.

2438000E+005
+1
2680000E+005

0000000E+000

+1.

9748000E+004

+1.

9275000E+004

+1.

0422000E+005

+1.

0493000E+005

+1.

0398000E+005

0000000E+000

+1.

4153000E+004

+1.

6473000E+004

+1.

8862000E+004
+1
4232000E+004

+1.

6720000E+004

0000000E+000

+1.

4281000E+003

+1.

1889000E+003

+1.
.5210000E+003
+1.

7702000E+003

+1.

6891000E+003

0000000E+000

+1.

1452000E+003

+1.

6484000E+003

+1.

3894000E+004

+1.

4013000E+004

0000000E-001
/
0000000E+000
/
0000000E+001
/

.0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001

/
0000000E+000

/

.0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/



PLOG /
+6.5100000E+026
DUP

-3.5800000E+000

CH2+C3H6<=>IC4H7+H

+1.0000000E+011
PLOG /
+1.0800000E+007
PLOG /
+1.3700000E+005
PLOG /
+3.8900000E+014
PLOG /
+2.4500000E+010
PLOG /
+1.8100000E+002
DUP

CH2+C3H6<=>C3H5-

+1.0000000E+011
PLOG /
+1.7700000E+019
PLOG /
+1.6800000E+019
PLOG /
+4.1600000E+024
PLOG /
+7.8900000E+024
PLOG /
+7.3600000E+029
DUP

CH2+C3H6<=>C3Hb5-

+1.0000000E+011
PLOG /
+4.3000000E+012
PLOG /
+2.2600000E+011
PLOG /
+4.9200000E+009
PLOG /
+1.4700000E+008
PLOG /
+8.1100000E+010
DUP

+0.0000000E+000

+1.6200000E+000
+2.1500000E+000
-4.2000000E-001
+6.7000000E-001
+2.9700000E+000

T+CH3
+0.0000000E+000

-1.9400000E+000

-1.8000000E+000

-3.1900000E+000

-3.0700000E+000

-4.2800000E+000

T+CH3
+0.0000000E+000

+1.9000000E-001

+5.4000000E-001

+1.0200000E+000

+1.3300000E+000

+5.5000000E-001

C3H5-T+CH3<=>IC4H7+H

+1.0000000E+011
PLOG /
+4.1200000E+029
PLOG /
+4.8600000E+030
PLOG /
+5.3000000E+029
PLOG /
+1.3200000E+030
PLOG /
+5.1600000E+028
DUP

+0.0000000E+000

-4.9500000E+000

-5.0300000E+000

-4.5700000E+000

-4.5400000E+000

-4.0300000E+000

C3H5-T+CH3<=>IC4H7+H

+1.0000000E+011

+0.0000000E+000

+1.

+0.

+0.

+6.

+4.

+9.

+1.

+2.

+0.

+4.

+5.

+1.

+5.

+0.

+7.

+1.

+1.

+1.

+2.

+0.

+1.

8927000E+004

0000000E+000

+1.
.1746000E+003
+1.
.7992000E+003
+1.
.2376000E+003
+1.
.5093000E+002
+1.
.4603000E+002

0000000E+000

+1.

7868000E+003

+1.

3104000E+003

+1.

7585000E+003

+1.

3894000E+004

+1.

3849000E+004

0000000E+000

+1.
.1041000E+002
+1.

7810000E+001

+1.

9977000E+002

+1.

2284000E+003

+1.

5065000E+003

0000000E+000

+1.

9958000E+003

+1.

1287000E+004

+1.

4443000E+004

+1.

9255000E+004

+1.

3821000E+004

0000000E+000

0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/



PLOG / +1.
+5.7300000E+015 -7.7000000E-001 +1.1959000E+003
PLOG / +1.
+2.0600000E+013 -7.4000000E-002 +1.4287000E+003
PLOG / +1.
+4.4800000E+010 +6.0000000E-001 +1.4216000E+003
PLOG / +1.
+4.1000000E+006 +1.7100000E+000 +1.0569000E+003
PLOG / +1.
001 +3.9100000E+000 -3.5355000E+002 /

DUP

IC4H8<=>IC4H7-I1+H
+7.7100000E+069 -1.6090000E+001 +1.4000000E+005
IC4H8+H<=>IC4H7+H2

+7.2900000E+005 +2.4550000E+000 +4.3612000E+003
IC4H8+02<=>IC4HT7+HO2

+3.1200000E+013 +0.0000000E+000 +3.7450000E+004
IC4H8+0<=>IC4H7+0H

+1.0500000E+012 +7.0000000E-001 +5.8840000E+003
IC4H8+0OH<=>IC4H7+H20

+5.2740240E+004 +2.7000000E+000 -8.2717000E+002

IC4H8+HO2<=>IC4H7+H202

001 +4.1200000E+000 +1.2802000E+004
IC4H8+CH3<=>IC4H7+CH4

+3.2000000E+012 +0.0000000E+000 +1.0000000E+004
IC4H8+CH30<=>IC4H7+CH30H

+1.6800000E+011 +0.0000000E+000 +2.6000000E+003
IC4H8+CH302<=>IC4H7+CH302H

001 +4.4030000E+000 +1.3547200E+004
IC4H8+CH3C0O3<=>IC4H7+CH3CO3H

001 +4.4030000E+000 +1.3547200E+004
IC4HB8+C3H5-A<=>IC4H7+C3H6
+7.9400000E+011 +0.0000000E+000 +2
IC4H8+C3H5-S<=>IC4H7+C3H6
+7.9400000E+011 +0.0000000E+000
IC4H8+C3H5-T<=>IC4H7+C3H6
+7.9400000E+011 +0.0000000E+000
IC4H8+02CHO<K=>IC4H7+HO2CHO
+1.9280000E+004 +2.6000000E+000
TC4HB8+IC3H702<=>IC4H7+IC3H702H
+1.4000000E+012 +0.0000000E+000
TC4H8+NC3H702<=>IC4H7+NC3H702H
+1.4000000E+012 +0.0000000E+00O0
IC4HB8+IC4H902<=>IC4H7+IC4H902H
+1.4000000E+012 +0.0000000E+00QO0
IC4H8+TC4H902<=>IC4H7+TC4H902H
+1.4000000E+012 +0.0000000E+000
IC4H8+PC4H902<=>IC4H7+PC4H902H
+1.4000000E+012 +0.0000000E+000
IC4H8+SC4H902<=>IC4H7+SC4H902H
+1.4000000E+012 +0.0000000E+000
IC4H8+IC4HT70O<=>IC4HT7+IC4H70H
+2.7000000E+011 +0.0000000E+000 +4
TC4HB8+IC4H702<=>IC4H7+IC4H700H

001 +4.1200000E+000 +1.2802000E+004
IC4H8+CH2CCH20H<=>IC4H7+C3H50H

+7.9400000E+011 +0.0000000E+000 +2.0500000E+004

.0500000E+004
+2.0500000E+004
+2.0500000E+004
+1.3910000E+004
+1.4900000E+004
+1.4900000E+004
+1.4900000E+004
+1.4900000E+004
+1.4900000E+004
+1.4900000E+004

.0000000E+003

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2

+1.3700000E-

+2.9200000E-

+1.5400000E-

+1.5400000E-

+1.4600000E-



IC4H8+H<=>IC4H7-I1+H2
+8.6210000E+002 +3.2500000E+000
IC4H8+02<=>IC4H7-I1+HO2
+2.0000000E+013 +0.0000000E+00Q0
IC4H8+0<=>IC4H7-I1+0H
+1.2000000E+011 +7.0000000E-001
IC4H8+0OH<=>IC4H7-I1+H20
+1.0930095E+004 +2.8147700E+000
IC4H8+HO2<=>IC4H7-I1+H202
+9.7038941E+004 +2.5489200E+000
IC4H8+CH3<=>IC4H7-I1+CH4
+2.0000000E+012 +0.0000000E+00Q0Q
IC4H7<=>IC4H7-I1

+1.3000000E+055 -1.4530000E+001
PLOG /
+1.3000000E+055 -1.4530000E+001
PLOG /
+5.0000000E+051 -1.3020000E+001
PLOG /
+9.7000000E+048 -1.1730000E+001
PLOG /

+4.8600000E+044 -9.8400000E+000
C3H4-A+CH3<=>IC4HT7
+4.0209730E+004 +2.5181500E+000
IC4HT7+IC4HT7<=>C3H4-A+AC5H10

+9.5500000E+040 -9.3000000E+000
PLOG /
+4.1000000E+040 -9.3000000E+000
PLOG /
+3.4100000E+032 -6.8000000E+000
PLOG /

+1.2600000E+028 -5.5000000E+000
IC4H7-I1+H<=>C3H4-A+CH4
+3.3330000E+012 +0.0000000E+000
IC4H7-I1+H<=>C3H4-P+CH4
+3.3400000E+012 +0.0000000E+000
IC4H7-I1+0<=>C3H6+HCO
+6.0000000E+013 +0.0000000E+000
IC4H7-I1+0H=>C3H6+HCO+H
+5.0000000E+012 +0.0000000E+000
IC4H7-I1+HO2=>C3H6+HCO+0OH
+2.0000000E+013 +0.0000000E+000
IC4H7-I1+HCO<=>IC4H8+CO
+9.0000000E+013 +0.0000000E+000
IC4H7-I1+CH3<=>C3H4-P+C2H6
+1.0000000E+011 +0.0000000E+000
IC4H7+02<=>IC4H702
+1.0900000E+010 +5.6725000E-001
IC4H7+0<=>IC3H5CHO+H
+6.0300000E+013 +0.0000000E+000
IC4H7-I11+02<=>CH3COCH3+HCO
+3.1000000E+031 -5.9440000E+000
IC4H7-I1+02<=>TC3H6CHO+0O
+5.3800000E+018 -2.1400000E+000
IC4H7-I1+02<=>IC3H5CHO+0OH
+2.7000000E+019 -2.1400000E+000
IC4H702<=>IC4H600H-I
+1.4100000E+005 +1.8358600E+000

+1.

+6.

+8.

+1.

+2.

+1.

+7.

+7.

+7.

+7.

+7.

+8.

+1.

+1.

+9.

+7.

+0.

+0.

+0.

+0.

+0.

+0.

+0.

+2.

+0.

+5.

+5.

+5.

+1.

2166980E+004

2270000E+004

9591000E+003

1141999E+003

4733172E+004

5000000E+004

3800000E+004

+1.

3800000E+004

+1.

3300000E+004

+1.

3700000E+004

+1.

3400000E+004

8475357E+003

2470000E+004

+1.

2470000E+004

+4.

1800000E+003

+1

4100000E+003

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0000000E+000

2900000E+003

0000000E+000

7484000E+003

1429000E+003

1429000E+003

9820000E+004

0000000E-001

/
0000000E+000

/
0000000E+001
/
0000000E+002
/

0000000E+000

/
0000000E+000

/

.0000000E+001

/



IC4H702<=>CCYCCOOC-T1
+1.1900000E+008 +8.0412000E-001
IC4H702<=>C2CYCO0OC-I1
+1.0700000E+008 +8.9161000E-001
IC4H702<=>IC4H70+0
+1.8200000E+014 +0.0000000E+00O0
IC4H702<=>IC3H5CHO+0OH
+1.5200000E+009 +1.0252400E+000
IC4H600OH-I<=>CVCYCCOC+OH
+6.8200000E+012 -3.4545000E-001
IC4H600H-I<=>C3H4-A+CH202H
+1.1800000E+012 +9.1203000E-001
IC4H600H-I<=>IC3H5CHO+0OH
+2.4200000E+009 +8.7390000E-001
CCYCCOOC-T1<=>CCY (C20) CO
+4.5600000E+011 +9.2729000E-001
CCYCCOOC-T1<=>CCYCCOOC-1I2
+3.5600000E+013 +0.0000000E+000
CCYCCOOC-I2<=>CHOIC3HG60
+3.1900000E+014 +0.0000000E+00O0
C2CYCOOC-I1<=>IC3H500CH2
+4.4100000E+013 -2.2618000E-001
IC3H500CH2<=>CH3COCH2+CH20
+1.4100000E+010 +0.0000000E+00O0
CHOIC3H60<=>CH3CHCHO+CH20
+4.3000000E+012 +0.0000000E+00O0
CCY (C20) CO<=>CCYCCO-T1+CH20
+1.7400000E+013 +0.0000000E+000
C2CYCOOC-11<=>CCY (C20) CO
+1.2100000E+013 +1.0180000E-001

+2.

+2.

+6.

+3.

+4.

+5.

+5.

+1.

+3.

+3.

+1.

+1.

+9.

+1

+2.

IC4HT702+IC4HT702=>IC4H70+IC4H70+02

+1.4000000E+016
IC4H8+H<=>IC4HO

-1.6100000E+000

+1.0000000E+000 +1.0000000E+000
PLOG /
+7.9900000E+081 -2.3161000E+001
PLOG /
+4.2400000E+068 -1.8427000E+001
PLOG /
+1.0400000E+049 -1.1500000E+001
PLOG /
+6.2000000E+041 -8.8920000E+000
PLOG /

+1

+0.

+2.

+1

+1

+1

8020000E+004

9720000E+004

0620000E+004

9460000E+004

2140000E+004

1390000E+004

4090000E+004

7470000E+004

8820000E+004

0000000E+003

8500000E+004

0000000E+003

7800000E+003

.8150000E+004

0320000E+004

.8600000E+003

0000000E+000

+1.

2239000E+004

+4.

.9665000E+004

+1.

.5359000E+004

+1.

.4637000E+004
+1

010 +0.0000000E+000 +0.0000000E+000 /

DUP
IC4H8+H<=>IC4HO9

+1.0000000E+000 +1.0000000E+000
PLOG /
+1.8500000E+026 -5.8300000E+000
PLOG /
+2.8200000E+030 -6.4900000E+000
PLOG /
+3.7800000E+028 -5.5700000E+000
PLOG /
+1.4600000E+025 -4.2800000E+000
PLOG /
+4.2200000E+027 -4.3900000E+000

DUP

+0

+3.

+5.

+5.

+5.

+9.

.0000000E+000

+1.

8658000E+003

+4.

4708000E+003

+1.

6251000E+003

+1.

2478000E+003

+1.

3458000E+003

3000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOl
/

.0000000E+002

3000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

+1.0000000E-



IC4H8+H<=>TC4HO9
+1.0000000E+000
PLOG /
+1.3500000E+044
PLOG /
+2.1100000E+057
PLOG /
+3.2600000E+061
PLOG /
+5.3000000E+056
PLOG /
+1.1100000E+050
DUP
IC4H8+H<=>TC4H9
+1.0000000E+000
PLOG /
+2.1700000E+130
PLOG /
+2.2500000E+029
PLOG /
+1.0600000E+030
PLOG /
+6.1100000E+026
PLOG /
+2.7300000E+023
DUP

-3.

IC4H8+H<=>C3H6+CH3

+1.0000000E+000
PLOG /
+1.5400000E+009
PLOG /
+7.8800000E+010
PLOG /
+2.6700000E+012
PLOG /
+9.2500000E+022
PLOG /
+1.3200000E+023
DUP

+1.

IC4H8+H<=>C3H6+CH3

+1.0000000E+000
PLOG /

+1

.0000000E+000

.0680000E+001

.4230000E+001

.4940000E+001

.3120000E+001

.0800000E+001

.0000000E+000

.2580000E+001

.8400000E+000

.6300000E+000

.4400000E+000

2600000E+000

0000000E+000

.3500000E+000

.7000000E-001

.7000000E-001

.6000000E+000

.4200000E+000

.0000000E+000

+1.0000000E+000

+1.

+8.1964000E+003

+4.

+1.5147000E+004

+1.

+2.0161000E+004

+1.

+2.0667000E+004

+1.

+2.0202000E+004

+1.0000000E+000

+1.

+1.3614000E+005

+4.

+4.2419000E+003

+1.

+5.6134000E+003

+1.

+5.1823000E+003

+1.

+4.5970000E+003

+1.0000000E+000

+1.

+2.5420000E+003

+4.

+3.5996000E+003

+1.

+5.4311000E+003

+1.

+1.2898000E+004

+1.

+1.6500000E+004

+1.0000000E+000

+1.

010 +0.0000000E+000 +0.0000000E+000 /

PLOG /

+4.

010 +0.0000000E+000 +0.0000000E+000 /

PLOG /

+1.

010 +0.0000000E+000 +0.0000000E+000 /

PLOG /

+1.

+1.2400000E+005 +2.5200000E+000 +3.6791000E+003

PLOG /

+2.5100000E+003 +2.9100000E+000

DUP

IC4H8+0<=>IC3H7+HCO
+7.4500000E+006 +1.8800000E+000
IC4H8+0=>CH2CO+CH3+CH3
+3.0500000E+006 +1.8800000E+000
IC4H8+0=>IC3H6CO+H+H
+3.0500000E+006 +1.8800000E+000

+1.

+3.9808000E+003

+1.8300000E+002

+1.8300000E+002

+1.8300000E+002

3000000E-003
éOOOOOOE—OO2
éOOOOOOE+OOO
éOOOOOOE+OOl

/
0000000E+002

/

3000000E-003
/
0000000E-002

/
0000000E+000

/
0000000E+001

/
0000000E+002

/

3000000E-003

/
0000000E-002

/
0000000E+000

/
0000000E+001
/
0000000E+002
/

3000000E-003
0000000E-002
0000000E+000
0000000E+001

/
0000000E+002

/

+1.0000000E-

+1.0000000E-

+1.0000000E-



IC4H8+0OH<=>IC4H8OH-IT

+5.1000000E+054
PLOG /
+6.1400000E+078
PLOG /
+7.3000000E+077
PLOG /
+2.8400000E+076
PLOG /
+9.8000000E+073
PLOG /
+2.7600000E+068
PLOG /
+1.9300000E+067
PLOG /
+5.2000000E+059
PLOG /
+2.0200000E+054
PLOG /
+3.8200000E+048
DUP

-2.0700000E+001

-2.0700000E+001

-2.0000000E+001

-1.9580000E+001

-1.8790000E+001

-1.7010000E+001

-1.6640000E+001

-1.4170000E+001

-1.2230000E+001

-1.0230000E+001

IC4H8+0OH<=>IC4H8OH-IT

+1.4200000E+036
PLOG /
+1.7100000E+060
PLOG /
+1.9400000E+060
PLOG /
+7.4400000E+059
PLOG /
+7.0600000E+058
PLOG /
+3.6000000E+056
PLOG /
+1.0600000E+056
PLOG /
+4.1400000E+050
PLOG /
+1.7100000E+042
PLOG /
+6.1200000E+032
DUP

-1.5840000E+001

-1.5840000E+001

-1.5510000E+001

-1.5340000E+001

-1.4930000E+001

-1.4040000E+001

-1.3850000E+001

-1.2040000E+001

-9.3500000E+000

-6.3100000E+000

IC4H8+0OH<=>IC4H8OH-TI

+5.1000000E+054
PLOG /
+1.5400000E+078
PLOG /
+1.8300000E+077
PLOG /
+7.1000000E+075
PLOG /
+2.4500000E+073
PLOG /
+6.9000000E+067
PLOG /
+4.8200000E+066
PLOG /
+1.3000000E+059

-2.0700000E+001

-2.0700000E+001

-2.0000000E+001

-1.9580000E+001

-1.8790000E+001

-1.7010000E+001

-1.6640000E+001

-1.4170000E+001

+3.

+3.

+3.

+3.

+3.

+2.

+2.

+2.

+2.

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+6.

+3.

+3.

+3.

+3.

+3.

+2.

+2.

+2.

2402000E+004

+1.

2402000E+004

+1.

3874000E+004

+1.

2874000E+004

+2.

1361000E+004

+1.

7909000E+004

+1.

7162000E+004

+1.

3079000E+004

+1.

2976000E+004

+1.

3772000E+004

1594000E+004

+1.

1594000E+004

+1.

2898000E+004

+1.

2913000E+004

+2.

2936000E+004

+1.

2945000E+004

+1.

2887000E+004

+1.

1493000E+004

+1.

9210000E+003

+1.

0880000E+003

2402000E+004

+1.

2402000E+004

+1.

3874000E+004

+1.

2874000E+004

+2.

1361000E+004

+1.

7909000E+004

+1.

7162000E+004

+1.

3079000E+004

3000000E-003
éOOOOOOE—OO2
éOOOOOOE—OO2
gOOOOOOE—OO2
éOOOOOOE—OOl
g15000OE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

3000000E-003
SOOOOOOE—OOZ
éOOOOOOE—OOZ
éOOOOOOE—OOZ
éOOOOOOE—OOl
/

3150000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

3000000E-003
éOOOOOOE—OO2
gOOOOOOE—OO2
gOOOOOOE—OO2
éOOOOOOE—OOl
élSOOOOE—OOl
éOOOOOOE+OOO
/



PLOG /
+5.0500000E+053
PLOG /
+9.5500000E+047
DUP

-1.2230000E+001

-1.0230000E+001

IC4H8+0OH<=>IC4H8OH-TI

+1.4200000E+036
PLOG /
+4.2800000E+059
PLOG /
+4.8500000E+059
PLOG /
+1.8600000E+059
PLOG /
+1.7700000E+058
PLOG /
+9.0000000E+055
PLOG /
+2.6600000E+055
PLOG /
+1.0400000E+050
PLOG /
+4.2800000E+041
PLOG /
+1.5300000E+032
DUP

-1.5840000E+001

-1.5840000E+001

-1.5510000E+001

-1.5340000E+001

-1.4930000E+001

-1.4040000E+001

-1.3850000E+001

-1.2040000E+001

-9.3500000E+000

-6.3100000E+000

IC4H8+0H<=>IC4HT7O0H+H

+2.2900000E+013
PLOG /
+2.6700000E+013
PLOG /
+2.7500000E+013
PLOG /
+2.8700000E+013
PLOG /
+1.5900000E+014
PLOG /
+3.1000000E+014
PLOG /
+3.7800000E+014
PLOG /
+9.1500000E+007
PLOG /
+3.6600000E+005
PLOG /
+8.1900000E+002

+7.0000000E-002
+5.0000000E-002
+5.0000000E-002
+4.0000000E-002
.6000000E-001
.2000000E-001
.4000000E-001
+1.4200000E+000
+2.1400000E+000

+2.8400000E+000

IC4H8+0OH<=>SC3H50H+CH3

+1.2900000E+006
PLOG /
+5.1600000E+005
PLOG /
+7.2800000E+003
PLOG /
+8.1600000E+002
PLOG /
+1.1500000E+002
PLOG /
+5.6000000E+000

+1.6500000E+000
+1.6500000E+000
+2.1000000E+000
+2.4800000E+000
+2.8000000E+000

+3.2100000E+000

+2.

+2.

+1

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+6.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

2976000E+004

+1.

3772000E+004

.1594000E+004
+1.

1594000E+004

+1.

2898000E+004

+1.

2913000E+004

+2.

2936000E+004

+1.

2945000E+004

+1.

2887000E+004

+1.

1493000E+004

+1.

9210000E+003

+1.

0880000E+003

0580000E+004

+1.

0611000E+004
+1
0623000E+004

+1.

0634000E+004

+2.

1125000E+004

+1.

1407000E+004

+1.

1458000E+004

+1.

0087000E+004
+1
0410000E+004

+1.

0481000E+004

2330000E+003

+1.

2330000E+003

+1.

1620000E+003

+1.

1280000E+003

+2.

1520000E+003

+1.

2080000E+003

0000000E+001
/
0000000E+002
/

3000000E-003
éOOOOOOE—OO2
éOOOOOOE—OO2
gOOOOOOE—OO2
éOOOOOOE—OOl
élSOOOOE—OOl
SOOOOOOE+OOO
éOOOOOOE+OOl
SOOOOOOE+002
/

3000000E-003
/

.0000000E-002

/
3000000E-002
/
5000000E-002
/
0000000E-001
/
3150000E-001
/
0000000E+000
/

.0000000E+001

/
0000000E+002

/

3000000E-003
/
0000000E-002

/
3000000E-002

/
5000000E-002

/
0000000E-001

/



PLOG /

+1.

+3.0800000E+000 +3.2900000E+000 +1.2160000E+003

PLOG /

+1

+4.5200000E+003 +2.5000000E+000 +3.2380000E+003

PLOG /

+1

+9.6400000E+018 -1.7400000E+000 +1.3107000E+004

PLOG /

+1

001 +3.7000000E+000 +3.6650000E+003 /
IC4H8+0OH<=>IC3H50H+CH3

+1.2900000E+006
PLOG /
+2.0600000E+006
PLOG /
+2.9100000E+004
PLOG /
+3.2600000E+003
PLOG /
+4.6100000E+002
PLOG /
+2.2400000E+001
PLOG /
+1.2300000E+001
PLOG /
+1.8100000E+004
PLOG /
+3.8600000E+019
PLOG /

+1.

+1.

+2.

+2.

+2.

+3.

+3.

+2.

1.

6500000E+000 +1

6500000E+000

1000000E+000

4800000E+000

8000000E+000

2100000E+000

2900000E+000

5000000E+000

7400000E+000 +1

+1.

+1.

+1.

+1.

+1.

+1.

+3.

.2330000E+003

+1.

2330000E+003

+1.

1620000E+003

+1.

1280000E+003

+2.

1520000E+003

+1.

2080000E+003

+1.

2160000E+003

+1.

2380000E+003

+1.

.3107000E+004

+1.

001 +3.7000000E+000 +3.6650000E+003 /
IC4H8+0OH<=>SC4H70H-I+H
+2.8700000E+000 +2.9200000E+000 +6.2500000E+002

PLOG /

+1.

+2.8700000E+000 +2.9200000E+000 +6.2500000E+002

PLOG / +1.
001 +2.9800000E+000 +7.0400000E+002 /
PLOG / +1.
001 +3.0400000E+000 +7.2100000E+002 /
PLOG / +2.
003 +3.6200000E+000 +6.7700000E+002 /
PLOG / +1.
005 +4.4800000E+000 +6.8700000E+002 /
PLOG / +1.
005 +4.5600000E+000 +7.0700000E+002 /
PLOG / +1.
007 +5.0500000E+000 +8.7400000E+002 /
PLOG / +1.
+2.6400000E+015 -8.0000000E-001 +1.2728000E+004
PLOG / +1

004 +4.3200000E+000 +4.0200000E+003 /
IC4H8+0OH<=>CH3COCH3+CH3
+1.4900000E+000 -5.3600000E+002

+6.9300000E+005
PLOG /
+6.9300000E+005
PLOG /
+5.9400000E+003
PLOG /
+1.1000000E+003
PLOG /
+1.0700000E+002

.4900000E+000 -5

.0100000E+000 -5

.2200000E+000 -6

.5000000E+000 -7

+1
.3600000E+002
+1
.6000000E+002
+1
.8000000E+002
+2
.5900000E+002

3150000E-001
/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

3000000E-003

/
0000000E-002

/
3000000E-002

/
5000000E-002

éOOOOOOE—OOl
él5000OE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002

3000000E-003
éOOOOOOE—OO2
3000000E-002
5000000E-002
0000000E-001
3150000E-001

0000000E+000

0000000E+001
/

.0000000E+002

.3000000E-003

/

.0000000E-002

/

.3000000E-002

/

.5000000E-002

/

+1.

+5

+4.

+3.

+9.

+4.

+2.

+7.

+4.

3200000E-

.2800000E-

8400000E-

1300000E-

3300000E-

6400000E-

7100000E-

6500000E-

8700000E-



PLOG / +1.
001 +3.1000000E+000 -9.1900000E+002 /

PLOG / +1.
001 +3.2200000E+000 -9.4600000E+002 /

PLOG / +1.
004 +4.0500000E+000 -1.1440000E4+003 /

PLOG / +1
006 +4.4900000E+000 -6.8000000E+002 /

PLOG / +1.
005 +4.2200000E+000 +1.1410000E4+003 /
IC4H7+0H<=>IC4H70H

+3.0000000E+013 +0.0000000E+000 +0.0000000E+000
IC4H70+H<=>IC4H70H

+4.0000000E+013 +0.0000000E+000 +0.0000000E+000
IC4H60H+H<=>IC4H70H

+1.0000000E+014 +0.0000000E+000 +0.0000000E+000
CH2CCH20H+CH3<=>IC4H70H

+3.0000000E+013 +0.0000000E+000 +0.0000000E+000
IC4HT70H+02<=>IC4H60OH+HO2

+6.0000000E+013 +0.0000000E+000 +3.9900000E+004
IC4H70H+0OH<=>IC4H6OH+H20

+1.2600000E+003 +2.9700000E+000 -2.6605930E+003
IC4H70H+HO2<=>IC4H60OH+H202

005 +5.2600000E+000 +8.2679070E+003
IC4H60H+H2<=>IC4H70H+H

+2.1600000E+004 +2.3800000E+000 +1.8990000E+004
IC4H60H+CH20<=>IC4H70H+HCO

+6.3000000E+008 +1.9000000E+000 +1.8190000E+004
IC4H60H+IC4H8<=>IC4HTOQH+IC4H7

+4.7000000E+002 +3.3000000E+000 +1.9840000E+004
IC4HT70+H2<=>IC4H70H+H

+9.0500000E+006 +2.0000000E+000 +1.7830000E+004
IC4H70H+HCO<=>IC4HT70+CH20

+3.0200000E+011 +0.0000000E+000 +1.8160000E+004
C3H4-A+CH20H<=>IC4H60H

+1.0000000E+011 +0.0000000E+000 +9.2000000E+003
IC4H70<=>IC4H60H

+1.3910000E+011 +0.0000000E+000 +1.5600000E+004
IC4H60H+HO2=>CH2CCH20H+CH20+0H

+1.4460000E+013 +0.0000000E+000 +0.0000000E+000
IC4H70H+H<=>IC4H8OH

+1.0000000E+013 +0.0000000E+000 +1.2000000E+003
IC4HT70+02<=>IC3H5CHO+HO2

+3.0000000E+010 +0.0000000E+000 +1.6490000E+003
IC4H70+HO02<=>IC3H5CHO+H202

+3.0000000E+011 +0.0000000E+000 +0.0000000E+000
IC4H70+CH3<=>IC3H5CHO+CH4

+2.4000000E+013 +0.0000000E+000 +0.0000000E+000
IC4H70+0<=>IC3H5CHO+0H

+6.0000000E+012 +0.0000000E+000 +0.0000000E+000
IC4H70+0H<=>IC3H5CHO+H20

+1.8100000E+013 +0.0000000E+000 +0.0000000E+000
IC4H70+H<=>IC3H5CHO+H2

+1.9900000E+013 +0.0000000E+000 +0.0000000E+000

IC4H8+HO2<=>TC4H902

001 +3.4500000E+000 +4.3380000E+003

IC4H8+HO2<=>IC4H802H-T

+1.6400000E+004 +2.4300000E+000 +8.3000000E+003

0000000E-001

3150000E-001

0000000E+000

.0000000E+001

0000000E+002

+7.8300000E-

+3.0700000E-
+3.1600000E-
+7.5900000E-

+5.4500000E-

+1.4500000E-

+1.0400000E-



IC4H8+HO2<=>TC4H802H-I

+1.0000000E+011 +0.
PLOG /
+6.6700000E+014 -2.
PLOG /
+6.2500000E+006 +6.
PLOG /
+7.9600000E+006 +8.
PLOG /

+2.0500000E+013 -8.

0000000E+000

1400000E+000

4000000E-001

2000000E-001

2000000E-001

IC4H8+HO2<=>IC4H80+0H

+1.0000000E+011 +0.
PLOG /
+1.1800000E+004 +2
PLOG /
+5.3000000E+004 +2
PLOG /
+1.4700000E+009 +8
PLOG /
+1.9600000E+017 -1.

0000000E+000

.2900000E+000

.1000000E+000

.3000000E-001

4500000E+000

TC4HB802H-I<=>IC4HB80+0OH

+1.0000000E+011 +0.
PLOG /
+5.2300000E+017 -2.
PLOG /
+4.3900000E+022 -3.
PLOG /
+4.0000000E+025 -4
PLOG /
+1.2100000E+027 -4.

0000000E+000

9700000E+000

9000000E+000

.5000000E+000

6600000E+000

IC4HB8OH-IT+02<=>TQJC4H80OH

+1.4200000E+036 -1.
PLOG /
+1.0500000E+114 -3.
PLOG /
+2.1300000E+114 -3
PLOG /
+1.6200000E+110 -3
PLOG /
+6.0000000E+101 -2
PLOG /
+5.3600000E+089 -2
PLOG /
+1.5500000E+081 -2
PLOG /
+1.5100000E+075 -2.
PLOG /

+3.1600000E+070 -1.

5840000E+001

3810000E+001

.3440000E+001

.1750000E+001

.8790000E+001

.4760000E+001

.1950000E+001

0000000E+001

8480000E+001

IC4H8OH-IT+02<=>TQC4H80I

+1.4200000E+036 -1.
PLOG /
+6.3600000E+104 -3.
PLOG /
+7.9600000E+103 -3.
PLOG /
+6.9900000E+096 -3.
PLOG /

+1.0400000E+088 -2.

5840000E+001

3740000E+001

3010000E+001

0480000E+001

7470000E+001

+0.

+1.

+9.

+8.

+1.

+0.

+1.

+1.

+1.

+2.

+0.

+8.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+1.

+1.

+1.

+2.

+2.

+2.

+1.

0000000E+000
+1
4188000E+004

+9.

0730000E+003

+9.

7710000E+003

+9.

2919000E+004

0000000E+000

+1.

1321000E+004

+9.

1797000E+004
+9
4808000E+004

+9.

1195000E+004

0000000E+000

+1.

2150000E+003

+9.

1424000E+004

+9.

3952000E+004

+9.

6324000E+004

1594000E+004

+1.

4741000E+004

+1.

6448000E+004

+1.

6612000E+004

+1.

5197000E+004

+1.

2402000E+004

+4.

0197000E+004

+1.

8578000E+004
+2
7287000E+004

1594000E+004
+1
2390000E+004
+1
2966000E+004
+1
0584000E+004
+1
6629000E+004

.3000000E-002

/
8690000E-001
/
8690000E+000
/
8690000E+001
/

3000000E-002

/
8690000E-001

/

.8690000E+000

/
8690000E+001
/

3000000E-002
/
8690000E-001
/
8690000E+000
/
8690000E+001
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

.0000000E+002

/

.0000000E-003

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/



PLOG /

+3.1300000E+096 -2.9620000E+001

PLOG /

+2.7900000E+105 -3.2040000E+001

PLOG /

+4.6400000E+109 -3.3120000E+001

PLOG /

+2.0600000E+111 -3.3480000E+001
IC4HB8OH-IT+02<=>QC4H70OHP

+1.4200000E+036 -1.
PLOG /
+1.1800000E+118 -3.
PLOG /
+1.9100000E+131 -4
PLOG /
+5.8100000E+138 -4
PLOG /
+5.0500000E+134 -4
PLOG /
+2.0700000E+117 -3
PLOG /
+1.7100000E+101 -2

PLOG /

+1.2500000E+089 -2.

PLOG /

+2.9800000E+079 -2.

5840000E+001

7600000E+001

.0730000E+001

.2170000E+001

.0190000E+001

.4260000E+001

.9040000E+001

5150000E+001

2090000E+001

IC4HB8OH-IT+02<=>TQC4H70HI

+1.4200000E+036 -1.
PLOG /
+1.7600000E+053 -1.
PLOG /
+4.6800000E+067 -2
PLOG /
+2.0700000E+091 -3.
PLOG /
+2.8400000E+100 -3.
PLOG /
+1.1600000E+115 -3.
PLOG /
+4.8700000E+123 -3.
PLOG /
+7.9500000E+124 -3.

PLOG /

+4.5800000E+122 -3.

5840000E+001

9870000E+001

.3920000E+001

0580000E+001

2400000E+001

5810000E+001

7830000E+001

7820000E+001

6860000E+001

IC4H8OH-IT+02<=>IC4H70H+HO2

+1.4200000E+036 -1.
PLOG /
+1.2100000E+026 -5.
PLOG /
+1.4100000E+031 -6
PLOG /
+5.0800000E+034 -7
PLOG /
+1.6700000E+034 -7
PLOG /
+2.8200000E+028 -5
PLOG /
+2.5000000E+022 -3

5840000E+001

0900000E+000

.5500000E+000

.5300000E+000

.2700000E+000

.4100000E+000

.5200000E+000

+2.

+2.

+2.

+2.

+1.

+2.

+3.

+4.

+4.

+4.

+3.

+3.

+3.

+1

+9.

+1

+1

+2.

+2.

+3.

+3.

+3.

+1.

+5.

+8.

+1.

+1.

+1.

+1.

+1.

0346000E+004

+4.

4971000E+004
+1
7657000E+004

+2.

9197000E+004

1594000E+004

+1.

6229000E+004

+1.

4079000E+004

+1.

0750000E+004

+1.

3580000E+004

+1.

1516000E+004

+4.

8094000E+004

+1.

5203000E+004

+2.

2802000E+004

.1594000E+004
+1.

0190000E+003

+1.
.1892000E+004
+1.
.7347000E+004
+1.

0041000E+004

+1.

7656000E+004

+4.

3314000E+004

+1.

5683000E+004

+2.

6374000E+004

1594000E+004
+1
7550000E+003
+1
7810000E+003
+1
1702000E+004
+1
3418000E+004
+1
3318000E+004

+4.

2314000E+004

0000000E+001

/
0000000E+001
/

.0000000E+002

/
0000000E+002
/

0000000E-003
éOOOOOOE—OOZ
éOOOOOOE—OOl
SOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+OO2
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
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PLOG /
+2.8200000E+017 -1
PLOG /
+1.9300000E+013 -7
DUP

.9900000E+000

.1000000E-001

IC4H8OH-IT+02<=>IC4H70H+HO2

+1.4200000E+036 -1
PLOG /
+2.4500000E+021 -4
PLOG /

+1.4000000E+030 -6.

PLOG /

+9.1100000E+039 -9.

PLOG /

+5.1600000E+042 -1.

PLOG /

+6.0700000E+032 -6.

PLOG /

+3.8800000E+020 -3.

PLOG /

+3.3200000E+010 -3.
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+1.2200000E+002 +2
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IC4HBOH-IT+02<=>SC4HT70H-I+HO2
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+1.4400000E+030 -6.
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PLOG /
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PLOG /
+5.0600000E+016
DUP

-3.5100000E+000

-1.9600000E+000

IC4H8OH-IT+02=>CH3COCH3+CH20+0H

+1.4200000E+036
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+3.0300000E+037
PLOG /
+1.0700000E+042
PLOG /
+9.2200000E+043
PLOG /
+1.1400000E+042
PLOG /
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PLOG /
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PLOG /
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IC4H80OH-IT+02<=>CCY (CCO) COH+OH
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PLOG /
+3.3100000E+022

-3.3700000E+000

IC4HB8OH-TI+02<=>IQJC4H8O0OH

+1.4200000E+036
PLOG /
+3.3400000E+111
PLOG /
+4.8400000E+107
PLOG /
+2.4100000E+100
PLOG /
+4 .5500000E+089
PLOG /
+1.1400000E+076
PLOG /
+9.2500000E+066
PLOG /
+6.2000000E+060
PLOG /
+1.3000000E+056

-1.5840000E+001

-3.2670000E+001

.1050000E+001

.8420000E+001

.4780000E+001

.0310000E+001

.7350000E+001

.5360000E+001

-1.3860000E+001

IC4HB8OH-TI+02<=>IC3H60OHCHO+0OH

+1.4200000E+036
PLOG /
+1.5900000E+015
PLOG /
+5.0700000E+020
PLOG /
+5.0000000E+025
PLOG /
+3.1800000E+026
PLOG /
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PLOG /
+1.7000000E+014
PLOG /
+7.9100000E+008
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+3.0300000E+004
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IC4H8OH-TI+02<=>IQC4H8OT
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PLOG /
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IC4H8OH-TI+02=>CH3COCH3+CH20+0H
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PLOG /
+4.3900000E+048
PLOG /
+9.8200000E+050
PLOG /
+3.4300000E+049
PLOG /
+2.4300000E+045
PLOG /
+4.9800000E+039
PLOG /
+7.9900000E+033
PLOG /

+1.0200000E+029 -5.

PLOG /

+7.1800000E+024 -3.

-1.

.1880000E+001

.2490000E+001

1940000E+001

.0560000E+001

.6800000E+000

.8300000E+000

2800000E+000

9900000E+000

IC4H8OH-TI+02<=>CH3+C3KET21

+1.4200000E+036 -1.
PLOG /
+2.9100000E+040 -9.
PLOG /
+9.6600000E+043 -1
PLOG /
+1.3400000E+044 -1
PLOG /
+2.5700000E+041 -9
PLOG /
+1.8200000E+036 -7
PLOG /
+8.8200000E+029 -5.

PLOG /

+1.7400000E+024 -3.

PLOG /

+2.1600000E+019 -2.
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2300000E+000

.0200000E+001

.0130000E+001

.1800000E+000

.4600000E+000

4400000E+000

6500000E+000

1200000E+000

IC4HBOH-TI+02<=>IQC4HT7OHT

+1.4200000E+036 -1.
PLOG /
+1.0300000E+115 -3.
PLOG /
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PLOG /
+5.1500000E+135 -4
PLOG /
+7.2700000E+129 -3
PLOG /
+4.5000000E+112 -3
PLOG /
+7.7200000E+097 -2
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IC4H8OH-TI+02=>IC3H50H+CH20+0H
+1.4200000E+036 -1.5840000E+001

PLOG /
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PLOG /
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PLOG /
+1.7400000E+041
PLOG /
+2.2600000E+036
PLOG /
+3.1500000E+017
PLOG /
+9.3500000E+000
PLOG /

-9.0300000E+000 +2

-7.3200000E+000 +2

-1.4000000E+000 +2

+3.7100000E+000 +1

+1.

.3613000E+004
+1
.5633000E+004
+1
.2782000E+004

+4.

.9114000E+004
+1

012 +7.4600000E+000 +1.6156000E+004 /

PLOG /

+2.

021 +1.0410000E+001 +1.3733000E+004 /
IC4H8OH-TI+02<=>CCY (CCOC) OH+OH

+1.4200000E+036 -1.

PLOG /
+3.0600000E+033
PLOG /
+6.5600000E+042
PLOG /
+8.2400000E+046
PLOG /
+4.4800000E+038
PLOG /
+1.0100000E+018
PLOG /
+1.1600000E+001
PLOG /

|
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|
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7.

9.

1.
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+1.
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+4.
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+1.

012 +7.2300000E+000 +1.2599000E+004 /

PLOG /

+2.

022 +1.0210000E+001 +1.0126000E+004 /
TQJC4HB8OH<=>TQC4H80TI

+1.4200000E+036 -1.
PLOG /
+3.7800000E+050 -1.
PLOG /
+1.4200000E+045 -1
PLOG /
+1.5000000E+040 -9
PLOG /
+3.1200000E+035 -7
PLOG /
+2.7300000E+029 -5.
PLOG /
+8.8800000E+025 -4.

PLOG /

+4.6000000E+023 -3.

PLOG /
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TQJC4H80OH<=>QC4H70HP
+1.4200000E+036 -1.5840000E+001
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+9.1600000E+062 -1.8020000E+001

PLOG /
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+1.9100000E+043 -1.0150000E+001

PLOG /

+7.6800000E+036 -8.0500000E+000

PLOG /

+3.4900000E+032 -6.6400000E+000

PLOG /

+1.7700000E+029 -5.5700000E+000
TQJC4H8OH<=>TQC4H70OHTI

+1.4200000E+036 -1.
PLOG /
+9.5700000E+058 -1.
PLOG /
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PLOG /
+8.3000000E+049 -1
PLOG /
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PLOG /
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PLOG /
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PLOG /
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PLOG /
+1.1300000E+040 -9
PLOG /
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PLOG /
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PLOG /
+1.9700000E+022 -3
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+2.

+1.

+3.

+3.

+3.

+3.

+3.

+3.

+1.

4926000E+004

+4.

3267000E+004
+1
2089000E+004

+2.

1173000E+004

1594000E+004

+1.

8293000E+004

+1.

8593000E+004

+1.

8031000E+004

+1.

6905000E+004

+1.

4865000E+004

+4.

3581000E+004

+1.

2704000E+004

+2.

2035000E+004

1594000E+004

+1.

1755000E+004

+1.

0945000E+004

+1.

9850000E+004

+1.

8498000E+004

+1.

6873000E+004

+4.

5861000E+004

+1.

5208000E+004

+2.

4740000E+004

1594000E+004
+1
6743000E+004
+1
6143000E+004
+1
4990000E+004
+1
3438000E+004
+1
1502000E+004

+4.

0275000E+004
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/
0000000E+001
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.0000000E+002

/
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.0000000E-003

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/
0000000E+001

/



PLOG /

+3.4300000E+019 -2.7200000E+000

PLOG /

+3.6900000E+017 -2.0900000E+000
TQJC4HB8OH<=>IC4HT70H+HO2

+1.4200000E+036 -1.
PLOG /
+9.7300000E+065 -1.
PLOG /
+1.0400000E+064 -1.
PLOG /
+7.9000000E+059 -1.
PLOG /
+9.3500000E+053 -1
PLOG /
+4.1300000E+044 -1
PLOG /
+6.5700000E+038 -8
PLOG /
+8.3200000E+034 -7

PLOG /

+9.4600000E+031 -6.

DUP

5840000E+001

8500000E+001

7250000E+001

5590000E+001

.3490000E+001

.0390000E+001

.4900000E+000

.2300000E+000

2800000E+000

TQJC4H80OH<=>IC4H70H+HO2

+1.4200000E+036 -1.
PLOG /
+5.2700000E+064 -1.
PLOG /
+4.8200000E+062 -1
PLOG /
+3.4200000E+058 -1
PLOG /
+4.0500000E+052 -1
PLOG /
+1.9300000E+043 -9
PLOG /
+3.2800000E+037 -7
PLOG /
+4.3500000E+033 -6

PLOG /

+5.1300000E+030 -5.

DUP

5840000E+001

8000000E+001

.6740000E+001

.5070000E+001

.2970000E+001

.8800000E+000

.9900000E+000

.7400000E+000

7900000E+000

QC4HT7OHP<=>IC4HT70H+HO2

+1.4200000E+036 -1.
PLOG /
+3.2900000E+057 -1.
PLOG /
+9.6500000E+058 -1
PLOG /
+2.1900000E+050 -1
PLOG /
+1.6700000E+049 -1
PLOG /
+7.0800000E+040 -9
PLOG /
+1.3200000E+030 -5
PLOG /
+1.1500000E+030 =5

5840000E+001

5640000E+001

.5750000E+001

.2660000E+001

.2050000E+001

.2600000E+000

.8200000E+000

.8000000E+000

+2.

+2.

+1.

+4.

+4.

+4.

+4.

+4.

+3.

+3.

+3.

+1.

+4.

+4.

+4.

+4.
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+3.

+3.

+3.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+1.

9477000E+004
+2
8900000E+004

1594000E+004
+1
2975000E+004
+1
4419000E+004

+1.

4504000E+004

+1.

3566000E+004

+1.

1279000E+004

+4.

9745000E+004

+1.

8675000E+004

+2.

7849000E+004

1594000E+004

+1.

2872000E+004
+1
4284000E+004
+1
4348000E+004
+1
3402000E+004
+1
1120000E+004

+4.

9593000E+004
+1
8527000E+004

+2.

7706000E+004

1594000E+004

+1.

8576000E+004
+1
9927000E+004
+1
8547000E+004
+1
9204000E+004
+1
7188000E+004

+4.

4071000E+004
+1
4053000E+004
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/
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/

.0000000E-003

/
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/
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/
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/

0000000E-003
/
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.0000000E+000
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/
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/
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/
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/

.0000000E+001

/
0000000E+001

/

.0000000E+002

/



PLOG /

+1.1200000E+030 -5.8000000E+000
QC4H7OHP<=>CCY (CCO) COH+OH

+1.4200000E+036 -1.

PLOG /
+1.1100000E+051
PLOG /
+5.5800000E+051
PLOG /
+3.0300000E+044
PLOG /
+1.4200000E+044
PLOG /
+9.6900000E+037
PLOG /
+5.9000000E+029
PLOG /
+5.2700000E+029
PLOG /

+5.1500000E+029 -5.

-1.

5840000E+001

2970000E+001

.2870000E+001

.0280000E+001

.9800000E+000

.9300000E+000

.3000000E+000

.2900000E+000

2800000E+000

TQC4H80I=>CH3COCH3+CH20+0H

+1.4200000E+036 -1.
PLOG /
+8.0900000E+038 -9.
PLOG /
+9.0900000E+039 -9
PLOG /
+1.8900000E+041 -1
PLOG /
+7.4700000E+023 -4
PLOG /
+2.9500000E+033 -6
PLOG /
+4.2400000E+036 -7
PLOG /
+7.8300000E+036 -7

PLOG /

+7.6300000E+035 -7.

5840000E+001

9100000E+000

.9300000E+000

.0020000E+001

.1000000E+000

.7500000E+000

.5600000E+000

.5400000E+000

1700000E+000

TQC4HT70OHI<=>C2CY (COC) OH+OH

+1.4200000E+036 -1.
PLOG /
+1.1000000E+031 -7.
PLOG /
+1.3700000E+032 -7
PLOG /
+3.3400000E+033 -7
PLOG /
+1.8600000E+023 -3
PLOG /
+9.8800000E+031 -6
PLOG /
+1.2500000E+034 -6
PLOG /
+7.7300000E+033 -6
PLOG /
+2.1300000E+033 -6.

5840000E+001

2100000E+000

.2400000E+000

.3500000E+000

.6800000E+000

.2300000E+000

.7800000E+000

.6700000E+000

4500000E+000

TQC4HT70OHI<=>SC4H70OH-I+HO2
+1.4200000E+036 -1.5840000E+001

+2.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+2.
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+1.
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+1.

+2.
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7491000E+004

+4.

5095000E+004

+1.

5081000E+004

+2.

5078000E+004

1594000E+004

+1.

9096000E+004

+1.

9135000E+004

+1.

9407000E+004

+1.
.4658000E+004
+1.
.8685000E+004
+4.
.0307000E+004
+1.

0747000E+004

+2.

0641000E+004

.1594000E+004
+1.
.4640000E+004
+1.

4716000E+004

+1.

5127000E+004
+1
2864000E+004
+1
6040000E+004
+4
7056000E+004
+1
7176000E+004
+2
7170000E+004

1594000E+004

0000000E+002
/

.0000000E-003

/

.0000000E-002

/

.0000000E-001

/
0000000E+000

/
0000000E+001

/
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.0000000E+000

/

.0000000E+001

/

.0000000E+001

/

.0000000E+002

/

.0000000E+002

/



PLOG /
+6.0100000E+027
PLOG /
+7.7800000E+028
PLOG /
+3.2700000E+030
PLOG /
+2.8100000E+017
PLOG /
+1.9200000E+026
PLOG /
+7.6100000E+027
PLOG /

+1.9100000E+026 -4.

PLOG /

+2.9400000E+024 -4.

.2700000E+000

.3000000E+000

.4800000E+000

.8200000E+000

.2200000E+000

.4900000E+000

8600000E+000

1800000E+000

IQJC4H8OH<=>IC3H60OHCHO+OH

+1.4200000E+036 -1.
PLOG /
+3.5800000E+071 -2.
PLOG /
+9.6700000E+071 -2
PLOG /
+3.3900000E+067 -1
PLOG /
+7.2600000E+058 -1
PLOG /
+4.5700000E+046 -1
PLOG /
+4.3100000E+038 -8

PLOG /

+2.1200000E+033 -6.

PLOG /

+2.7200000E+029 -5.

5840000E+001

0620000E+001

.0080000E+001

.8180000E+001

.5090000E+001

.1010000E+001

.3800000E+000

6600000E+000

4100000E+000

IQC4H7OHT=>IC3H50H+CH20+0H

+1.4200000E+036 -1.
PLOG /
+4.2500000E+016 -3.
PLOG /
+2.9800000E+033 -8
PLOG /
+3.4600000E+038 -8
PLOG /
+7.0700000E+028 -5
PLOG /
+2.0100000E+013 -4
PLOG /
+1.4300000E+013 -3
PLOG /
+1.3800000E+013 -3
PLOG /

+1.3700000E+013

-3.

5840000E+001

6600000E+000

.0100000E+000

.8300000E+000

.4600000E+000

.3000000E-001

.8000000E-001

.8000000E-001

7000000E-001

IQC4H70OHT<=>CCY (CCOC) OH+OH
+1.4200000E+036 -1.5840000E+001

PLOG /

+1.1200000E+025 -5.5900000E+000

PLOG /

+7.2000000E+032 -7.6000000E+000

+1.

+1.

+1.
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+1.

+1.

+1.
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+1.
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+1.

+2.

+1.

4658000E+004

+1.

4733000E+004

+1.
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+1.
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+1.

6146000E+004

+4.
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+1.

7429000E+004

+2.
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1594000E+004

+1.

2656000E+004

+1.

4935000E+004

+1.

5330000E+004

+1.

4016000E+004

+1.

1172000E+004

+4.

9054000E+004

+1.

7587000E+004

+2.

6486000E+004

1594000E+004

+1.
.9364000E+004
+1.

7106000E+004

+1.

1412000E+004

+1.

9633000E+004

+1.

5278000E+004

+4.

5238000E+004

+1.

5234000E+004

+2.

5233000E+004

1594000E+004

+1.

9349000E+004

+1.

3093000E+004
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0000000E+000
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0000000E-003
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PLOG / +1.
+2.2200000E+034 -7.6500000E+000 +2.5130000E+004
PLOG / +1.
+2.4000000E+027 -5.2800000E+000 +2.3663000E+004
PLOG / +1.
+2.2400000E+017 -2.0400000E+000 +2.0810000E+004
PLOG / +4
+1.8200000E+017 -2.0100000E+000 +2.0786000E+004
PLOG / +1.
+1.7800000E+017 -2.0100000E+000 +2.0783000E+004
PLOG / +2.
+1.7700000E+017 -2.0100000E+000 +2.0782000E+004
TQC4H7OHT<=>IC4H700H+0OH

+1.4200000E+036 -1.5840000E+001 +1.1594000E+004
PLOG / +1.
+6.0700000E+013 -4.2100000E+000 +2.2478000E+004
PLOG / +1.
+9.7400000E+039 -1.0890000E+001 +3.3616000E+004
PLOG / +1.
+2.1800000E+049 -1.2650000E+001 +4.0359000E+004
PLOG / +1.
+3.3200000E+037 -8.4200000E+000 +3.8539000E+004
PLOG / +1.
+2.3400000E+016 -1.5600000E+000 +3.2712000E+004
PLOG / +4.
+1.4400000E+016 -1.4900000E+000 +3.2656000E+004
PLOG / +1.
+1.3800000E+016 -1.4800000E+000 +3.2651000E+004
PLOG / +2.
+1.3700000E+016 -1.4800000E+000 +3.2649000E+004
IQC4H8OT=>CH3COCH3+CH20+0H

+3.6400000E+009 +1.3000000E+000 +2.3700000E+004
IQC4H80T<=>CH3+C3KET21

+4.9500000E+010 +8.3000000E-001 +2.7900000E+004
IQC4H70HT<=>CH2COHCH200H+CH3

+4.9500000E+010 +8.3000000E-001 +2.7900000E+004
C2CY (COC) OH+OH=>IC3H6CO+0OH+H20

+2.2600000E+003 +2.7300000E+000 -4.6880000E+003

C2CY (COC) OH+HO2=>IC3H6CO+0OH+H202
+8.6000000E+000 +3.4600000E+000 +9.7323260E+003
CCY (CCO) COH+OH=>IC3H5CHO+OH+H20

+5.6600000E+002 +2.9300000E+000 -4.0394000E+003
CCY (CCO) COH+HO2=>IC3H5CHO+OH+H202

001 +3.9800000E+000 +9.0567000E+003

CCY (CCO) COH+OH=>PC3H40H-2+CH20+H20
+1.2600000E+003 +2.9700000E+000 -2.6606000E+003
CCY (CCO) COH+HO2=>PC3H40H-2+CH20+H202

005 +5.2600000E+000 +8.2679000E+003

CCY (CCOC) OH+OH=>CH20+SC3H40H+H20
+5.6600000E+002 +2.9300000E+000 -4.0394000E+003
CCY (CCOC) OH+HO2=>CH20+SC3H40H+H202

001 +3.9800000E+000 +9.0567000E+003
IC3H60HCHO+OH=>TC3H6OH+CO+H20

+6.1329900E+004 +2.6500000E+000 -4.5864000E+003
IC3H60HCHO+H=>TC3H60H+CO+H2

+8.6600000E+005 +2.3000000E+000 +1.4260000E+003
IC3H60HCHO+HO2=>TC3H60H+CO+H202

004 +5.0000000E+000 +3.4290000E+003

0000000E-001
/
0000000E+000
/
0000000E+001
/

.0000000E+001

/
0000000E+002
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/

+1

+1

+1

+1

.8100000E-

.4000000E-

.8100000E-

.0100000E-



IC3H60OHCHO+CH3=>TC3H6OH+CO+CH4
+3.9400000E+000 +3.6000000E+000
TC3H60H<=>CH3COCH3+H
+8.9810000E+011 +2.7100000E-001
TC3H60OH<=>IC3H50H+H
+4.2110000E+010 +1.0050000E+000
TC3H60H+02<=>CH3COCH3+HO0O2
+2.2300000E+013 +0.0000000E+000
TQC4H70HI+02<=>TQC4H70HIO2
+3.4900000E+014 -8.1600000E-001
TQC4HT70OHIO2<=>TQC4H7OHTO2
+2.9560000E+009 +4.0000000E-002
TQC4HT70OHIO2<=>TQC4H7OHIQO-I
+2.5600000E+012 -1.3000000E-001
TQC4HT7OHIO2<=>TQC4H7OHIQ-P

+5.6900000E+008 +7.8000000E-001 +2.

TQC4H70HIQ-I=>HO2CHO+CH3COCH3+0H

+5.8190000E+005 +2.4000000E+000 +2.

TQC4HTOHIQ-I<=>IC4KETIT+HO2
+1.8290000E+010 +7.9000000E-001
TQC4HTOHIQ-P<=>TIC3H5COHQ+HO2
+1.8300000E+010 +7.9000000E-001
TQC4HTOHIQ-P<=>CH2CQCOHQ+CH3
+5.3800000E+011 +7.0000000E-002
TQC4H7OHIQ-P=>IC3H5Q+HOCHO+O0OH
+5.3800000E+011 +7.0000000E-002
TQC4H7OHIQ-P<=>COHQCYC (COC) +OH
+2.2800000E+008 +1.2900000E+000
TQC4HTOHIQ-P<=>QCYC (CCOC) OH+OH
+4.5800000E+015 -1.0800000E+000
TQC4H7OHTO2<=>HOCOCQ (CH3) 2+0H
+1.7500000E+008 +1.7000000E+000
HOCOCQ (CH3) 2=>CO+CH3COCH3+20H
+1.5900000E+020 -1.5000000E+000
IC3H5COHQ=>HOCHO+C3H5-T+0OH
+1.5900000E+020 -1.5000000E+000
CH2CQCOHQ=>HOCHO+CH2CO+20H
+1.5900000E+020 -1.5000000E+000
CH2CQCOHQ=>HCO+CH2CO+30H
+1.5900000E+020 -1.5000000E+000
IC3H5Q0=>CH2CO+CH3+0H
+1.5900000E+020 -1.5000000E+000 +4
COHQCYC (COC) =>HOCHO+CH20+C2H3+0H
+1.5900000E+020 -1.5000000E+000 +4
QCYC (CCOC) OH=>HOCHO+CH2CO+CH3+0H
+1.5900000E+020 -1.5000000E+000 +4
TQCA4HTOHT+02<=>TQC4HT7OHTO2
+6.8700000E+016 -1.6270000E+000 +1
IQC4H7OHTO2<=>IQC4H80TQ-I
+4.1300000E+007 +1.0000000E+000 +2
IQC4H7OHTO2<=>IQC4HT7OHTQ-P
+2.0630000E+007 +1.0000000E4+000 +2
IQC4H70HTO2<=>CHOC (CH3) OHCH2Q+0H
+1.2000000E+010 +3.5000000E-001 +1
TIQC4H80TQ-I=>0H+CH20+C3KET21
+1.2000000E+010 +3.5000000E-001 +1
TQC4H80TQ-I<=>CH3+CO (CH200H) 2
+2.7400000E+013 +2.4000000E-001 +2

+4.

+3.

+4.

+0.

-5.

+1.

+3.

+1.

+1.

+2.

+2.

+9.

+1.

+2.

+4.

+4.

+4.

+4.

2230000E+003

2990000E+004

0900000E+004

0000000E+000

3649000E+002

6350000E+004

4360000E+004

1850000E+004

2790000E+004

5100000E+004

5100000E+004

4800000E+004

4800000E+004

8900000E+003

8440000E+004

6000000E+004

2879460E+004

2879460E+004

2879460E+004

2879460E+004

.2879460E+004

.2879460E+004

.2879460E+004

.9870000E+002

.1070000E+004

.1070000E+004

.5700000E+004

.5700000E+004

.9830000E+004



IQC4H70OHTQ-P=>0H+CH20+CH2COHCH200H
+1.2000000E+010 +3.5000000E-001 +1
IQCA4H7OHTQ-P<=>OH+IC4H6Q2-1T

+1.0000000E+011 +0
PLOG /
+2.5300000E+040 -9
PLOG /
+2.5400000E+037 -8
PLOG /
+1.1200000E+031 -6
PLOG /
+1.9800000E+021 -3
PLOG /

+1.9500000E+010 +1

.0000000E+000

.9100000E+000

.7200000E+000

.5300000E+000

.3400000E+000

.5400000E-001

CH2COHCH200H=>0OH+CH20+CH2CO+H

+1.5900000E+020 -1

.5000000E+000

IC4H6Q2-II=>0H+CH20+HO2+C3H4-A

+1.5900000E+020 -1

.5000000E+000

CO (CH200H) 2=>20H+2CH20+CO
+1.5900000E+020 -1.5000000E+000 +4
CHOC (CH3) OHCH2Q=>0OH+CH20+H+CH3COCHO
+1.5900000E+020 -1.5000000E+000 +4
CH3COCHO+OH=>2CO+CH3+H20

+6.1329948E+004 +2

.6541900E+000

IC4H7+HO2<=>IC4H700H

+1.0000000E+011 +0
PLOG /
+1.9100000E+031 -7
PLOG /
+6.3100000E+042 -1
PLOG /
+1.0300000E+045 -1
PLOG /
+2.7900000E+037 -7
PLOG /
+1.4400000E+032 -6

.0000000E+000

.2300000E+000

.0300000E+001

.0600000E+001

.9200000E+000

.0100000E+000

IC4H7+HO2<=>IC4HT70+0H

+1.0000000E+011 +0
PLOG /
+1.0200000E+013 -1
PLOG /
+4.9800000E+014 -6
PLOG /
+7.7700000E+017 -1
PLOG /
+2.9300000E+015 -6
PLOG /

+1.6400000E+004 +2

.0000000E+000

.5800000E-001

.4200000E-001

.5200000E+000

.8400000E-001

.7400000E+000

IC4H7+HO2<=>IC3H5CHO+H20

+1.0000000E+011 +0
PLOG /
+1.0900000E+000
PLOG /
+6.3500000E+001
PLOG /
+6.0500000E+005
PLOG /
+3.1000000E+005

+3

+2

+1

+1

.0000000E+000

.0100000E+000

.5000000E+000

.3900000E+000

.5900000E+000

+0.

+3.

+3.

+3.

+2.

+2.

+4.

+4.

-4

+0.

+1.

+5.

+7.

+6.

+6.

+0.

+2.

+3.

+1.

+0.

+5.

+2.

.5700000E+004

0000000E+000
+1
2631400E+004
+1
2909500E+004
+1
1806600E+004

+1.

9137800E+004

+1.

5612000E+004

2879460E+004

2879460E+004

.2879460E+004

.2879460E+004

.5864000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003
+1
8515000E+003

+1.

4979000E+003

+1.

0536000E+003

0000000E+000

+1.

.4170000E+003

+1.

.4910000E+002
+1
3792000E+003

+1.

6153000E+003
+1
1444000E+003

0000000E+000
+1
.4211000E+003
+1
.3414000E+003
+1
9510000E+002
+1
6776000E+003

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002

/
0000000E-001

/

.0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-002
/
0000000E-001
/

.0000000E+000

/
0000000E+001

/

.0000000E+002

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/



PLOG /

+1.

005 +4.5900000E+000 +9.2750000E+002 /
IC4H700H<=>IC3H5CHO+H20

+1.0000000E+011 +0.
PLOG /
+1.9900000E+050 -1.
PLOG /
+4.7200000E+047 -1.
PLOG /
+1.5000000E+040 -8.
PLOG /
+2.5400000E+028 -5.
PLOG /

+1.4800000E+016 -1.

0000000E+000

2700000E+001

1500000E+001

8400000E+000

0000000E+000

1200000E+000

IC4HT7O0OH<=>IC4H/0+0H

+1.0000000E+011 +0.
PLOG /
+1.4900000E+058 -1.
PLOG /
+1.8000000E+054 -1
PLOG /
+3.3600000E+046 -9
PLOG /
+2.3900000E+036 -6.
PLOG /
+1.2800000E+027 -3.

IC4H70<=>IC3H50CH2

+1.0000000E+011 +0.
PLOG /
+3.1700000E+020 -4.
PLOG /
+4.7900000E+024 -5.
PLOG /
+1.9000000E+026 -5.
PLOG /
+1.5100000E+028 -5.
PLOG /
+2.4200000E+028 -5.
PLOG /
+5.5700000E+024 -3.
PLOG /

+1.3500000E+018 -1.
IC4H70<=>IC3H6CHO

+1.0000000E+011 +0.
PLOG /
049 +1.5500000E+001
PLOG /
088 +2.7600000E+001
PLOG /
022 +8.3800000E+000
PLOG /
+6.2300000E+012 -1.
PLOG /
+3.4800000E+042 -9.
PLOG /
+1.8800000E+038 -8.
PLOG /

+1.6700000E+021 -2.

0000000E+000

3900000E+001

.2400000E+001

.8100000E+000

5400000E+000

6100000E+000

0000000E+000

1500000E+000

0300000E+000

1600000E+000

4000000E+000

1700000E+000

8600000E+000

7300000E+000

0000000E+000

+0

+5.

+5.

+5.

+4.

+4.

+0.

+5.

+5.

+5.

+4.

+4.

+0.

+1

+1

+1

+1

+1

+1

+1

+0

.0000000E+000
+1
3531900E+004
+1
4360900E+004
+1
3179200E+004

+1.

9919400E+004

+1.

5949300E+004

0000000E+000

+1.

4266900E+004

+1.

4193800E+004

+1.

2468500E+004

+1.

9429000E+004

+1.

6333100E+004

0000000E+00O0

+1.

.2121300E+004

+1.

.4606100E+004

+1.

.6124400E+004

+1.

.8165400E+004

+1.

.9691200E+004

+1.

.9395200E+004

+1.

.7386500E+004

.0000000E+000

+1.

-1.5639900E+004 /

+1.

-3.5995000E+004 /

+1.

-3.8190000E+003 /

4400000E+000

9100000E+000

1600000E+000

7400000E+000

+1

+2

+2

+2

+1
.0829200E+004
+1
.5297900E+004
+1
.5974500E+004
+1
.0337700E+004

0000000E+002

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/
0000000E+001

/
0000000E+002

/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-003

/
0000000E-002

/
0000000E-001

éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+OO3
/

0000000E-003
0000000E-002

0000000E-001

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

.0000000E+003

/

+5.0700000E-

+5.2500000E-

+1.4600000E-

+4.4400000E-



IC4H70<=>C3H5-T+CH20

+1.0000000E+011 +0.
PLOG /
+7.2600000E+006 +1.
PLOG /
+6.9700000E+016 -2
PLOG /
+6.6400000E+023 -4
PLOG /
+1.0700000E+026 -4.
PLOG /
+6.5000000E+029 -5.
PLOG /
+4.6300000E+031 -5.
PLOG /

+8.5200000E+025 -3.

IC4H70<=>IC3H5CHO+H

+1.0000000E+011 +0.
PLOG /
+3.0000000E+015 -2.
PLOG /
+1.5000000E+022 -3
PLOG /
+1.9500000E+023 -3
PLOG /
+1.1500000E+025 -4
PLOG /
+1.7600000E+028 -4
PLOG /
+1.4100000E+027 -4.
PLOG /

+2.5700000E+020 -2.
IC4H70<=>C3H6+HCO

+1.0000000E+011 +0.
PLOG /
+6.6200000E+016 -2.
PLOG /
+1.2600000E+020 -3
PLOG /
+2.1300000E+021 -3
PLOG /
+1.0700000E+024 -4
PLOG /
+8.4200000E+025 -4
PLOG /
+1.8600000E+021 -2
PLOG /
+4.7500000E+008 +1.

0000000E+000

8200000E-001

.5000000E+000

.2300000E+000

5600000E+000

3700000E+000

5900000E+000

6100000E+000

0000000E+000

3100000E+000

.9600000E+000

.9900000E+000

.2400000E+000

.8900000E+000

2800000E+000

0600000E+000

0000000E+000

8400000E+000

.5300000E+000

.6400000E+000

.1600000E+000

.4000000E+000

.7300000E+000

1400000E+000

IC3H50CH2<=>C3H5-T+CH20

+1.0000000E+011 +0.
PLOG /
+3.3000000E+009 -6.
PLOG /
+3.3600000E+021 -3.
PLOG /
+2.9100000E+029 -5.
PLOG /

+1.8300000E+034 -6.

0000000E+000

3800000E-001

9000000E+000

9000000E+000

9400000E+000

+0.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+0.

+1.

+1.

+1.

+2.

+2.

+2.

+2.

+0.

+1.

+1

+1.

+1.

+2.

+2.

+2.

+0.

+1.

+2.

+2.

+3.

0000000E+000

+1.

7815500E+004

+1.

0878700E+004

+1.

3565000E+004

+1.

4622900E+004

+1.

6645000E+004

+1.

8915300E+004

+1.

7863400E+004

0000000E+000

+1.

4667900E+004

+1.

8283000E+004

+1.

9143300E+004

+1.

0311200E+004

+1.

2765200E+004

+1.

3770600E+004

+1.

2040100E+004

0000000E+000

+1.

3197000E+004

+1.
.5469200E+004
+1.

6584500E+004

+1.

8985000E+004

+1.

2382600E+004

+1.

3658800E+004

+1.

0922500E+004

0000000E+000

+1.

9747800E+004

+1.

3945200E+004

+1.

7249700E+004

+1.

0690400E+004

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+003
/

0000000E-003
/
0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/
0000000E+003
/

0000000E-003
éOOOOOOE—OOZ
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOZ
éOOOOOOE+003
/

0000000E-003
/
0000000E-002

/
0000000E-001

/
0000000E+000

/



PLOG /

+1.

+9.7200000E+033 -6.5000000E+000 +3.3002500E+004

PLOG /

+1.

+2.6800000E+027 -4.2600000E+000 +3.3305600E+004

PLOG /

+1.

+8.8100000E+014 -3.2600000E-001 +3.1553100E+004
IC3H50CH2<=>IC3H6CHO
+1.0000000E+011 +0.0000000E+000 +0

PLOG /

.0000000E+000

+1.

092 +2.7800000E+001 -3.7321200E+004 /

PLOG /

+1.

011 +3.7000000E+000 -2.7669000E+003 /

PLOG /

+5.1100000E+015 -2.

PLOG /

+4.4800000E+025 -5.

PLOG /

+3.9700000E+034 -7.

PLOG /

+5.6200000E+022 -3.

PLOG /

+2.5100000E+020 -2.

7600000E+000

2000000E+000

4100000E+000

5600000E+000

6300000E+000

IC3H50CH2<=>IC3H5CHO+H

+1.0000000E+011 +0.
PLOG /
+4.9300000E+024 -5.
PLOG /
+2.1400000E+028 -5
PLOG /
+1.9300000E+032 -6
PLOG /
+8.6000000E+034 -7
PLOG /
+2.1700000E+034 -6
PLOG /
+4.1700000E+028 -4

PLOG /

+3.9800000E+018 -1.

0000000E+000

0500000E+000

.8000000E+000

.6400000E+000

.1100000E+000

.6400000E+000

.7100000E+000

6200000E+000

IC3H50CH2<=>C3H6+HCO

+1.0000000E+011 +0.
PLOG /
+8.2300000E+026 -5.
PLOG /
+1.3200000E+029 -6.
PLOG /
+3.4700000E+032 -6.
PLOG /
+1.4400000E+036 -7.
PLOG /
+9.7200000E+037 -8.
PLOG /
+2.4300000E+031 -5.

PLOG /

+3.7300000E+014 -7.

0000000E+000

8400000E+000

2100000E+000

9600000E+000

7600000E+000

0200000E+000

8100000E+000

2600000E-001

IC3H6CHO<=>C3H5-T+CH20
+1.0000000E+011 +0.0000000E+000 +0

PLOG /

+1

+2.

+2.

+2.

+2.

+0.

+2.

+2

+2

+2

+3.

+3.

+3.

+0.

+1

+2.

+2.

+2.

+3.

+3.

+3.

+1.

.5937600E+004

+1.

1532200E+004

+1.

8116900E+004

+1.

5806700E+004

+1.

9288400E+004

0000000E+000

+1.

0108400E+004

+1.

.2219400E+004

+1.

.5108200E+004

+1.

.8209100E+004

+1.

0647600E+004

+1.

1231900E+004

+1.

0129800E+004

0000000E+000

+1.

.9356900E+004

+1.

1293600E+004

+1.

4197300E+004

+1.

8007800E+004

+1.

2394600E+004

+1.

4295800E+004

+1.

2008300E+004

.0000000E+000

+1.

069 +2.1500000E+001 +2.6380000E+003 /

0000000E+001
/
0000000E+002
/
0000000E+003
/

0000000E-003
0000000E-002

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+OO3
/

0000000E-003
éOOOOOOE—OOZ
éOOOOOOE—OOl
SOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+OO3
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+003
/

0000000E-003

+8.0100000E-

+7.7800000E-

+6.8900000E-



PLOG /

+1.

033 +1.1100000E+001 +1.6749100E+004 /

PLOG /
+6.1100000E+026
PLOG /
+8.0400000E+035
PLOG /
+5.5200000E+040
PLOG /
+5.8500000E+035
PLOG /
+1.9300000E+019

-6.

-8.

-9.

-7.

-1.

0100000E+000 +4

3100000E+000

1900000E+000

1800000E+000

9400000E+000

IC3H6CHO<=>IC3H5CHO+H

+1.0000000E+011
PLOG /
+1.6100000E+010
PLOG /
+5.8400000E+015
PLOG /
+3.6400000E+023
PLOG /
+7.5800000E+031
PLOG /
+2.8600000E+032
PLOG /
+1.5700000E+023
PLOG /
+4.5200000E+012

IC3H6CHO<=>C3H6+HCO

+1.0000000E+011
PLOG /
+2.9000000E+032
PLOG /
+5.3000000E+033
PLOG /
+2.0000000E+035
PLOG /
+1.0100000E+034
PLOG /
+9.7600000E+027
PLOG /
+2.1100000E+019
PLOG /
+1.5900000E+013

+0.

+2.

+0.

+6.

.2400000E+000

.6100000E+000

.6000000E+000

.6300000E+000

.3000000E+000

.1400000E+000

.2400000E+000

.2800000E+000

.4100000E+000

.7000000E+000

.6300000E+000

.8500000E+000

0000000E+000

1400000E-001

0000000E+000

3000000E-002

C3H5-T+CH20<=>IC3H5CHO+H

+1.0000000E+011
PLOG /
+2.6000000E+004
PLOG /
+5.1300000E+004
PLOG /
+3.9900000E+005
PLOG /
+1.7500000E+007
PLOG /
+1.3500000E+009
PLOG /
+2.2400000E+011

+0.

+2.

+2.

+1.

+1.

+9.

+3.

0000000E+000

2600000E+000

1700000E+000

9100000E+000

4500000E+000

3300000E-001

5700000E-001

+4.

+5.

+5.

+4.

+0.

+3.

+3.

+3.

+3.

+3.

+3.

+3.

+0.

+2.

+2.

+2.

+3.

+2.

+2.

+2.

+0.

+1.

+1.

+2.

+3.

+5.

+8.

+1
.4116700E+004
+1
6919700E+004
+1
0508700E+004
+1
2038400E+004

+1.

8440000E+004

0000000E+000

+1.

2371300E+004
+1
2878400E+004

+1.

4275300E+004

+1.

7895400E+004

+1.

9990700E+004

+1.

8011700E+004

+1.

4570500E+004

0000000E+000

+1.

5687500E+004

+1.

7100600E+004

+1.

9027300E+004

+1.

0018100E+004

+1.

8923900E+004

+1.

6239800E+004

+1.

4086300E+004

0000000E+000
+1
5103000E+003
+1
6755000E+003
+1
2183000E+003
+1
4280000E+003
+1
1730000E+003
+1
0013000E+003

0000000E-002 +5.3400000E-

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/
0000000E+003

/

0000000E-003
/

.0000000E-002

éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
éOOOOOOE+OO3
/

0000000E-003
éOOOOOOE—OO2
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+OO3
/

.0000000E-003

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/



PLOG /
+6.0100000E+005 +2.

0900000E+000

C3H5-T+CH20<=>C3H6+HCO

+1.0000000E+011 +0.
PLOG /
+1.1100000E+007 +1.
PLOG /
+2.4700000E+007 +9.
PLOG /
+2.4700000E+008 +7
PLOG /
+1.4200000E+010 +2
PLOG /
+3.4500000E+013 -7.
PLOG /
+3.3100000E+014 -8.
PLOG /

+1.6500000E+001 +3.

0000000E+000

0900000E+000

9300000E-001

.0400000E-001

.0900000E-001

2600000E-001

6600000E-001

1700000E+000

IC4HT7+CH302<=>IC4H70+CH30

+1.0000000E+011 +0.
PLOG /
+3.3300000E+012 -1.
PLOG /
+1.6600000E+014 -6.
PLOG /
+2.5950000E+017 -1.
PLOG /
+9.7800000E+014 -6.
PLOG /
+5.4700000E+003 +2.

0000000E+000

5800000E-001

4200000E-001

5200000E+000

8400000E-001

7400000E+000

IC4H7+CH302<=>IC4H700CH3

+1.0000000E+011 +0.
PLOG /
+1.9100000E+031 -7
PLOG /
+6.3100000E+042 -1.
PLOG /
+1.0300000E+045 -1
PLOG /
+2.7900000E+037 -7.
PLOG /
+3.4000000E+029 -5.

0000000E+000

.2300000E+000

0300000E+001

.0600000E+001

9200000E+000

2800000E+000

IC4H700CH3<=>IC4H70+CH30

+1.0000000E+011 +0.
PLOG /
+1.4900000E+058 -1.
PLOG /
+1.8000000E+054 -1.
PLOG /
+3.3600000E+046 -9.
PLOG /
+2.3900000E+036 -6.
PLOG /

+2.5600000E+027 -3.

0000000E+000

3900000E+001

2400000E+001

8100000E+000

5400000E+000

6100000E+000

IC4HT702+IC4H7<=>IC4HT70+IC4H70

+1.0000000E+011 +0.
PLOG /
+2.5500000E+012 -1.

0000000E+000

5800000E-001

+7.

+0.

+1.

+1.

+2.

+3.

+6.

+1.

+9.

+0.

+2.

+3.

+1.

+0.

+1.

+5.

+7

+6.

+4.

+0.

+5.

+5.

+5.

+4.

+4.

+0.

+1.

8956000E+003

0000000E+000
+1
8072000E+003
+1
9949000E+003
+1
5962000E+003

+1.

9342000E+003

+1.

9443000E+003

+1.

0965700E+004

+1.

3998000E+003

0000000E+000

+1.
.4170000E+003

+1.
.4910000E+002

+1.

3792000E+003

+1.

6153000E+003

+1.

1444000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003

+1.
.8515000E+003
+1.

4979000E+003

+1.

5398000E+003

0000000E+000

+1.

4266900E+004
+1
4193800E+004
+1
2468500E+004
+1
9429000E+004
+1
6333100E+004

0000000E+000
+1

.4170000E+003

0000000E+003
/

.0000000E-003

/

.0000000E-002

/

.0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/
0000000E+003

/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/

.0000000E-001

/

.0000000E+000

/

.0000000E+001

/

.0000000E+002

/

.0000000E-002

/



PLOG /
+1.2500000E+014
PLOG /
+1.9400000E+017
PLOG /
+7.3300000E+014
PLOG /
+4.1000000E+003

-6.4200000E-001

-1.5200000E+000

-6.8400000E-001

+2.7400000E+000

IC4H702+IC4H7<=>IC4H700IC4H7

+1.0000000E+011
PLOG /
+4.7800000E+030
PLOG /
+1.5800000E+042
PLOG /
+2.5800000E+044
PLOG /
+6.9800000E+036
PLOG /
+3.6000000E+031

+0.0000000E+000
.2300000E+000
.0300000E+001
.0600000E+001
-7.9200000E+000

-6.0100000E+000

IC4H700IC4H7<=>IC4HT70+IC4H70

+1.0000000E+011
PLOG /
+3.7300000E+057
PLOG /
+4.5000000E+053
PLOG /
+8.4000000E+045
PLOG /
+5.9800000E+035
PLOG /
+3.2000000E+026

+0.0000000E+000
.3900000E+001
.2400000E+001
.8100000E+000
.5400000E+000

-3.6100000E+000

IC4H7+NC3H702<=>IC4H70+NC3H70

+7.0000000E+012

+0.0000000E+000

IC4H7+PC4H902<=>IC4H70+PC4H90

+7.0000000E+012

+0.0000000E+000

IC4H7+SC4H902<=>IC4H70+SC4H90

+7.0000000E+012

+0.0000000E+000

IC4H7+IC3HT702<=>IC4H70+IC3H70

+7.0000000E+012

+0.0000000E+000

IC4H7+TC4H902<=>IC4H70+TC4H90

+7.0000000E+012

+0.0000000E+000

C2H3+C2H5<=>C4H8-1

+9.0000000E+012

C3H5-A+CH3 (+M) <=

+1.0000000E+014
LOW /
+3.9100000E+060
TROE /
+1.6060000E+003

+0.0000000E+000
>C4H8-1 (+M)

-3.2000000E-001
-1.2810000E+001

+6.0000000E+004

H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / AR / 0.700 /
H+C4H71-3<=>C4H8-1

+5.0000000E+013

+0.0000000E+000

C4H8-1+0OH<=>C4H71-1+H20
001 +3.9410000E+000 +1.6379000E+003
C4H8-1+0OH<=>C4H71-2+H20
+1.4300000E+001 +3.5340000E+000 +4.7810000E+002

+2.

+3.

+1.

+0.

+1.

+5.

+7.

+6.

+6.

+0.

+5.

+5.

+5.

+4.

+4.

+6.

+6

/ 2.000 / coO / 1.500 / co2 / 2.000 / C2H6

+0

+1.

.4910000E+002

+1.

3792000E+003

+1.

6153000E+003
+1
1444000E+003

0000000E+000

+1.

3362000E+003

+1.

5689000E+003

+1.

8515000E+003

+1.

4979000E+003

+1.

0536000E+003

0000000E+000

+1.

4266900E+004

+1.

4193800E+004

+1.

2468500E+004

+1.

9429000E+004

+1
6333100E+004
.0000000E+003
.0000000E+003
.0000000E+003
.0000000E+003
.0000000E+003
.0000000E+000
.6230000E+002
2500000E+003

+1
.1180000E+003

.0000000E+000

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
.éOOOOOOE+OO2
/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002
/

0000000E-002
/
0000000E-001
/
0000000E+000

/
0000000E+001

/
.0000000E+002

/

/
.0400000E-001
/

+9.0100000E-



C4H8-1+02<=>C4H71-3+HO2

+2.0000000E+013 +0.0000000E+000 +3.

C4H8-1+0<=>C4H71-3+0H

+1.7500000E+011 +7.0000000E-001 +5.

C4H8-1+H<=>C4HT71-3+H2

+1.7300000E+005 +2.5000000E+000 +2.

C4H8-1+0OH<=>C4H71-3+H20

+6.6900000E+001 +3.4750000E+000 -2.

C4H8-1+CH3<=>C4H71-3+CH4

+2.2100000E+000 +3.5000000E+000 +5.

C4H8-1+HO2<=>C4H71-3+H202

+2.7000000E+004 +7.0000000E-001 +5.

C4H8-1+CH302<=>C4H71-3+CH302H

+2.7000000E+004 +7.0000000E-001 +5.

C4H8-1+CH30<=>C4H71-3+CH30H

+4.0000000E+001 +2.9000000E+000 +8.

C4H8-1+CH3C0O3<=>C4H71-3+CH3CO3H

+1.0000000E+011 +0.0000000E+000 +8.

C4H8-1+C3H5-A<=>C4H71-3+C3H6

+7.9000000E+010 +0.0000000E+000 +1.

C4H8-1+C2H502<=>C4H71-3+C2H502H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+NC3H702<=>C4H71-3+NC3H702H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+IC3H702<=>C4H71-3+IC3H702H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+PC4HO02<=>C4H71-3+PC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+SC4H902<=>C4H71-3+SC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+IC4HO02<=>C4H71-3+IC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+TC4HO02<=>C4H71-3+TC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-1+H<=>C4H71-4+H2
+6.6510000E+005 +2.5400000E+000 +6
C4H8-1+0H<=>C4H71-4+H20
+4.2800000E+001 +3.3740000E+000 -7
C4H8-1+CH3<=>C4H71-4+CH4

7190000E+004

8840000E+003

4920000E+003

8025000E+003

6750000E+003

8840000E+003

8840000E+003

6090000E+003

0000000E+003

2400000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.7560000E+003

.6700000E+002

001 +3.6500000E+000 +7.1540000E+003

C4H8-1+HO2<=>C4H71-4+H202
+2.3800000E+003 +2.5500000E+000 +1
C4H8-1+CH302<=>C4H71-4+CH302H

+2.3800000E+003 +2.5500000E+000 +1.

C4H8-1+CH30<=>C4H71-4+CH30H

+2.1700000E+011 +0.0000000E+000 +6.

C4H8-1+0OH<=>PC4H80OH-2

+4.7500000E+012 +0.0000000E+000 -7.

PC4H80H-24+02<=>C4H80H-102

+2.0000000E+012 +0.0000000E+000 +0O.

C4H80OH-102=>C2H5CHO+CH20+0H

+1.0000000E+016 +0.0000000E+000 +2.

C4H8-1+H0O2<=>C4H801-2+0H

+1.0000000E+012 +0.0000000E+000 +1.

C4H8-1+CH302<=>C4H801-2+CH30

+1.0000000E+012 +0.0000000E+000 +1.

C2H2+C2H5<=>C4H71-1

+2.0000000E+011 +0.0000000E+000 +7.

.6490000E+004

6490000E+004

4580000E+003

8200000E+002

0000000E+000

5000000E+004

4340000E+004

4340000E+004

8000000E+003

+4.5200000E-



C3H4-A+CH3<=>C4H71-2
+2.0000000E+011 +0.0000000E+000
C2H4+C2H3<=>C4H71-4
+2.0000000E+011 +0.0000000E+000
C4H6+H<=>C4H71-3
+4.0000000E+013 +0.0000000E+000
C4H71-4<=>C4H6+H
+2.4800000E+053 -1.2300000E+001
PLOG /

+2.4800000E+053 -1.2300000E+001
PLOG /

+1.8500000E+048 -1.0500000E+001
C4H71-3+0<=>C2H3CHO+CH3
+6.0300000E+013 +0.0000000E+000
C4H71-3+H0O2<=>C4H71-0+0H
+9.6400000E+012 +0.0000000E+000
C4H71-3+CH302<=>C4H71-0+CH30

+9.6400000E+012 +0.0000000E+000 +0O.

C4H71-3+IC3H702<=>C4H71-0+IC3H70

+3.8000000E+012 +0.0000000E+000 -1.

C4H71-3+NC3H702<=>C4H71-0+NC3H70

+3.8000000E+012 +0.0000000E+000 -1.
C4H71-3+02<=>C4H6+HO2
+1.0000000E+009 +0.0000000E+000 +0.
C4H71-3+C2H502<=>C4H71-0+C2H50
+3.8000000E+012 +0.0000000E+000 -1.
C4H71-0<=>CH3CHO+C2H3
+7.9400000E+014 +0.0000000E+000 +1.
C4H71-0<=>C2H3CHO+CH3
+7.9400000E+014 +0.0000000E+000 +1.
C4H71-4+02<=>C4H6+HO2
+1.0000000E+011 +0.0000000E+000 +0.
C4H71-3+C4H71-3<=>C4H8-1+C4H6
+1.6000000E+012 +0.0000000E+000 +0.
C4H71-3+C2H5<=>C4H8-1+C2H4
+2.5900000E+012 +0.0000000E+000 -1.
C4H71-3+CH30<=>C4H8-1+CH20
+2.4100000E+013 +0.0000000E+000 +0.
C4H71-3+C3H5-A<=>C3H6+C4H6
+6.3100000E+012 +0.0000000E+000 +0.
C4H71-3+C2H5<=>C4H6+C2H6
+3.9800000E+012 +0.0000000E+000 +0.
C4H71-3+C2H3<=>C2H4+C4H6
+3.9800000E+012 +0.0000000E+000 +0.
C4H71-3+H<=>C4H6+H2

+3.1600000E+013 +0.0000000E+000 +0.
H+C4H71-3<=>C4H8-2

+5.0000000E+013 +0.0000000E+000 +0.
C4H8-2+02<=>C4H71-3+HO2
+4.0000000E+013 +0.0000000E+000 +3.
C4H8-2+H<=>C4H71-3+H2
+4.4400000E+004 +2.8100000E+000 +4.
C4H8-2+0H<=>C4H71-3+H20
+5.1000000E+008 +1.4000000E+000 +1.
C4H8-2+CH3<=>C4H71-3+CH4
+7.1400000E+000 +3.5700000E+000 +7.
C4H8-2+H02<=>C4H71-3+H202
+5.9400000E+004 +2.5700000E+000 +1.

+7.

+7.

+1.

+5.

+5.

+5.

+0.

+0.

8000000E+003

8000000E+003

3000000E+003

2000000E+004

+1

2000000E+004

+1

1770000E+004

0000000E+000

0000000E+000

0000000E+000

2000000E+003

2000000E+003

0000000E+000

2000000E+003

9000000E+004

9000000E+004

0000000E+000

0000000E+000

3100000E+002

0000000E+000

0000000E+000

0000000E+000

0000000E+00O0

0000000E+000

0000000E+000

9390000E+004

4140000E+003

2500000E+003

6420000E+003

6140000E+004

.0000000E+000

/
.0000000E+001

/



C4H8-2+CH302<=>C4H71-3+CH302H
+5.9400000E+004 +2.5700000E+000 +1
C4H8-2+CH30<=>C4H71-3+CH30H
+1.8000000E+001 +2.9500000E+000 +1
C4H8-2+C2H502<=>C4H71-3+C2H502H
+3.2000000E+012 +0.0000000E+000 +1
C4H8-2+NC3H702<=>C4H71-3+NC3H702H
+3.2000000E+012 +0.0000000E+000 +1
C4H8-2+IC3H702<=>C4H71-3+IC3H702H
+3.2000000E+012 +0.0000000E+000 +1
C4HB8-2+PC4H902<=>C4H71-3+PC4HO902H
+3.2000000E+012 +0.0000000E+000 +1
C4HB8-2+SC4H902<=>C4H71-3+SC4HO902H
+3.2000000E+012 +0.0000000E+000 +1
C4HB8-2+0<=>C4H71-3+0H
+2.1900000E+011 +8.1000000E-001 +7
C4H8-2+IC4H902<=>C4H71-3+IC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-2+TC4H902<=>C4H71-3+TC4H902H
+1.4000000E+012 +0.0000000E+000 +1
C4H8-2+0H<=>SC4H80H-1
+4.7500000E+012 +0.0000000E+000
SC4H80OH-1+02<=>C4H80H-202
+2.0000000E+012 +0.0000000E+000
C4H8OH-202=>0OH+CH3CHO+CH3CHO
+1.0000000E+016 +0.0000000E+000
C4HB8-2+HO2<=>C4HB802-3+0H
+5.6200000E+011 +0.0000000E+000
C4HB8-2+CH302<=>C4H802-3+CH30
+5.6200000E+011 +0.0000000E+000
C3H4-P+CH3<=>C4H72-2
+1.0000000E+011 +0.0000000E+000
C4H6<=>C4H5-I+H
+5.7000000E+036
C4H6<=>C4H5-N+H
+5.3000000E+044
C4H6<=>C4H4+H2
+2.5000000E+015
H2CC+C2H4<=>C4H6
+1.0000000E+012 +0
C4H6+H<=>C4H5-N+H2
+1.3300000E+006 +2.5300000E+000
C4H5-N+HO2<=>C4H6+02
+6.0000000E+011 +0.0000000E+000
C4H6+0<=>C4H5-N+0OH
+7.5000000E+006 +1.9000000E+000
C4H6+0H<=>C4H5-N+H20
+6.2000000E+006 +2.0000000E+000
C4H5-N+H202<=>C4H6+HO02
+1.2100000E+010 +0.0000000E+000
C4H6+CH3<=>C4H5-N+CH4
+2.0000000E+014 +0.0000000E+000
C4H6+C2H3<=>C4H5-N+C2H4
+5.0000000E+013 +0.0000000E+000
C4H6+C3H3<=>C4H5-N+C3H4-A
+1.0000000E+013 +0.0000000E+000
C4H6+C3H5-A<=>C4H5-N+C3H6
+1.0000000E+013 +0.0000000E+000

+1
+1
+7
-6.2700000E+000

+1

-8.6200000E+000 +1

+0.0000000E+000
.0000000E+000

+1

-7.

+0.

+2.

+9.

+0.

+0.

+3.

+3.

-5.

+2.

+2.

+2.

+2.

.6140000E+004

.1990000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.4900000E+004

.5500000E+003

.4900000E+004

.4900000E+004

8200000E+002

0000000E+000

5000000E+004

.2310000E+004

.2310000E+004

.8000000E+003

.1235300E+005

.2360800E+005

4700000E+004

0000000E+000

.2240000E+004

0000000E+000

7400000E+003

4300000E+003

9600000E+002

2800000E+004

2800000E+004

2500000E+004

2500000E+004



C4H6+H<=>C4H5-I+H2
+6.6500000E+005 +2.5300000E+000
C4H5-I+HO2<=>C4H6+02
+6.0000000E+011 +0.0000000E+00QO0
C4H6+0<=>C4H5-I+0H
+7.5000000E+006 +1.9000000E+000
C4H6+0OH<=>C4H5-I+H20
+3.1000000E+006 +2.0000000E+000
C4H5-I+H202<=>C4H6+HO2
+1.2100000E+010 +0.0000000E+000
C4H6+CH3<=>C4H5-I+CH4
+1.0000000E+014 +0.0000000E+000Q
C4H6+C2H3<=>C4H5-1+C2H4
+2.5000000E+013 +0.0000000E+000
C4H6+C3H3<=>C4H5-I+C3H4-A
+5.0000000E+012 +0.0000000E+00Q0Q
C4H6+C3H5-A<=>C4H5-I+C3H6

+5.0000000E+012 +0.0000000E+000
C4H6+H<=>C2H4+C2H3
+1.4600000E+030 -4.3400000E+000
PLOG /

+1.4600000E+030 -4.3400000E+000
PLOG /

+5.4500000E+030 -4.5100000E+000

C4H6+H<=>C3H4-P+CH3
+2.0000000E+012 +0.0000000E+000
C4H6+H<=>C3H4-A+CH3
+2.0000000E+012 +0.0000000E+000
C4H6+0<=>C2H2+C2H401-2
+1.0000000E+008 +1.4500000E+000
C4H6+0<=>SC3H5CO+H
+5.0000000E+007 +1.4500000E+000
C4H6+0<=>CH2CHCHCHO+H
+4.5000000E+008 +1.4500000E+000
C4H6+0H<=>C2H3CHO+CH3
+1.3700000E+012 +0.0000000E+000
C4H6+0H<=>C3H5-A+CH20
+1.3700000E+012 +0.0000000E+000
C4H6+HO2<=>C4H6025+0H
+1.2000000E+012 +0.0000000E+000
C4H6+HO2<=>C2H3CHOCH2+0H
+4.8000000E+012 +0.0000000E+000
C4H6025<=>C4H40+H2
+5.3000000E+012 +0.0000000E+000
C2H3CHOCH2<=>C4H6023
+2.0000000E+014 +0.0000000E+000
C4H6023<=>SC3H5CHO
+1.9500000E+013 +0.0000000E+000
C4H6023<=>C2H4+CH2CO
+5.7500000E+015 +0.0000000E+000
C4H6023<=>C2H2+C2H401-2
+1.0000000E+016 +0.0000000E+000
C4H40<=>CO+C3H4-P
+1.7800000E+015 +0
C4H40<=>C2H2+CH2CO
+5.0100000E+014 +0
C2H3+C2H2<=>C4H4+H
+7.2000000E+013 -4

.0000000E+000

.0000000E+000

.8000000E-001

+9.

+0.

+3.

+4.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+7.

+7.

+1.

+1.

+4.

+5.

+4.

+6.

+7.

+7.

+7.

+6.

2400000E+003

0000000E+000

7400000E+003

3000000E+002

.9600000E+002

9800000E+004
9800000E+004
9500000E+004
9500000E+004
1647000E+004

+1
1647000E+004

+1
1877000E+004
0000000E+003

0000000E+003

.6000000E+002

.6000000E+002

.6000000E+002

.0400000E+003

.0400000E+003

4000000E+004

4000000E+004

8500000E+004

0600000E+004

9400000E+004

9300000E+004

5800000E+004

7500000E+004

7500000E+004

1000000E+003

.0000000E+000
/

.0000000E+001
/



PLOG /
+7.2000000E+013 -4.
PLOG /
+5.0000000E+014 -7.
PLOG /
+4.6000000E+016 -1.
PLOG /
+2.0000000E+018 -1.
PLOG /
+4.9000000E+016 -1.
C2H3+C2H2<=>C4H5-N

+1.1000000E+031 -7.
PLOG /
+1.1000000E+031 -7.
PLOG /
+1.1000000E+032 -7.
PLOG /
+2.4000000E+031 -6.
PLOG /
+9.3000000E+038 -8.
PLOG /

+8.1000000E+037 -8.
C2H3+C2H2<=>C4H5-1

+5.0000000E+034 -8.
PLOG /
+5.0000000E+034 -8.
PLOG /
+2.1000000E+036 -8.
PLOG /
+1.0000000E+037 -8.
PLOG /
+1.6000000E+046 -1.
PLOG /

+5.1000000E+053 -1.
C2H3+C2H3<=>C4H6

+7.0000000E+057 -1.
PLOG /
+7.0000000E+057 -1.
PLOG /
+1.5000000E+052 -1.
PLOG /

+1.5000000E+042 -8.

8000000E-001

1000000E-001

2500000E+000

6800000E+000

1300000E+000

1400000E+000

1400000E+000

3300000E+000

9500000E+000

7600000E+000

0900000E+000

4200000E+000

4200000E+000

7800000E+000

7700000E+000

0980000E+001

2640000E+001

3820000E+001

3820000E+001

1970000E+001

8400000E+000

C2H3+C2H3<=>C4H5-I+H

+1.5000000E+030 -4.
PLOG /
+1.5000000E+030 -4.
PLOG /
+7.2000000E+028 -4.
PLOG /

+1.2000000E+022 -2.

9500000E+000

9500000E+000

4900000E+000

4400000E+000

C2H3+C2H3<=>C4H5-N+H

+1.1000000E+024 -3.
PLOG /
+1.1000000E+024 -3.
PLOG /
+4.6000000E+024 -3.
PLOG /

+2.4000000E+020 -2.

2800000E+000

2800000E+000

3800000E+000

0400000E+000

+6.

+6.

+8.

+1.

+1.

+5.

+5.

+6.

+5.

+1.

+1.

+7.

+7.

+9.

+9.

+1.

+2.

+1.

+1

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

1000000E+003
+2
7000000E+003
+1
4000000E+003
+1
0600000E+004
+1
1800000E+004

6000000E+003

+1.

6000000E+003

+2.

2000000E+003

+1.

6000000E+003

+1.

2000000E+004

+1.

3400000E+004

9000000E+003

+1.

9000000E+003

+2.

1000000E+003

+1.

8000000E+003

+1.

8600000E+004

+1.

8800000E+004

7629000E+004

+2.
.7629000E+004
+1.

6056000E+004

+1.

2483000E+004

2958000E+004

+2.

2958000E+004
+1
4273000E+004
+1
3654000E+004

2395000E+004
+2
2395000E+004
+1
4650000E+004
+1
5361000E+004

3200000E-002
/

.6300000E-002

/

.2000000E-001

/

.0000000E+000

/

.0000000E+001

/

3200000E-002
gBOOOOOE—OOZ
gOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOl
/

3200000E-002
/
6300000E-002

/
2000000E-001

/
0000000E+000

/
0000000E+001

/

6300000E-002
/
2000000E-001
/
0000000E+000
/

6300000E-002
/

.2000000E-001

/

.0000000E+000

/

.6300000E-002

/

.2000000E-001

/

.0000000E+000

/



C4H5-N<=>C4H5-1

+2.4000000E+060 -1.6080000E+001
PLOG /

+2.4000000E+060 -1.6080000E+001
PLOG /

+1.3000000E+062 -1.6380000E+001
PLOG /

+4.9000000E+066 -1.7260000E+001
PLOG /

+1.5000000E+067 -1.6890000E+001
PLOG /

+2.0000000E+060 -1.4460000E+001
CAH4A+H<=>C4H5-N

+1.2000000E+051 -1.2570000E+001
PLOG /

+1.2000000E+051 -1.2570000E+001
PLOG /

+4.2000000E+050 -1.2340000E+001
PLOG /

+1.1000000E+050 -1.1940000E+001
PLOG /

+1.3000000E+051 -1.1920000E+001
PLOG /

+6.2000000E+045 -1.0080000E+001
CAHA+H<=>C4H5-1

+6.1000000E+053 -1.3190000E+001
PLOG /

+6.1000000E+053 -1.3190000E+001
PLOG /

+9.6000000E+052 -1.2850000E+001
PLOG /

+2.1000000E+052 -1.2440000E+001
PLOG /

+4.9000000E+051 -1.1920000E+001
PLOG /

+1.5000000E+048 -1.0580000E+001
C4H5-N+H<=>C4H5-I+H
+3.1000000E+026 -3.3500000E+000
C4H5-N+H<=>C4H4+H2
+1.5000000E+013 +0.0000000E+000
C4H5-N+0OH<=>C4H4+H20
+2.0000000E+012 +0.0000000E+000
C4H5-N+HCO<=>C4H6+CO
+5.0000000E+012 +0.0000000E+000
C4H5-N+HO2=>C2H3+CH2CO+0OH
+6.6000000E+012 +0.0000000E+000
C4H5-N+02<=>CH2CHCHCHO+0O
+3.0000000E+011 +2.9000000E-001
C4H5-N+02<=>HCO+C2H3CHO
+9.2000000E+016 -1.3900000E+000
C4H5-T+H<=>C4H4+H2
+3.0000000E+013 +0.0000000E+000
C4H5-T+H<=>C3H3+CH3
+2.0000000E+013 +0.0000000E+000
C4H5-TI+0H<=>C4H4+H20
+4.0000000E+012 +0.0000000E+000
C4H5-I+HCO<=>C4H6+CO
+5.0000000E+012 +0.0000000E+000

+4.

+4.

+4.

+5.

+5.

+5.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+0.

+0.

+0.

+0.

+1.

+1.

+0.

+2.

+0.

+0.

7500000E+004

+1.

7500000E+004

+2.

9600000E+004
+1
5400000E+004

+1.

9100000E+004

+1.

8600000E+004

2300000E+004

+1.

2300000E+004

+2.

2500000E+004

+1.

3400000E+004

+1.

6500000E+004

+1.

5800000E+004

4200000E+004

+1.

4200000E+004

+2.

4300000E+004
+1
5500000E+004

+1.

7700000E+004

+1.

8800000E+004

7423000E+004

0000000E+000

0000000E+000

0000000E+000

0000000E+000

1000000E+001

0100000E+003

0000000E+000

0000000E+003

0000000E+000

0000000E+000

3200000E-002
/
6300000E-002
/

.2000000E-001

/
0000000E+000

/
0000000E+001

/

3200000E-002

/
6300000E-002

/
2000000E-001
/
0000000E+000
/
0000000E+001
/

3200000E-002

/
6300000E-002

/

.2000000E-001

/
0000000E+000

/
0000000E+001
/



C4H5-I+HO2=>C2H3+CH2CO+0H

+6.6000000E+012 +0.0000000E+000 +0.0000000E+00Q0
C4H5-I+02<=>CH2CO+CH2CHO

+2.1600000E+010 +0.0000000E+000 +2.5000000E+003
C4H5-2<=>C4H5-T

+1.5000000E+067 -1.6890000E+001 +5.9100000E+004
C4H5-2+H<=>C4H5-I+H

+3.1000000E+026 -3.3500000E+000 +1.7423000E+004
C4H5-2+H02=>0OH+C2H2+CH3CO

+8.0000000E+011 +0.0000000E+000 +0.0000000E+000
C4H5-2+02<=>CH3CO+CH2CO

+2.1600000E+010 +0.0000000E+000 +2.5000000E+003
C4H5-2+0OH<=>CH20H+C3H3

+3.0000000E+012 +0.0000000E+000 +0.0000000E+000
C4H5-2+0<=>CH20+C3H3

+3.0000000E+013 +0.0000000E+000 +0.0000000E+000
C4H5-2+C2H<=>C3H3+C3H3

+4.0000000E+012 +0.0000000E+000 +0.0000000E+00Q0
C4H612<=>C4H5-I+H

+4.2000000E+015 +0.0000000E+000 +9.2600000E+004
C4H612<=>C4Hb6

+3.0000000E+013 +0.0000000E+000 +6.5000000E+004
C3H3+CH3 (+M) <=>C4H612 (+M)

+1.5000000E+012 +0.0000000E+000 +0.0000000E+000

LOW /
+2.6000000E+057 -1.1940000E+001 +9.7700000E+003 /
TROE / +1.7500000E-001

+1.3410000E+003 +6.0000000E+004 +9.7700000E+003 /
H2 / 2.000 / H20 / 6.000 / CH4 / 2.000 / CO / 1.500 / Cc0O2 / 2.000 / C2H6
/ 3.000 / AR / 0.700 /

C4H612+H<=>C4H5-I+H2

+1.7000000E+005 +2.5000000E+000 +2.4900000E+003
C4H612+CH3<=>C4H5-I+CH4

+7.0000000E+013 +0.0000000E+000 +1.8500000E+004
C4H612+0<=>C4H5-I+0H

+1.8000000E+011 +7.0000000E-001 +5.8800000E+003
C4H612+0H<=>C4H5-I+H20

+3.1000000E+006 +2.0000000E+000 -2.9800000E+002
C4H612+H<=>C4H6+H

+2.0000000E+013 +0.0000000E+000 +4.0000000E+003
C4H612+H<=>C3H4-A+CH3

+2.0000000E+013 +0.0000000E+000 +2.0000000E+003
C4H612+H<=>C3H4-P+CH3

+2.0000000E+013 +0.0000000E+000 +2.0000000E+003
CAH6124+0<=>CH2CO+C2H4

+1.2000000E+008 +1.6500000E+000 +3.2700000E+002
C4H6-2<=>C4H6

+3.0000000E+013 +0.0000000E+000 +6.5000000E+004
C4H6-2<=>C4H612

+3.0000000E+013 +0.0000000E+000 +6.7000000E+004
C4H6-2+H<=>C4H612+H

+2.0000000E+013 +0.0000000E+000 +4.0000000E+003
C4H6-2+H<=>C4H5-2+H2

+3.4000000E+005 +2.5000000E+000 +2.4900000E+003
C4H6-2+H<=>CH3+C3H4-P

+2.6000000E+005 +2.5000000E+000 +1.0000000E+003
C4H6-2<=>H+C4H5-2

+5.0000000E+015 +0.0000000E+000 +8.7300000E+004



C4H6-2+CH3<=>C4H5-2+CH4
+1.4000000E+014 +0.0000000E+000
C4H3-I+H<=>C4H4
+3.4000000E+043 -9.0100000E+000
C4H4+H<=>C4H3-N+H2
+6.6500000E+005 +2.5300000E+000
C4H4+0OH<=>C4H3-N+H20
+3.1000000E+007 +2.0000000E+000
C4H4+H<=>C4H3-I+H2
+3.3300000E+005 +2.5300000E+000
C4H4+0H<=>C4H3-I+H20
+1.5500000E+007 +2.0000000E+000
C3H3+CH2<=>C4H4+H
+5.0000000E+013 +0.0000000E+000
C4H4+0<=>C3H3+HCO
+6.0000000E+008 +1.4500000E+000
C4H4+0H<=>CH20+C3H3
+5.0000000E+012 +0.0000000E+000
C2H2+C2H (+M) <=>C4H3-N (+M)
+8.3000000E+010 +8.9900000E-001
LOW /
+1.2400000E+031 -4.7180000E+000
TROE /
+1.0000000E+002 +5.6130000E+003
H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / C2H2 / 2.500 / C2H4 /
C2H2+C2H (+M) <=>C4H3-1I (+M)
+8.3000000E+010 +8.9900000E-001
LOW /
+1.2400000E+031 -4.7180000E+000
TROE /
+1.0000000E+002 +5.6130000E+003
H2 / 2.000 / H20 / 6.000 / CH4
/ 3.000 / C2H2 / 2.500 / c2H4 /
C4H2+H<=>C4H3-N
+1.1000000E+042 -8.7200000E+000
C4H2+H<=>C4H3-TI
+1.1000000E+030 -4.9200000E+000
C4H3-N<=>C4H3-1I
+4.1000000E+043 -9.4900000E+000
C4H3-N+H<=>C4H3-I+H
+2.5000000E+020 -1.6700000E+000
C4H3-N+H<=>C2H2+H2CC
+6.3000000E+025 -3.3400000E+000
C4H3-N+H<=>C4H4
+2.0000000E+047 -1.0260000E+001
C4H3-N+H<=>C4H2+H2
+3.0000000E+013 +0.0000000E+000
C4H3-N+QH<=>C4H2+H20
+2.0000000E+012 +0.0000000E+000
C4H3-N+C2H3<=>C3H3+C3H3
+4.0000000E+012 +0.0000000E+000
C3H3+CH<=>C4H3-I+H
+5.0000000E+013 +0.0000000E+000
C4H3-I+H<=>C2H2+H2CC
+2.8000000E+023 -2.5500000E+000
C4H3-I+H<=>C4H2+H2
+6.0000000E+013 +0.0000000E+000

+1.

+1.

+1.

+3.

+9.

+4.

+0.

+1

+1

/ 2.000 / CcO / 1.500 / co2 / 2.000 / C2H6

8500000E+004

2120000E+004

2240000E+004

4300000E+003

2400000E+003

3000000E+002

0000000E+000

.6000000E+002

.0000000E+000

.6300000E+002

.8710000E+003

+1
.3390000E+004

2.500 /

-3

+1

+1

/ 2.000 / CO / 1.500 / cO2 / 2.000 / C2H®6

.6300000E+002

.8710000E+003
+1
.3390000E+004

2.500 /

+1

+1.

+5.

+1.

+1.

+1.

+0.

+0.

+0.

+0.

+1.

+0.

.5300000E+004

0800000E+004

3000000E+004

0800000E+004

0014000E+004

3070000E+004

0000000E+000

0000000E+000

0000000E+000

0000000E+000

0780000E+004

0000000E+000

/
.0000000E+000
/

/
.0000000E+000

/



C4H3-I+0OH<=>C4H2+H20

+4.0000000E+012 +0.0000000E+000 +0.0000000E+000
C4H3-I+02<=>HCCO+CH2CO

+7.8600000E+016 -1.8000000E+000 +0.0000000E+000
C4H3-I+CH2<=>C3H4-A+C2H

+2.0000000E+013 +0.0000000E+000 +0.0000000E+000
C3H3+HCCO<=>C4H4+CO

+2.5000000E+013 +0.0000000E+000 +0.0000000E+000
H2CC+C2H2 (+M) <=>C4H4 (+M)

+3.5000000E+005 +2.0550000E+000 -2.4000000E+003

LOW /
+1.4000000E+060 -1.2599000E+001 +7.4170000E+003 /
TROE / +9.8000000E-001

+5.6000000E+001 +5.8000000E+002 +4.1640000E+003 /
H2 / 2.000 / H20 / 6.000 / CH4 / 2.000 / CO / 1.500 / CO2 /

/ 3.000 / C2H2 / 3.000 / C2H4 / 3.000 /

C2H2+C2H<=>C4H2+H

+9.6000000E+013 +0.0000000E+000 +0.0000000E+000
C4H2+0OH<=>H2C40+H

+6.6000000E+012 +0.0000000E+000 -4.1000000E+002
C4H2+0H<=>CO+C3H3

+2.5800000E+019 -2.4400000E+000 +3.0340000E+003
H2C40+H<=>C2H2+HCCO

+5.0000000E+013 +0.0000000E+000 +3.0000000E+003
H2C40+0H<=>CH2CO+HCCO

+1.0000000E+007 +2.0000000E+000 +2.0000000E+003
NC3H7CHO+02<=>NC3H7CO+HO0O2

+1.2000000E+005 +2.5000000E+000 +3.7560000E+004
NC3H7CHO+OH<=>NC3H7CO+H20

+2.0000000E+006 +1.8000000E+000 -1.3000000E+003
NC3H7CHO+H<=>NC3H7CO+H2

+4.1400000E+009 +1.1200000E+000 +2.3200000E+003
NC3H7CHO+0<=>NC3H7CO+0H

+5.9400000E+012 +0.0000000E+000 +1.8680000E+003
NC3H7CHO+HO2<=>NC3H7CO+H202

+4.0900000E+004 +2.5000000E+000 +1.0200000E+004

NC3H7CHO+CH3<=>NC3H7CO+CH4

003 +4.6200000E+000 +3.2100000E+003

NC3H7CHO+CH30<=>NC3H7CO+CH30H
+1.0000000E+012 +0.0000000E+000 +3
NC3H7CHO+CH302<=>NC3H7CO+CH302H

+4.0900000E+004 +2.5000000E+000 +1.

NC3H7CHO+OH<=>C3H6CHO-3+H20

+5.5200000E+002 +3.1200000E+000 -1.

NC3H7CHO+HO2<=>C3H6CHO-3+H202

+3.4400000E+012 +5.0000000E-002 +1.

NC3H7CHO+CH302<=>C3H6CHO-3+CH302H

+3.4400000E+012 +5.0000000E-002 +1.

NC3H7CHO+0OH<=>C3H6CHO-2+H20

+4.6800000E+007 +1.6100000E+000 -3.

NC3H7CHO+HO2<=>C3H6CHO-2+H202

+9.6400000E+003 +2.6000000E+000 +1.

NC3H7CHO+CH302<=>C3H6CHO-2+CH302H

+9.6400000E+003 +2.6000000E+000 +1.

NC3H7CHO+OH<=>C3H6CHO-1+H20

+5.2800000E+009 +9.7000000E-001 +1.

NC3H7CHO+HO2<=>C3H6CHO-1+H202

+2.3790000E+004 +2.5500000E+000 +1.

.3000000E+003

0200000E+004

1760000E+003

7880000E+004

7880000E+004

5000000E+001

3910000E+004

3910000E+004

5860000E+003

6490000E+004

2.000 / C2H®6

+2.8900000E-



NC3H7CHO+CH302<=>C3H6CHO-1+CH302H

+2.3790000E+004 +2.5500000E+000
NC3H7CO<=>NC3H7+CO
+1.0000000E+011 +0.0000000E+000
C2H5CHCO+H<=>C3H6CHO-3
+5.0000000E+012 +0.0000000E+000
C2H3CHO+CH3<=>C3H6CHO-3
+1.2300000E+011 +0.0000000E+000
SC3H5CHO+H<=>C3H6CHO-2
+5.0000000E+012 +0.0000000E+000
C3H6+HCO<=>C3H6CHO-2
+1.0000000E+011 +0.0000000E+000
C3H6CHO-1<=>C2H4+CH2CHO
+7.4000000E+011 +0.0000000E+000
C2H5CHCO+0OH<=>NC3H7+CO0O2
+3.7300000E+012 +0.0000000E+000
C2H5CHCO+H<=>NC3H7+CO
+4.4000000E+012 +0.0000000E+000
C2H5CHCO+0<=>C3H6+C0O2
+3.2000000E+012 +0.0000000E+000
SC3H5CHO<=>C3H6+CO
+3.9000000E+014 +0.0000000E+000
SC3H5CO+H<=>SC3H5CHO
+1.0000000E+014 +0.0000000E+000
CH2CHCHCHO+H<=>SC3H5CHO
+1.0000000E+014 +0.0000000E+000
SC3H5CHO+0H<=>SC3H5C0O+H20
+3.3700000E+012 +0.0000000E+000
SC3H5CHO+H02<=>SC3H5C0O+H202
+1.0000000E+012 +0.0000000E+000
SC3H5CHO+CH3<=>SC3H5CO+CH4
+3.9800000E+012 +0.0000000E+000
SC3H5CHO+0<=>SC3H5CO+0H
+7.1800000E+012 +0.0000000E+000
SC3H5CHO+02<=>SC3H5CO+HO2
+4.0000000E+013 +0.0000000E+000
SC3H5CHO+H<=>SC3H5CO+H2
+2.6000000E+012 +0.0000000E+000
SC3H5CHO+C2H3<=>SC3H5CO+C2H4
+1.1100000E+000 +3.5000000E+000
SC3H5CHO+H<=>CH2CHCHCHO+H2
+1.7000000E+005 +2.5000000E+000
SC3H5CHO+0<=>CH2CHCHCHO+OH
+5.2400000E+011 +7.0000000E-001
SC3H5CHO+0OH<=>CH2CHCHCHO+H20
+4.4600000E+006 +2.0720000E+000
SC3H5CHO+CH3<=>CH2CHCHCHO+CH4
+2.1000000E+000 +3.5000000E+000
SC3H5CHO+C2H3<=>CH2CHCHCHO+C2H4
+2.2100000E+000 +3.5000000E+000
SC3H5CHO+H<=>CH3+C2H3CHO
+4.0000000E+021 -2.3900000E+000
SC3H5CHO+H<=>C3H6+HCO
+4.0000000E+021 -2.3900000E+000
C3H5-S+C0O<=>SC3H5CO
+5.0000000E+012 4+0.0000000E+000
CH2CHCHCHO<=>C3H5-A+CO
+6.1000000E+005 +9.2000000E-001

+1

+9.

+1.

+7.

+2.

+6.

+2.

-1.

+1.

-4.

+6.

+0.

+0.

-6.

+1.

+8.

+1.

+3.

+2.

+4.

+2.

+5.

+1.

+5.

+4.

+1.

+1.

+8.

.6490000E+004

6000000E+003

2000000E+003

8000000E+003

9000000E+003

0000000E+003

1970000E+004

0100000E+003

4590000E+003

3700000E+002

9000000E+004

0000000E+000

0000000E+000

1900000E+002

1920000E+004

7000000E+003

3890000E+003

7600000E+004

6000000E+003

6820000E+003

4900000E+003

8840000E+003

0510000E+003

6750000E+003

6820000E+003

1180000E+004

1180000E+004

0000000E+003

.1200000E+003



CH2CHCHCHO+02<=>C2H3CHO+HOCO
+1.2000000E+036 -7.2500000E+000
C2H3COCH3+0OH<=>CH3CHO+CH3CO
+1.0000000E+011 +0.0000000E+00QO0
C2H3COCH3+0H=>CH2CO+C2H3+H20
+5.1000000E+011 +0.0000000E+00QO0
C2H3COCH3+HO2=>CH2CHO+CH3CO+0H
+6.0300000E+009 +0.0000000E+00O0
C2H3COCH3+H0O2=>CH2CO+C2H3+H202

+8.5000000E+012 +0.0000000E+000 +2.

C2H3COCH3+CH302=>CH2CHO+CH3CO+CH30

+3.9700000E+011 +0.0000000E+000 +1.

C2H3COCH3+CH302=>CH2CO+C2H3+CH302H

+3.0100000E+012 +0.0000000E+000 +1.

C2H5COCH3+0H<=>CH2CH2COCH3+H20

+7.5500000E+009 +9.7000000E-001 +1.

C2H5COCH3+H0O2<=>CH2CH2COCH3+H202

+2.3800000E+004 +2.5500000E+000 +1.

C2H5COCH3+0<=>CH2CH2COCH3+0H
+2.2500000E+013 +0.0000000E+000
C2H5COCH3+H<=>CH2CH2COCH3+H2
+9.1600000E+006 +2.0000000E+000
C2H5COCH3+02<=>CH2CH2COCH3+HO2
+2.0500000E+013 +0.0000000E+000
C2H5COCH3+CH3<=>CH2CH2COCH3+CH4
+3.1900000E+001 +3.1700000E+000 +7
C2H5COCH3+CH30<=>CH2CH2COCH3+CH30H
+2.1700000E+011 +0.0000000E+000 +6

+3.

+0.

+1.

+7.

+7.

+7.

+5.

3600000E+004

0000000E+000

1920000E+003

9490000E+003

0460000E+004

7050000E+004

7580000E+004

5860000E+003

6490000E+004

7000000E+003

7000000E+003

1310000E+004

.1720000E+003

.4600000E+003

C2H5COCH3+CH302<=>CH2CH2COCH3+CH302H

+3.0100000E+012 +0.0000000E+000 +1
C2H5COCH3+C2H3<=>CH2CH2COCH3+C2H4
+5.0000000E+011 +0.0000000E+000 +1
C2H5COCH3+C2H5<=>CH2CH2COCH3+C2H6
+5.0000000E+010 +0.0000000E+000 +1
C2H5COCH3+0OH<=>CH3CHCOCH3+H20

+8.4500000E+011 +0.0000000E+000 -2.
C2H5COCH3+HO2<=>CH3CHCOCH3+H202
+2.0000000E+011 +0.0000000E+000 +8.
C2H5COCH3+0<=>CH3CHCOCH3+0OH
+3.0700000E+013 +0.0000000E+000 +3.
C2H5COCH3+H<=>CH3CHCOCH3+H2
+4.4600000E+006 +2.0000000E+000 +3.
C2H5COCH3+02<=>CH3CHCOCH3+HO2
+1.5500000E+013 +0.0000000E+000 +4.

C2H5COCH3+CH3<=>CH3CHCOCH3+CH4

+1.7400000E+000 +3.4600000E+000 +3
C2H5COCH3+CH30<=>CH3CHCOCH3+CH30H
+1.4500000E+011 +0.0000000E+000 +2

.9380000E+004

.0400000E+004

.3400000E+004

2800000E+002

6980000E+003

4000000E+003

2000000E+003

1970000E+004

.6800000E+003

.7710000E+003

C2H5COCH3+CH302<=>CH3CHCOCH3+CH302H

+2.0000000E+012 +0.0000000E+000 +1
C2H5COCH3+C2H3<=>CH3CHCOCH3+C2H4
+3.0000000E+011 +0.0000000E+000 +3
C2H5COCH3+C2H5<=>CH3CHCOCH3+C2H6
+3.0000000E+010 +0.0000000E+000 +8
C2H5COCH3+0H<=>C2H5COCH2+H20
+5.1000000E+011 +0.0000000E+000 +1
C2H5COCH3+HO02<=>C2H5COCH2+H202
+2.3800000E+004 +2.5500000E+000 +1

.5250000E+004

.4000000E+003

.6000000E+003

.1920000E+003

.4690000E+004



C2H5COCH3+0<=>C2H5COCH2+0H
+5.0000000E+012 +0.0000000E+000
C2H5COCH3+H<=>C2H5COCH2+H2
+9.3000000E+012 +0.0000000E+000
C2H5COCH3+02<=>C2H5COCH2+HO02
+2.0500000E+013 +0.0000000E+000
C2H5COCH3+CH3<=>C2H5COCH2+CH4
+1.6200000E+011 +0.0000000E+000

C2H5COCH3+CH30<=>C2H5COCH2+CH30H

+2.1700000E+011 +0.0000000E+000

+5

+6

+4

+9

+4

C2H5COCH3+CH302<=>C2H5COCH2+CH302H

+3.0100000E+012 +0.0000000E+00Q0
C2H5COCH3+C2H3<=>C2H5COCH2+C2H4
+6.1500000E+010 +0.0000000E+000
C2H5COCH3+C2H5<=>C2H5COCH2+C2H6
+5.0000000E+010 +0.0000000E+000
CH2CH2COCH3<=>C2H4+CH3CO
+1.0000000E+014 +0.0000000E+000
C2H3COCH3+H<=>CH3CHCOCH3
+5.0000000E+012 +0.0000000E+00O0
CH3CHCO+CH3<=>CH3CHCOCH3
+1.2300000E+011 +0.0000000E+000
C2H5COCH2<=>CH2CO+C2H5
+1.0000000E+014 +0.0000000E+00O0
CH3CHCOCH3+02<=>CH3CHOOCOCH3
+1.0000000E+011 +0.0000000E+00QO0
CH3CHOOCOCH3<=>CH2CHOOHCOCH3
+8.9000000E+012 +0.0000000E+000
C2H3COCH3+HO2<=>CH2CHOOHCOCH3
+7.0000000E+010 +0.0000000E+00Q0
NC5H12<=>NC3H7+C2H5

+5.2030000E+024 -2.0710000E+000
PLOG /

+1.1800000E+096 -2.3170000E+001
PLOG /

+1.8550000E+089 -2.0900000E+001
PLOG /

+3.5500000E+076 -1.7020000E+001
PLOG /

+3.4750000E+071 -1.5540000E+001
PLOG /

+2.1600000E+064 -1.3430000E+001
PLOG /

+4.5500000E+058 -1.1790000E+001
PLOG /

+1.0200000E+053 -1.0150000E+001
PLOG /

+9.0000000E+045 -8.1300000E+000
NC5H12<=>PC4H9+CH3
+1.4510000E+022 -1.5220000E+000
PLOG /

+7.0900000E+092 -2.2460000E+001
PLOG /

+4.8300000E+086 -2.0360000E+001
PLOG /

+3.2400000E+074 -1.6630000E+001
PLOG /

+4.0300000E+069 -1.5180000E+001

+1

+4.

+1.

+1.

+1.

+7.

+3.

+0.

+2.

+7.

+8.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+1.

+1.

+1.

+1.

.9620000E+003

.3570000E+003

.9150000E+004

.6300000E+003

.6600000E+003

.7580000E+004

2780000E+003

1600000E+004

8000000E+004

2000000E+003

8000000E+003

5000000E+004

0000000E+000

9700000E+004

8000000E+003

8080000E+004

+1.

2604600E+005

+1.

2563000E+005

+1.

2045800E+005

+2.

1785400E+005

+5.

1381500E+005
+1
1045600E+005

+2.

0699600E+005

+5.

0253800E+005

9100000E+004

+1.

2623500E+005

+1.

2633100E+005

+1.

2164000E+005

+2.

1914200E+005

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
/

.0000000E+001

/
0000000E+001

/
0000000E+001
/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+000

/



PLOG /
+3.0000000E+062
PLOG /
+6.4700000E+056
PLOG /
+1.3600000E+051
PLOG /
+9.7400000E+043

-1.

-1.

-9.

-7.

NC5H12<=>C5H11-1+H

+4.2050000E+017
PLOG /
+1.9900000E+074
PLOG /
+5.7200000E+076
PLOG /
+4.4200000E+072
PLOG /
+4.5600000E+069
PLOG /
+2.6400000E+064
PLOG /
+3.8000000E+059
PLOG /
+1.4400000E+054
PLOG /
+3.2800000E+046

-3.

-1.

-1.

-1.

-1.

-1.

-1.

-1.

-8.

NC5H12<=>C5H11-2+H

+2.4930000E+018
PLOG /
+6.9300000E+079
PLOG /
+7.6900000E+079
PLOG /
+2.3400000E+073
PLOG /
+5.6400000E+069
PLOG /
+6.7700000E+063
PLOG /
+4.3000000E+058
PLOG /
+1.0600000E+053
PLOG /
+2.5000000E+045

-6.

-1

-1

-1

-1.

-1.

-1.

-1.

-8.

NC5H12<=>C5H11-3+H

+1.2570000E+018
PLOG /
+3.4900000E+079
PLOG /
+3.8800000E+079
PLOG /
+1.1800000E+073
PLOG /
+2.8400000E+069
PLOG /
+3.4100000E+063
PLOG /
+2.1700000E+058

-6.

-1.

-1.

-1.

-1.

-1.

-1.

3090000E+001

1440000E+001

8000000E+000

7500000E+000

9000000E-001

7750000E+001

8010000E+001

6460000E+001

5520000E+001

3920000E+001

2480000E+001

0890000E+001

6700000E+000

3200000E-001

.9240000E+001

.8830000E+001

.6630000E+001

5520000E+001

3740000E+001

2210000E+001

0570000E+001

3600000E+000

3300000E-001

9240000E+001

8840000E+001

6630000E+001

5520000E+001

3740000E+001

2210000E+001

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+5.

1519900E+005
+1
1187500E+005
+2
0841800E+005
+5
0392300E+005

0118000E+005

+1.

2479800E+005

+1.

3110600E+005

+1.

3294200E+005

+2.

3214800E+005

+5.

3002600E+005

+1.

2764800E+005

+2.

2470700E+005

+5.

2024100E+005

7930000E+004

+1.

2571600E+005
+1
3042500E+005

+1.

3041200E+005

+2.

2908700E+005

+5.

2635300E+005

+1.

2362200E+005

+2.

2045100E+005
+5
1588300E+005

7930000E+004
+1
2571600E+005
+1
3042500E+005
+1
3041200E+005
+2
2908700E+005

+5.

2635300E+005
+1
2362200E+005

0000000E+000
/

.0000000E+001

/

.0000000E+001

/

.0000000E+001

/

0000000E-002

/
0000000E-001

/
0000000E+000

/
0000000E+000

éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
/

0000000E-002
/

.0000000E-001

éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
/

.0000000E+001

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/

.0000000E+000

/
0000000E+000

/

.0000000E+001

/



PLOG /

+5.3200000E+052 -1.0570000E+001
PLOG /

+1.2600000E+045 -8.3600000E+000
NC5H12+02<=>C5H11-1+HO2
+4.2000000E+013 +0.0000000E+000
NC5H12+0<=>C5H11-1+0OH
+1.1300000E+014 +0.0000000E+000
NC5H12+H<=>C5H11-1+H2
+3.4900000E+005 +2.6900000E+000
NC5H12+0H<=>C5H11-1+H20
+2.7320000E4+007 +1.8130000E+000
NC5H12+H02<=>C5H11-1+H202
+4.0800000E+001 +3.5900000E+000
NC5H12+CH3<=>C5H11-1+CH4

+1.

+1.

+5.

+7.

+6.

+8.

+1

+2.0000000E+001
2045100E+005 /

+5.0000000E+001
1588300E+005 /

2800000E+004

8500000E+003

4500000E+003

6840000E+002

.7160000E+004

001 +3.6500000E+000 +7.1540000E+003

NC5H12+CH30<=>C5H11-1+CH30H

+3.0000000E+011 +0.0000000E+000 +7.0000000E+003

NCS5H12+CH302<=>C5H11-1+CH302H
+1.3860000E+000 +3.9700000E+000
NCSOH12+C2H5<=>C5H11-1+C2H6
+1.0000000E+011 +0.0000000E+00QO0
NCSO5H12+C2H3<=>C5H11-1+C2H4
+1.0000000E+012 +0.0000000E+00QO0
NC5H12+02CHO<=>C5H11-1+HO2CHO
+1.3860000E+000 +3.9700000E+000
NC5H12+02<=>C5H11-2+H02
+2.8000000E+013 +0.0000000E+000
NC5H12+02<=>C5H11-3+H02
+1.4000000E+013 +0.0000000E+000
NC5H12+0<=>C5H11-2+0H
+5.6200000E+013 +0.0000000E+000
NC5H12+0<=>C5H11-34+0H
+2.8100000E+013 +0.0000000E+000
NCSOH12+H<=>C5H11-2+H2
+2.6000000E+006 +2.4000000E+000
NC5H12+H<=>C5H11-3+H2
+1.3000000E+006 +2.4000000E+000
NC5H12+0H<=>C5H11-2+H20
+1.4110000E+010 +9.3500000E-001
NC5H12+0H<=>C5H11-3+H20
+5.7210000E+006 +1.8110000E+000
NC5H12+HO02<=>C5H11-2+H202
+1.2640000E+002 +3.3700000E+000
NC5H12+HO02<=>C5H11-3+H202
+6.3200000E+001 +3.3700000E+000
NC5H12+CH3<=>C5H11-2+CH4
+1.6800000E+005 +2.1330000E+000
NC5H12+CH3<=>C5H11-3+CH4
+8.4000000E+004 +2.1330000E+000
NC5H12+CH30<=>C5H11-2+CH30H
+2.2000000E+011 +0.0000000E+00QO0
NC5H12+CH30<=>C5H11-3+CH30H
+1.1000000E+011 +0.0000000E+000
NC5H12+CH302<=>C5H11-2+CH302H
+2.0370000E+001 +3.5800000E+000
NC5H12+CH302<=>C5H11-3+CH302H
+1.0190000E+001 +3.5800000E+000

+1.

+1.

+1.

+1.

+5.

+5.

+5.

+5.

+4.

+4.

+5.

-1.

+1.

+1.

+7.

+7.

+5.

+5.

+1.

+1.

8280000E+004

3400000E+004

8000000E+004

8280000E+004

0160000E+004

0160000E+004

2000000E+003

2000000E+003

4710000E+003

4710000E+003

0470000E+002

0155000E+003

3720000E+004

3720000E+004

5740000E+003

5740000E+003

0000000E+003

0000000E+003

4810000E+004

4810000E+004

+9.0400000E-



NC5H12+C2H5<=>C5H11-2+C2H6
+1.0000000E+011 +0.0000000E+00QO0
NC5H12+C2H5<=>C5H11-3+C2H6
+5.0000000E+010 +0.0000000E+00QO0
NC5H12+C2H3<=>C5H11-2+C2H4
+8.0000000E+011 +0.0000000E+00QO0
NC5H12+C2H3<=>C5H11-3+C2H4
+4.0000000E+011 +0.0000000E+00QO0
NC5H12+02CHO<=>C5H11-2+H0O2CHO
+2.0370000E+001 +3.5800000E+000
NC5H12+02CHO<=>C5H11-3+HO2CHO
+1.0190000E+001 +3.5800000E+000
NC5H12+C5H11-1<=>C5H11-2+NC5H12
+1.0000000E+011 +0.0000000E+00Q0Q
NC5H12+C5H11-1<=>C5H11-3+NC5H12
+5.0000000E+010 +0.0000000E+000
NC5H12+C5H11-2<=>C5H11-3+NC5H12
+5.0000000E+010 +0.0000000E+00Q0
C5H11-1<=>C2H4+NC3H7

+3.2360000E+012 +3.2300000E-001
PLOG /
+4 .4100000E+003 +2.1920000E+000
PLOG /
+8.0600000E+020 -2.6280000E+000
PLOG /
+2.1700000E+028 -4.5780000E+000
PLOG /
+6.4700000E+024 -3.3830000E+000
PLOG /
+2.3400000E+017 -1.1230000E+000

C5H11-1<=>H+C5H10-1
+2.0420000E+010 +9.5000000E-001
PLOG /

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+1.

+2.

+3.

+3.

+3.

+3

0400000E+004

0400000E+004

6800000E+004

6800000E+004

4810000E+004

4810000E+004

0400000E+004

0400000E+004

2300000E+004

8808400E+004

+1.

8827000E+004

+1.

9232000E+004

+1.

4864000E+004

+1.

4388000E+004

+1.

1176000E+004

.3810200E+004

+1.

014 +7.0220000E+000 +1.5354000E+004 /

PLOG /
+5.1000000E+012 -4
PLOG /
+4.0700000E+027 -4
PLOG /
+1.0200000E+026 -3
PLOG /
+6.5200000E+016 -9.8700000E-001
C5H11-2<=>C3H6+C2H5

.0200000E-001

.4830000E+000

.7940000E+000

+4.0740000E+012 +2.7200000E-001
PLOG /
+8.5400000E+025 -4.2410000E+000
PLOG /
+2.3400000E+031 -5.5810000E+000
PLOG /
+4.6300000E+028 -4.5920000E+000
PLOG /
+3.7700000E+020 -2.1080000E+000
PLOG /
+3.5600000E+014 -3.0100000E-001

C5H11-2<=>C5H10-1+H
+2.2390000E+008 +1.5170000E+000
PLOG /

+8.2600000E+010 -1.1800000E-001

+2

+3.

+4.

+3.

+2.

+3.

+3.

+3.

+3.

+3.

+3.

+2.

+1.

.9991000E+004

+1.

9814000E+004

+1.

0806000E+004

+1.

6957000E+004

9140300E+004

+1.

1303000E+004

+1.

5992000E+004

+1.

6186000E+004

+1.

2927000E+004

+1.

0124000E+004

4750200E+004

+1.

9715000E+004

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+OO3
/

0000000E-001

0000000E+000
éOOOOOOE+OOl
éOOOOOOE+002
éOOOOOOE+003
/

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OO2
6000000E+003
/

0000000E-001
/

+3.2400000E-



PLOG /

+6.9200000E+026 -4
PLOG /
+3.8100000E+029 -4
PLOG /
+4.2200000E+020 -2
PLOG /

+5.0500000E+011 +5

.4560000E+000

.9690000E+000

.1600000E+000

.2600000E-001

C5H11-2<=>C5H10-2+H

+2.7100000E+009 +1
PLOG /
+2.7970000E+013 -8
PLOG /
+9.9220000E+027 -4
PLOG /
+8.5040000E+029 -5
PLOG /
+1.0260000E+021 -2
PLOG /

+3.1410000E+012 +2

.1930000E+000

.3300000E-001

.7750000E+000

.0630000E+000

.2750000E+000

.8700000E-001

C5H11-3<=>C4H8-1+CH3

+2.9510000E+010 +9
PLOG /
+1.3100000E+016 -1
PLOG /
+1.8500000E+025 -3
PLOG /
+1.0100000E+024
PLOG /
+1.9800000E+016 -7
PLOG /
+2.1000000E+011 +6

-3

.2800000E-001

.1370000E+000

.6430000E+000

.1300000E+000

.9300000E-001

.8500000E-001

C5H11-3<=>C5H10-2+H

+1.2740000E+009 +1
PLOG /
+5.1190000E+006 +1
PLOG /
+4.0680000E+022 -2
PLOG /
+2.2980000E+025 -3
PLOG /
+8.1040000E+016 -9
PLOG /

+1.2140000E+010 +1
C5H11-1+02<=>C5H10

.3300000E+000

.5110000E+000

.9490000E+000

.5690000E+000

.8300000E-001

.0470000E+000 +3

-1+HO2

+3.

+4.

+4.

+3.

+3.

+3.

+3.

+4.

+3.

+3.

+3.

+2.

+3.

+3.

+3.

+3.

+3.

+2.

+3.

+4.

+3.

+1.

9997000E+004
+1
3662000E+004
+1
0523000E+004
+1
6461000E+004

4513500E+004

+1.

0422700E+004

+1.

9987000E+004

+1.

3150600E+004

+1.

9953200E+004

+1.

6068200E+004

0048500E+004

+1.

9671000E+004

+1.

5787000E+004

+1.

6363000E+004

+1.

3017000E+004
+1
0583000E+004

4417900E+004

+1.

9138700E+004

+1.

8765500E+004

+1.

1777200E+004

+1.

8322300E+004
+1
.5008700E+004

001 +3.5900000E+000 +1.1960000E+004

C5H11-2402<=>C5H10

-1+HO2

001 +3.7100000E+000 +9.3220000E+003

C5H11-2402<=>C5H10
+1.0700000E+000 +3
C5H11-3402<=>C5H10
+2.1400000E+000 +3
C5H11-1<=>C5H11-2

+1.1480000E+001 +3
PLOG /
+1.6100000E+010 -1
PLOG /

+2.8800000E+017 -2

-2+HO2

.7100000E+000 +9

-2+HO2

.7100000E+000

.0330000E+000

.2800000E-001

.0730000E+000

+9.

+1.

+1.

+2.

.3220000E+003

3220000E+003

5313400E+004
+1
6305000E+004
+1
1414000E+004

0000000E+000
/

.0000000E+001

/

.0000000E+002

/

.0000000E+003

/

0000000E-001

/
0000000E+000

/
0000000E+001

/
0000000E+002

/
0000000E+003
/

0000000E-001
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/
0000000E+001

/
0000000E+002

/

.0000000E+003

/

0000000E-001
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+002
/

.0000000E+003

/

.0000000E-001

/

.0000000E+000

/

+8.3700000E-

+5.3500000E-



PLOG /

+5.0900000E+018 -2.2840000E+000 +2.3337000E+004
PLOG / +1
+1.3800000E+014 -8.3800000E-001 +2.1871000E+004
PLOG / +1

+1.6000000E+008 +9.5400000E-001 +1.9221000E+004
C5H11-1<=>C5H11-3
012 +6.8430000E+000 +1.8781000E+004

PLOG / +1.
015 +6.8760000E+000 +1.1901000E+004 /

PLOG / +1.
+7.6800000E+007 +6.6700000E-001 +2.5012000E+004
PLOG / +1.
+1.2600000E+019 -2.3500000E+000 +3.2938000E+004
PLOG / +1.
+1.1600000E+016 -1.2560000E+000 +3.3072000E+004
PLOG / +1.

+6.0600000E+006 +1.5700000E+000
C5H11-2<=>C5H11-3
+2.7540000E+010 +7.1200000E-001

+2.9120000E+004

+4.1872300E+004

PLOG / +1.
004 +3.7250000E+000 +2.8298000E+004 /

PLOG / +1.
+3.4100000E+022 -3.5170000E+000 +4.2976000E+004
PLOG / +1.
+1.5700000E+032 -6.0050000E+000 +5.0425000E+004
PLOG / +1.
+3.1200000E+024 -3.5140000E+000 +4.8305000E+004
PLOG / +1.
+1.5900000E+014 -4.0400000E-001 +4.3709000E+004
C5H11-1+02<=>C5H1102-1

+6.8650000E+016 -1.6270000E+000 +1.9870000E+002
C5H11-2+02<=>C5H1102-2

+3.4870000E+014 -8.1600000E-001 -5.3650000E+002
C5H11-3402<=>C5H1102-3

+3.4870000E+014 -8.1600000E-001 -5.3650000E+002
C5H11-1+HO2<=>C5H110-1+0H

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-2+H02<=>C5H110-2+0H

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-3+H02<=>C5H110-3+0H

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-1+CH302<=>C5H110-1+CH30

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-2+CH302<=>C5H110-2+CH30

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003

C5H11-3+CH302<=>C5H110-3+CH30

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-1+C5H1102-1<=>C5H110-1+C5H110~-1
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-1+C5H1102-2<=>C5H110-1+C5H110-2
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-1+C5H1102-3<=>C5H110-1+C5H110-3
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-2+C5H1102-1<=>C5H110-2+C5H110-1
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-2+C5H1102-2<=>C5H110-2+C5H110-2
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003

+1.

0000000E+001
/

.0000000E+002

/

.0000000E+003

/

0000000E-001

0000000E+000

/
0000000E+001

/
0000000E+002

/
0000000E+003

/

0000000E-001

0000000E+000
/
0000000E+001
/
0000000E+002

/
0000000E+003

/

+3.8900000E-

+6.0800000E-

+4.8000000E-



C5H11-2+C5H1102-3<=>C5H110-2+C5H110-3
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-3+C5H1102-1<=>C5H110-3+C5H110-1
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-3+C5H1102-2<=>C5H110-3+C5H110-2
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
C5H11-3+C5H1102-3<=>C5H110-3+C5H110-3

+9.0000000E+012 +0.0000000E+000
C5H1102-1<=>C5H1000H1-2
+4.0090000E+008 +1.1000000E+000
C5H1102-1<=>C5H1000H1-3
+1.3600000E+007 +1.3000000E+000
C5H1102-1<=>C5H1000H1-4
+3.7180000E+006 +1.2000000E+000
C5H1102-1<=>C5H1000H1-5
+2.9410000E+005 +1.5000000E+000
C5H1102-2<=>C5H1000H2-1
+7.2900000E+008 +1.1000000E+000
C5H1102-2<=>C5H1000H2-3
+1.7160000E+009 +9.0000000E-001
C5H1102-2<=>C5H1000H2-4
+7.0330000E+010 +2.0000000E-001
C5H1102-2<=>C5H1000H2-5
+6.1700000E+005 +1.5000000E+000
C5H1102-3<=>C5H1000H3-1
+2.8770000E+007 +1.4000000E+000
C5H1102-3<=>C5H1000H3-2
+3.4320000E+009 +9.0000000E-001
C5H1102-1<=>PC4H9CHO+0OH
+1.9840000E+009 +1.2000000E+000
C5H1102-2<=>NC3H7COCH3+0H
+5.3000000E+009 +1.0000000E+000
C5H1102-3<=>C2H5COC2H5+0H
+5.3000000E+009 +1.0000000E+000
C5H1102-1<=>C5H10-1+HO2
+3.8700000E+007 +1.5800000E+000
C5H1102-2<=>C5H10-1+HO2
+3.6050000E+009 +1.1300000E+000
C5H1102-2<=>C5H10-2+H02
+5.1400000E+009 +1.0100000E+000
CHH1102-3<=>C5H10-2+HO2
+7.2000000E+010 +7.3000000E-001
C5H1102H-1+02<=>C5H1102-1+HO2
+3.7460000E+013 -7.9100000E-001
C5H1102H-24+02<=>C5H1102-2+H02
+4.3800000E+013 -8.1200000E-001
C5H1102H-3+02<=>C5H1102-3+HO02
+4.3800000E+013 -8.1200000E-001
CH5H1102H-14+H0O2<=>C5H1102-1+H202
+2.4000000E+012 +0.0000000E+000
C5HH1102H-24+H02<=>C5H1102-2+H202
+2.4000000E+012 4+0.0000000E+000
C5H1102H-34+H02<=>C5H1102-3+H202
+2.4000000E+012 +0.0000000E+000

-1

+3

+1.

+1.

+1.

+3.

+2.

+1.

+2.

+2.

+3.

+3.

+3.

+3.

+2.

+3.

+2.

+3.

+3.

+3.

+3.

+1.

+1

+1

.0000000E+003

.0100000E+004

8200000E+004

6600000E+004

9900000E+004

3500000E+004

9500000E+004

9500000E+004

0000000E+004

0800000E+004

0500000E+004

9700000E+004

8500000E+004

8500000E+004

8500000E+004

0100000E+004

9362000E+004

0883000E+004

3620000E+004

3640000E+004

3640000E+004

0000000E+004

.0000000E+004

.0000000E+004

NCS5H12+C5H1102-1<=>C5H11-1+C5H1102H-1
+1.2100000E+013 +0.0000000E+000 +2.0430000E+004
NC5H12+C5H1102-2<=>C5H11-1+C5H1102H-2
+1.2100000E+013 +0.0000000E+000 +2.0430000E+004



NC5H12+C5H1102-3<=>C5H11-1+C5H1102H-3
+1.2100000E+013 +0.0000000E+000 +2.0430000E+004
NC5H12+C5H1102-1<=>C5H11-2+C5H1102H-1
+8.0640000E+012 +0.0000000E+000 +1.7700000E+004
NC5H12+C5H1102-2<=>C5H11-2+C5H1102H-2
+8.0640000E+012 +0.0000000E+000 +1.7700000E+004
NC5H12+C5H1102-3<=>C5H11-2+C5H1102H-3
+8.0640000E+012 +0.0000000E+000 +1.7700000E+004
NC5H12+C5H1102-1<=>C5H11-3+C5H1102H-1
+4.0320000E+012 +0.0000000E+000 +1.7700000E+004
NC5H12+C5H1102-2<=>C5H11-3+C5H1102H-2
+4.0320000E+012 +0.0000000E+000 +1.7700000E+004
NC5H12+C5H1102-3<=>C5H11-3+C5H1102H-3
+4.0320000E+012 +0.0000000E+000 +1.7700000E+004
C5H1102-1+CH302=>C5H110-1+CH30+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-2+CH302=>C5H110-2+CH30+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-3+CH302=>C5H110-3+CH30+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+C5H1102-1=>C5H110-1+C5H110-1+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+C5H1102-2=>C5H110-1+C5H110-2+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+C5H1102-3=>C5H110-1+C5H110-3+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-2+C5H1102-2=>C5H110-2+C5H110-2+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-2+C5H1102-3=>C5H110-2+C5H110-3+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-3+C5H1102-3=>C5H110-3+C5H110-3+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+CH302=>PC4HSCHO+CH30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+CH302=>NC5H110H+CH20+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-2+CH302=>NC3H7COCH3+CH30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-3+CH302=>C2H5COC2H5+CH30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1102-1+C2H502=>PC4HOCHO+C2H50H+02
+3.5000000E+015 -1.6100000E+000 +1.8600000E+003
C5H1102-1+C2H502=>NC5H110H+CH3CHO+02
+3.5000000E+015 -1.6100000E+000 +1.8600000E+003
C5H1102-2+C2H502=>NC3H7COCH3+C2H50H+02
+3.5000000E+015 -1.6100000E+000 +1.8600000E+003
C5H1102-3+C2H502=>C2H5COC2H5+C2H50H+02
+3.5000000E+015 -1.6100000E+000 +1.8600000E+003
C5H1102-1+4C5H1102-1=>PC4H9CHO+NC5H110H+02
+3.5000000E+015 -1.6100000E+000 +1.8600000E+003
C5H1102H-1<=>C5H110-1+0H

+7.3030000E+018 -8.9000000E-001 +4.5630000E+004
C5H1102H-2<=>C5H110-2+0H

+4.2320000E+020 -1.4000000E+000 +4.5750000E+004
C5H1102H-3<=>C5H110-3+0H

+1.4220000E+020 -1.3400000E+000 +4.5690000E+004
C5H1102H-1+0OH=>PC4H9CHO+H20+0H

+2.0000000E+012 +0.0000000E+000 +0.0000000E+000



C5H1102H-2+0OH=>NC3H7COCH3+H20+0H

+1.0000000E+012 +0.0000000E+000 +0

C5H1102H-3+0OH=>C2H5COC2H5+H20+0H

+1.0000000E+012 +0.0000000E+000 +0
CH20+PC4H9<=>C5H110-1
+5.0000000E+010 +0.0000000E+00QO0
CH3CHO+NC3H7<=>C5H110-2
+3.3300000E+010 +0.0000000E+000
C2H5+C2H5CHO<=>C5H110-3
+1.6700000E+010 +0.0000000E+000
C5H1000H1-2<=>C5H1001-2+0H

+4.6670000E+012
PLOG /
+3.9000000E+007
PLOG /
+3.1200000E+015
PLOG /
+3.2400000E+024
PLOG /
+7.6000000E+026
PLOG /
+1.8000000E+029
PLOG /
+1.5200000E+030
PLOG /
+1.3200000E+030
PLOG /
+2.4600000E+028
PLOG /
+1.1500000E+026

+2

-4

.5000000E-001

.9000000E-001

.1900000E+000

.4800000E+000

.0600000E+000

.5900000E+000

.7300000E+000

.5700000E+000

.8900000E+000

.0900000E+000

C5H1000H1-3<=>C5H1001-3+0H
+1.2750000E+005 +1.8300000E+000

PLOG /
+4.2400000E+040
PLOG /
+2.4300000E+026
PLOG /
+2.9000000E+012
PLOG /
+3.6800000E+010
PLOG /
+1.7100000E+009
PLOG /
+5.6100000E+008
PLOG /
+3.1500000E+008
PLOG /
+2.2100000E+008
PLOG /
+1.9600000E+008

+1.

+5.

+6.

+7.

+8.

+8

.5700000E+000

.8700000E+000

.8000000E-001

1000000E-001

2000000E-001

8000000E-001

5000000E-001

0000000E-001

.2000000E-001

CH5H1000H1-4<=>C5H1001-4+0H

+4.7280000E+005
PLOG /
+1.4700000E+018
PLOG /
+2.8000000E+014
PLOG /
+5.9700000E+009

+1

.2400000E+000

.0600000E+000

.5900000E+000

.0000000E-002

+3.

+6.

+6.

+1.

+1.

+5.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+8.

+1.

+1.

+9.

.0000000E+000

.0000000E+000

4570000E+003

3970000E+003

1930000E+003

2840000E+004

+1.

8710000E+003

+1.

9780000E+003

+1.

1337000E+004

+2.

2972000E+004

+5.

4912000E+004

+1.

6062000E+004

+2.

6802000E+004

+5.

7020000E+004

+1.

6650000E+004

4460000E+004

+1.

5269000E+004

+1.

1713000E+004

+1.

6944000E+004

+2.

6258000E+004

+5.

5773000E+004
+1
5596000E+004

+2.

5504000E+004

+5.

5448000E+004
+1
5429000E+004

1300000E+003
+1
0191000E+004
+1
0655000E+004
+1
3770000E+003

0000000E-002
éOOOOOOE—OOl
SOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
/

.0000000E+001

/
0000000E+001

/
0000000E+001
/

.0000000E+002

/

.0000000E-002

/

.0000000E-001

/

.0000000E+000

/



PLOG /
+2.0600000E+009
PLOG /
+1.0400000E+009
PLOG /
+8.2000000E+008
PLOG /
+7.2800000E+008
PLOG /
+6.7700000E+008
PLOG /
+6.6100000E+008

+8.0000000E-002

+1.8000000E-001
+2.1000000E-001
+2.3000000E-001
+2.4000000E-001

+2.4000000E-001

C5H1000H1-5<=>C5H1001-5+0H

+2.3140000E+004
PLOG /
+1.3300000E+012
PLOG /
+1.8600000E+008
PLOG /
+4.6800000E+007
PLOG /
+4.3200000E+007
PLOG /
+4.1100000E+007
PLOG /
+4.0400000E+007
PLOG /
+4.0100000E+007
PLOG /
+3.9900000E+007
PLOG /
+3.9800000E+007

+1.3100000E+000

1.1900000E+000
+6.0000000E-002
+2.6000000E-001
+2.7000000E-001
+2.7000000E-001
+2.8000000E-001
+2.8000000E-001
+2.8000000E-001

+2.8000000E-001

C5H1000H2-1<=>C5H1001-2+0H

+2.5670000E+009
PLOG /
+2.8000000E+005
PLOG /
+6.6200000E+015
PLOG /
+1.9500000E+025
PLOG /
+4.9900000E+026
PLOG /
+5.5500000E+026
PLOG /
+2.0700000E+025
PLOG /
+8.1300000E+022
PLOG /
+1.5400000E+019
PLOG /
+5.3600000E+016

+1.0400000E+000

.2000000E-001

.2000000E+000

.6000000E+000

.8800000E+000

.7100000E+000

.1600000E+000

.3300000E+000

.1000000E+000

-1.3100000E+000

C5H1000H2-3<=>C5H1002-3+0H
+4.6630000E+008 +1.0900000E+000 +9

PLOG /

+9.

+9.

+9.

+9.

+9.

+9.

+8.

+1.

+9.

+9.

+9.

+9.

+9.

+9.

+9.

+9.

+1.

+1.

+6.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

2360000E+003

+5.

1440000E+003
+1
1120000E+003
+2
0960000E+003

+5.

0860000E+003

+1.

0830000E+003

5500000E+003

+1.

0872000E+004

+1.

7600000E+003

+1.

5740000E+003

+2.

5630000E+003

+5.

5560000E+003

+1.

5540000E+003

+2.

5530000E+003

+5.

5520000E+003

+1.

5520000E+003

1340000E+004

+1.

2890000E+003

+1.

8790000E+003

+1.

3023000E+004

+2.

4402000E+004

+5.

5465000E+004

+1.

5596000E+004
+2
5213000E+004

+5.

4271000E+004
+1
3545000E+004

.8500000E+003
+1

002 +2.4900000E+000 -1.6120000E+003 /

PLOG /

+1

+2.8700000E+009 -2.9000000E-001 +4.0450000E+003

0000000E+000

/
0000000E+000
/

.0000000E+001

/

.0000000E+001

/
0000000E+001
/
0000000E+002
/

0000000E-002
gOOOOOOE—OOl
/

0000000E+000
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+000
/
0000000E+000
/
0000000E+001
/

.0000000E+001

/
0000000E+001
/

.0000000E+002

/

.0000000E-002

.0000000E-001

/

+7.3800000E-



PLOG /
+2.1100000E+018
PLOG /
+7.9900000E+018
PLOG /
+3.7400000E+017
PLOG /
+2.2300000E+015
PLOG /
+5.5300000E+012
PLOG /
+5.7100000E+009
PLOG /
+1.6900000E+008
DUP

.5100000E+000

.5500000E+000

.9800000E+000

.2100000E+000

.5000000E-001

.2000000E-001

.1100000E+000

C5H1000H2-3<=>C5H1002-3+0H

+7.4640000E+008
PLOG /
+8.8200000E+002
PLOG /
+4.3800000E+012
PLOG /
+5.1100000E+013
PLOG /
+1.0500000E+012
PLOG /
+4.7600000E+009
PLOG /
+2.1700000E+008
PLOG /
+2.9200000E+007
PLOG /
+7.1200000E+006
PLOG /
+4.2600000E+006
DUP

+7.

+1.

+3.

+7.

+1.

+1.

+1.

0000000E-001

3300000E+000

.1600000E+000

.0800000E+000

.8000000E-001

0000000E-001

4000000E-001

0200000E+000

2200000E+000

2900000E+000

C5H1000H2-4<=>C5H1002-4+0H

+3.8350000E+006
PLOG /
+1.5700000E+032
PLOG /
+2.9100000E+016
PLOG /
+3.4800000E+006
PLOG /
+3.3300000E+005
PLOG /
+7.1800000E+004
PLOG /
+4.2000000E+004
PLOG /
+3.2000000E+004
PLOG /
+2.7100000E+004
PLOG /
+2.5700000E+004
DUP

+1.

7.

-1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

2600000E+000

0300000E+000

9500000E+000

1700000E+000

4800000E+000

6900000E+000

7600000E+000

8000000E+000

8200000E+000

8300000E+000

+9.

+1.

+1.

+1.

+1.

+9.

+9.

+9.

+9.

+6.

+9.

+9.

+8.

+8.

+8.

+8.

+7.

+1

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

9890000E+003

+2.

1002000E+004

+5.

1395000E+004

+1.

1062000E+004

+2.

0430000E+004

+5.

5720000E+003

+1.

0990000E+003

2700000E+003

+1.

0400000E+002

+1.

8120000E+003

+1.

5220000E+003

+2.

3190000E+003

+5.

7910000E+003

+1.

4300000E+003

+2.

1810000E+003

+5.

0010000E+003

+1.

9340000E+003

.4970000E+004
+1.

2485000E+004

+1.

7872000E+004

+1.

4400000E+004

+2.

4031000E+004

+5.

3788000E+004

+1.

3704000E+004

+2.

3660000E+004

+5.

3634000E+004

+1.

3625000E+004

0000000E+000
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
SOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
6000000E+001
éOOOOOOE+002
/



C5H1000H2-4<=>C5H1002-4+0H

+1.3920000E+006
PLOG /
+1.1400000E+036
PLOG /
+2.2400000E+020
PLOG /
+2.8600000E+007
PLOG /
+7.1100000E+005
PLOG /
+5.6400000E+004
PLOG /
+2.2700000E+004
PLOG /
+1.4200000E+004
PLOG /
+1.0700000E+004
PLOG /
+9.7100000E+003
DUP

+1.

-8.

-3.

+9.

+1.

+1.

+1.

+2.

+2.

+2.

4900000E+000

1900000E+000

0800000E+000

7000000E-001

4700000E+000

8200000E+000

9400000E+000

0000000E+000

0400000E+000

0600000E+000

C5H1000H2-5<=>C5H1001-4+0H

+3.7850000E+005
PLOG /
+2.5200000E+020
PLOG /
+1.0900000E+012
PLOG /
+9.1900000E+007
PLOG /
+4.3900000E+007
PLOG /
+2.7700000E+007
PLOG /
+2.3700000E+007
PLOG /
+2.1900000E+007
PLOG /
+2.0900000E+007
PLOG /
+2.0600000E+007

+1.

3.

-8.

+4.

+5.

+6.

+6.

+6.

+6.

+6.

2800000E+000

6200000E+000

2000000E-001

8000000E-001

8000000E-001

4000000E-001

6000000E-001

7000000E-001

8000000E-001

8000000E-001

C5H1000H3-1<=>C5H1001-3+0H

+2.3980000E+006
PLOG /
+2.6300000E+042
PLOG /
+4.2800000E+025
PLOG /
+1.0200000E+012
PLOG /
+1.7600000E+010
PLOG /
+1.0400000E+009
PLOG /
+3.7500000E+008
PLOG /
+2.2100000E+008

+1.

+2.

+6.

+7.

+8.

5200000E+000

.9900000E+000

.5600000E+000

.9000000E-001

6000000E-001

4000000E-001

8000000E-001

5000000E-001

+1.

+2.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+1.

+1.

+1.

+1.

+1.

5210000E+004

+1.

3953000E+004

+1.

9618000E+004

+1.

5137000E+004

+2.

4555000E+004

+5.

4153000E+004

+1.

4008000E+004

+2.

3933000E+004

+5.

3887000E+004

+1.

3872000E+004

0220000E+004

+1.

3849000E+004

+1.

1988000E+004

+1.

0691000E+004

+2.

0585000E+004

+5.

0518000E+004

+1.

0496000E+004

+2.

0484000E+004

+5.

0477000E+004

+1.

0475000E+004

7240000E+004

+1.

8572000E+004

+1.

3726000E+004

+1.

8930000E+004

+2.

8283000E+004

+5.

7830000E+004
+1
7665000E+004

+2.

7580000E+004

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
6000000E+OOO
éOOOOOOE+OOl
6000000E+001
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
/

0000000E+000
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
/

.0000000E+001

/
0000000E+001
/



PLOG /

+1.6000000E+008 +9.0000000E-001

PLOG /

+1.4300000E+008 +9.1000000E-001
C5H1000H3-2<=>C5H1002-3+0H

+2.8140000E+009
PLOG /
+7.3700000E+008
PLOG /
+3.6200000E+014
PLOG /
+5.6000000E+010
PLOG /
+2.0800000E+009
PLOG /
+1.1800000E+008
PLOG /
+3.6100000E+007
PLOG /
+1.8800000E+007
PLOG /
+1.2500000E+007
PLOG /
+1.0800000E+007
DUP

+3.

+2.

+6.

+8.

+9.

+9.

+1.

5000000E-001

.9000000E-001

.6700000E+000

.2000000E-001

5000000E-001

6000000E-001

3000000E-001

2000000E-001

8000000E-001

0000000E+000

C5H1000H3-2<=>C5H1002-3+0H

+4.1950000E+009
PLOG /
+1.5700000E+000
PLOG /
+3.2500000E+010
PLOG /
+3.9300000E+017
PLOG /
+3.2200000E+017
PLOG /
+4.6300000E+015
PLOG /
+3.3400000E+013
PLOG /
+2.4700000E+011
PLOG /
+1.9100000E+009
PLOG /
+2.0700000E+008
DUP

+7.

+2.

1000000E-001

1000000E+000

.9000000E-001

.2800000E+000

.1200000E+000

.4200000E+000

.9000000E-001

.0000000E-002

.9000000E-001

.0000000E+000

C5H1000H1-2<=>C5H10-1+HO2
+1.0400000E+010 +9.4000000E-001
C5H1000H2-1<=>C5H10-1+HO2
+2.2100000E+012 +2.3000000E-001
C5H1000H2-3<=>C5H10-2+H02
+4.5430000E+010 +7.5100000E-001
C5H1000H3-2<=>C5H10-24+H02
+4.0660000E+010 +6.7800000E-001
C5H1000H1-3=>0H+CH20+C4H8-1
+9.1000000E+008 +1.4000000E+000
C5H1000H2-4=>0H+CH3CHO+C3H6
+1.1800000E+009 +1.2000000E+000

+1.

+1.

+9.

+4.

+9.

+9.

+9.

+8.

+8.

+8.

+8.

+8.

+1.

+4.

+1.

+1.

+1.

+1.

+9.

+9.

+9.

+1.

+1.

+1.

+1

+2.

+2.

+5.

7528000E+004

+1.

7510000E+004

8600000E+003

+1.

6870000E+003

+1.

2950000E+003

+1.

4490000E+003

+2.

1040000E+003

+5.

7690000E+003

+1.

6230000E+003

+2.

5420000E+003

+5.

4900000E+003

+1.

4720000E+003

0050000E+004

+1.
.4100000E+002
+1.

8370000E+003

+1.

0081000E+004

+2.

0773000E+004

+5.

0845000E+004

+1.

0443000E+004

+2.

9050000E+003

+5.

3010000E+003

+1.

0090000E+003

5100000E+004

5600000E+004

5100000E+004

.5034000E+004

5500000E+004

2700000E+004

0000000E+001
/
0000000E+002
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OO2
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+000
/
0000000E+000
/
0000000E+001
/
0000000E+001
/
0000000E+001
/
0000000E+002
/



C5H1000H3-1=>0OH+C2H5CHO+C2H4
+3.0960000E+018 -1.7300000E+000
C5H1000H1-2<=>C2H5+AC3H500H
+2.4100000E+010 +1.0200000E+000
C5H1000H1-4<=>C3H6+C2H402H
+5.0800000E+011 +7.0000000E-001
C5H1000H2-5<=>C2H4+C3H600H2-1
+6.8600000E+013 +1.0000000E-001
C5H1000H1-2402<=>C5H1000H1-202
+1.5690000E+014 -8.1600000E-001
C5H1000H1-34+402<=>C5H1000H1-302
+1.5690000E+014 -8.1600000E-001
C5H1000H1-44+02<=>C5H1000H1-402
+1.5690000E+014 -8.1600000E-001
C5H1000H1-54+02<=>C5H1000H1-502
+3.0890000E+016 -1.6270000E+000
C5H1000H2-14+02<=>C5H1000H2-102
+3.0890000E+016 -1.6270000E+000
C5H1000H2-3402<=>C5H1000H2-302
+1.5690000E+014 -8.1600000E-001
C5H1000H2-44+02<=>C5H1000H2-402
+1.5690000E+014 -8.1600000E-001
C5H1000H2-5402<=>C5H1000H2-502
+3.0890000E+016 -1.6270000E+000
C5H1000H3-1402<=>C5H1000H3-102
+3.0890000E+016 -1.6270000E+000
C5H1000H3-24+02<=>C5H1000H3-202
+1.5690000E+014 -8.1600000E-001
C5H1000H1-202<=>C5H92-100H+HO?2
+5.1400000E+009 +1.0100000E+000
C5H1000H1-302<=>C5H92-100H+HO?2
+3.6000000E+010 +7.3000000E-001
C5H1000H1-302<=>C5H92-500H+H02
+3.6000000E+010 +7.3000000E-001
C5H1000H1-402<=>C5H91-500H+H02
+3.6050000E+009 +1.1300000E+000
C5H1000H1-402<=>C5H92-500H+H02
+5.1400000E+009 +1.0100000E+000
C5H1000H1-502<=>C5H91-500H+H02
+3.8700000E+007 +1.5800000E+000
C5H1000H2-302<=>C5H92-400H+H0O2
+3.6000000E+010 +7.3000000E-001
C5H1000H2-402<=>C5H92-400H+HO2
+5.1400000E+009 +1.0100000E+000
C5H1000H2-402<=>C5H91-400H+HO2
+3.6050000E+009 +1.1300000E+000
C5H1000H2-502<=>C5H91-400H+HO2
+3.8700000E+007 +1.5800000E+000
C5H1000H3-102<=>C5H91-300H+HO2
+3.8700000E+007 +1.5800000E+000
C5H1000H3-202<=>C5H91-300H+HO2
+3.6050000E+009 +1.1300000E+000
C5H1000H1-202<=>C5H93-1, 200H
+1.7160000E+009 +9.0000000E-001
C5H1000H1-202<=>C5H92-4, 500H
+7.0330000E+010 +2.0000000E-001
C5H1000H1-202<=>C5H91-4, 500H
+1.2330000E+006 +1.5000000E+000

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+3.

+2.

+2.

+2.

+2.

+3.

+2.

+2.

+3.

+2.

+1.

+2.

6820000E+004

8200000E+004

8700000E+004

9000000E+004

.3650000E+002

.3650000E+002

.3650000E+002

.9870000E+002

.9870000E+002

.3650000E+002

.3650000E+002

.9870000E+002

.9870000E+002

.3650000E+002

9362000E+004

9883000E+004

9883000E+004

0100000E+004

9362000E+004

8500000E+004

9883000E+004

9362000E+004

0100000E+004

8500000E+004

8500000E+004

0100000E+004

9500000E+004

8500000E+004

0000000E+004



C5H1000H1-302<=>C5H92-1, 300H
+3.4320000E+009 +9.0000000E-001
C5H1000H1-302<=>C5H92-3, 500H
+3.4320000E+009 +9.0000000E-001
C5H1000H1-302<=>C5H91-3, 500H
+2.8770000E+007 +1.4000000E+000
C5H1000H1-402<=>C5H92-1, 400H
+7.0330000E+010 +2.0000000E-001
C5H1000H1-402<=>C5H93-1, 400H
+1.7160000E+009 +9.0000000E-001
C5H1000H1-402<=>C5H91-2, 500H
+7.2900000E+008 +1.1000000E+000
C5H1000H1-502<=>C5H92-1, 500H
+3.7180000E+006 +1.2000000E+000
DUP
C5H1000H1-502<=>C5H93-1, 500H
+1.3600000E+007 +1.3000000E+000
C5H1000H1-502<=>C5H92-1, 500H
+4.0090000E+008 +1.1000000E+000
DUP
C5H1000H2-102<=>C5H93-1, 200H
+1.3600000E+007 +1.3000000E+000
C5H1000H2-102<=>C5H92-4, 500H
+3.7180000E+006 +1.2000000E+000
C5H1000H2-102<=>C5H91-4, 500H
+2.9410000E+005 +1.5000000E+000
C5H1000H2-302<=>C5H91 -2, 300H
+2.8770000E+007 +1.4000000E+000
C5H1000H2-302<=>C5H92-3, 400H
+3.4320000E+009 +9.0000000E-001
C5H1000H2-302<=>C5H91-3, 400H
+2.8770000E+007 +1.4000000E+000
C5H1000H2-402<=>C5H91-2, 400H
+1.2330000E+006 +1.5000000E+000
DUP
C5H1000H2-402<=>C5H93-2, 400H
+1.7160000E+009 +9.0000000E-001
C5H1000H2-402<=>C5H91-2, 400H
+7.2900000E+008 +1.1000000E+000
DUP
C5H1000H2-502<=>C5H91-2, 500H
+2.9410000E+005 +1.5000000E+000
C5H1000H2-502<=>C5H93~-1, 400H
+1.3600000E+007 +1.3000000E+000
C5H1000H2-502<=>C5H92-1, 400H
+4.0090000E+008 +1.1000000E+000
C5H1000H3-102<=>C5H92-1, 300H
+4.0090000E+008 +1.1000000E+000
CS5H1000H3-102<=>C5H92-3, 500H
+3.7180000E+006 +1.2000000E+000
CS5H1000H3-102<=>C5H91-3, 500H
+2.9410000E+005 +1.5000000E+000
C5H1000H3-202<=>C5H91-2, 300H
+7.2900000E+008 +1.1000000E+000
C5H1000H3-202<=>C5H92-3, 400H
+7.0330000E+010 +2.0000000E-001
C5H1000H3-202<=>C5H91-3, 400H
+1.2330000E+006 +1.5000000E+000

+2.

+2.

+2.

+1.

+2.

+3.

+1.

+1.

+3.

+1.

+1.

+1.

+2

+2

+2

+2

+2.

+3.

+1

+1.

+3.

+3.

+1.

+1.

+3.

+1.

+2.

9500000E+004

9500000E+004

0800000E+004

8500000E+004

9500000E+004

3500000E+004

6600000E+004

8200000E+004

0100000E+004

8200000E+004

6600000E+004

9900000E+004

.0800000E+004

.9500000E+004

.0800000E+004

.0000000E+004

9500000E+004

3500000E+004

.9900000E+004

8200000E+004

0100000E+004

0100000E+004

6600000E+004

9900000E+004

3500000E+004

8500000E+004

0000000E+004



C5H1000H1-202<=>NC5KET12+0H

+2.4410000E+007 +1.6000000E+000 +2.7900000E+004
C5H1000H1-302<=>NC5KET13+0H

+1.0980000E+004 +2.4000000E+000 +1.9900000E+004
C5H1000H1-402<=>NC5KET14+0H

+1.2560000E+003 +2.2000000E+000 +1.7400000E+004
C5H1000H1-502<=>NC5KET15+0H

+1.1150000E+003 +1.8000000E+000 +1.6600000E+004
C5H1000H2-102<=>NC5KET21+0H

+2.7630000E+008 +1.2000000E+000 +2.5700000E+004
C5H1000H2-302<=>NC5KET23+0H

+1.7480000E+008 +1.7000000E+000 +2.6000000E+004
C5H1000H2-402<=>NC5KET24+0H

+1.7540000E+002 +3.1000000E+000 +1.7500000E+004
C5H1000H2-502<=>NC5KET25+0H

+3.7680000E+002 +2.2000000E+000 +1.5300000E+004
C5H1000H3-102<=>NC5KET31+0H

+5.7860000E+001 +2.9000000E+000 +1.7000000E+004
C5H1000H3-202<=>NC5KET32+0H

+1.7480000E+008 +1.7000000E+000 +2.6000000E+004
C5H1000H1-302+C5H1000H1-302=>NC5KET31+C5H1000H1-30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H1-302+C5H1000H2-402=>NC5KET31+C5H1000H2-40H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H1-302+C5H1000H2-402=>NC5KET24+C5H1000H1-30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H1-302+C5H1000H3-102=>NC5KET31+C5H1000H3-10H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H1-302+C5H1000H3-102=>NC5KET13+C5H1000H1-30H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H2-402+C5H1000H2-402=>NC5KET24+C5H1000H2-40H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H2-402+C5H1000H3-102=>NC5KET24+C5H1000H3-10H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H2-402+C5H1000H3-102=>NC5KET13+C5H1000H2-40H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H1000H3-102+C5H1000H3-102=>NC5KET13+C5H1000H3-10H+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
C5H91-3, 400H=>C3KET12+C2H4+0H

+3.0960000E+018 -1.7300000E+000 +2.6820000E+004
C5H91-3, 500H=>C3KET13+C2H4+0H

+3.0960000E+018 -1.7300000E+000 +2.6820000E+004
C5H91-4, 500H=>AC3H500H+C2H4+HO2

+6.8600000E+013 +1.0000000E-001 +2.9000000E+004
C5H92-1, 400H=>AC3H500H+CH3CHO+0H

+2.4100000E+010 +1.0200000E+000 +2.8200000E+004
C5H92-1, 500H<=>AC3H500H+C2H402H

+2.4100000E+010 +1.0200000E+000 +2.8200000E+004
C5H92-4, 500H=>HO2CH2CHO+C3H6+0H

+1.1800000E+009 +1.2000000E+000 +2.2700000E+004
C5H93-1, 400H=>CH20+C4H71-300H+0H

+9.1000000E+008 +1.4000000E+000 +2.5500000E+004
C5H93-1, 500H=>CH20+C4H71-400H+0OH

+1.8200000E+009 +1.4000000E+000 +2.5500000E+004
NCS5KET12<=>NC5KET120+0H

+1.0500000E+016 +0.0000000E+000 +4.2600000E+004
NCS5KET13<=>NC5KET130+0H

+1.0500000E+016 +0.0000000E+000 +4.2600000E+004



NC5KET14<=>NC5KET140+0H
+1.0500000E+016 +0.0000000E+00O0
NCSKET15<=>NC5KET150+0H
+1.5000000E+016 +0.0000000E+00O0
NCS5KET21<=>NC5KET210+0H
+1.5000000E+016 +0.0000000E+00Q0
NCS5KET23<=>NC5KET230+0H
+1.0500000E+016 +0.0000000E+00QO0
NCS5KET24<=>NC5KET240+0H
+1.0500000E+016 +0.0000000E+000
NC5KET25<=>NC5KET250+0H
+1.5000000E+016 +0.0000000E+000
NC5KET31<=>NC5KET310+0H
+1.5000000E+016 +0.0000000E+000
NC5KET32<=>NC5KET320+0H
+1.0500000E+016 +0.0000000E+000
NC5KET120<=>NC3H7CHO+HCO
+2.9000000E+012 +3.8000000E-001
NCS5KET130<=>C2H5CHO+CH2CHO
+2.9000000E+012 +3.8000000E-001
NC5KET140<=>CH3CHO+CH2CH2CHO
+2.9000000E+012 +3.8000000E-001
NC5KET150<=>CH20+C3H6CHO-1
+2.9000000E+012 +3.8000000E-001
NCS5KET210<=>CH20+NC3H7CO
+2.9000000E+012 +3.8000000E-001
NC5KET230<=>C2H5CHO+CH3CO
+2.9000000E+012 +3.8000000E-001
NC5KET240<=>CH3CHO+CH3COCH2
+2.9000000E+012 +3.8000000E-001
NC5KET250<=>CH20+CH2CH2COCH3
+2.9000000E+012 +3.8000000E-001
NCS5KET310<=>C2H5COCH2+CH20
+2.9000000E+012 +3.8000000E-001
NC5KET320<=>CH3CHO+C2H5CO
+2.9000000E+012 +3.8000000E-001
NCSKET13<=>NC5CYCPER13
+2.1000000E+008 +0.0000000E+00O0
NCSKET24<=>NC5CYCPER24
+2.1000000E+008 +0.0000000E+000
NC5KET31<=>NC5CYCPER31
+2.1000000E+008 +0.0000000E+000
NC5CYCPER13<=>HOCHO+C2H5COCH3
+3.4000000E+013 +0.0000000E+000
NC5CYCPER13<=>CH3COOH+C2H5CHO
+3.7000000E+013 +0.0000000E+000
NC5CYCPER24<=>CH3COOH+CH3COCH3
+3.4000000E+013 +0.0000000E+00QO0
NC5CYCPER31<=>C2H5COOH+CH3CHO
+3.4000000E+013 +0.0000000E+00QO0

C5H1000H1-30H=>CH20+C4H80H2-1+0H

+1.0000000E+016 +0.0000000E+000

+4.

+4.

+4.

+4.

+4.

+4.

+4.

+4.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+2.

+2.

+2.

+3.

+3.

+3.

+3

+4

C5H1000H2-40H=>CH3CHO+C3H60H2-1+0H

+1.0000000E+016 +0.0000000E+000

+4

C5H1000H3-10H=>C2H5CHO+PC2H40H+0OH

+1.0000000E+016 +0.0000000E+000
NC5KET13+0H=>NC5DIONE13+0H+H20
+1.0000000E+012 +0.0000000E+00Q0

+4

+0

2600000E+004

3000000E+004

3000000E+004

2600000E+004

2600000E+004

3000000E+004

3000000E+004

2600000E+004

1080000E+004
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1080000E+004

1080000E+004

1080000E+004

8000000E+004

8000000E+004
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4400000E+004

6800000E+004

4400000E+004
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.3000000E+004

.3000000E+004

.3000000E+004

.0000000E+000



NC5KET24+0H=>NC5DIONE24+0H+H20
+1.0000000E+012 +0.0000000E+00Q0
NC5KET31+0OH=>NC5DIONE13+0OH+H20
+2.0000000E+012 +0.0000000E+00QOQ
C5H91-2, 300H<=>C5H91-300H+HO2
+2.2100000E+012 +2.3000000E-001
C5H91-2,400H<=>C5H91-400H+HO2
+2.2100000E+012 +2.3000000E-001
C5H91-2,500H<=>C5H91-500H+H0O2
+2.2100000E+012 +2.3000000E-001
C5H92-1, 300H<=>C5H91-300H+HO2
+1.0400000E+010 +9.4000000E-001
C5H92-1, 300H<=>C5H92-100H+HO2
+4.0660000E+010 +6.7800000E-001
C5H92-1,400H<=>C5H91-400H+HO2
+1.0400000E+010 +9.4000000E-001
C5H92-1, 500H<=>C5H91-500H+HO2
+1.0400000E+010 +9.4000000E-001
C5H92-3, 400H<=>C5H92-400H+HO2
+4.0660000E+010 +6.7800000E-001
C5H92-3, 500H<=>C5H92-500H+H0O2
+4.0660000E+010 +6.7800000E-001
C5H93-1, 200H<=>C5H92-100H+HO2
+4.5430000E+010 +7.5100000E-001
C5H93-1, 400H<=>C5H92-500H+H0O2
+4.5430000E+010 +7.5100000E-001
C5H93-2,400H<=>C5H92-400H+HO2
+9.0860000E+010 +7.5100000E-001
C5H91-300H=>C2H5CHO+C2H3+0H
+1.0500000E+016 +0.0000000E+000
C5H91-300H=>C2H3CHO+C2H5+0H
+1.0500000E+016 +0.0000000E+000
C5H91-400H=>CH3CHO+C3H5-A+0H
+1.0500000E+016 +0.0000000E+000
C5H91-400H=>SC3H5CHO+CH3+0H
+1.0500000E+016 +0.0000000E+000
C5H91-500H=>CH20+C4H71-4+0H
+1.5000000E+016 +0.0000000E+000
C5H92-100H=>CH20+C4H71-1+0H
+1.5000000E+016 +0.0000000E+000
C5H92-400H=>CH3CHO+C3H5-S+0H
+1.0500000E+016 +0.0000000E+000
C5H92-400H=>SC3H5CHO+CH3+0OH
+1.0500000E+016 +0.0000000E+000
C5H92-500H=>CH20+C4H71-3+0H
+1.5000000E+016 +0.0000000E+000
C5H91-2, 300H<=>C5H901-200H-3+0H
+5.8000000E+010 +4.3000000E-001
C5H91-2, 300H<=>C5H901-300H-2+0H
+1.0150000E+010 +4.6000000E-001
C5H91-2, 400H<=>C5H901-200H-4+0H
+5.8000000E+010 +4.3000000E-001
C5H91-2, 400H<=>C5H901-400H-2+0H
+1.2400000E+009 +3.5000000E-001
C5H91-2, 500H<=>C5H901-200H-5+0H
+5.8000000E+010 +4.3000000E-001
C5H91-2, 500H<=>C5H901-500H-2+0H
+1.4450000E+007 +7.6000000E-001
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.1600000E+004
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2000000E+004
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2000000E+004
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1200000E+004

0700000E+004
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C5H91-3, 400H<=>C5H901-300H-4+0H
+1.0150000E+010 +4.6000000E-001
C5H91-3, 400H<=>C5H901-400H-3+0H
+1.2400000E+009 +3.5000000E-001
C5H91-3, 500H<=>C5H901-300H-5+0H
+1.0150000E+010 +4.6000000E-001
C5H91-3, 500H<=>C5H901-500H-3+0H
+1.4450000E+007 +7.6000000E-001
C5H91-4, 500H<=>C5H901-400H-5+0H
+1.2400000E+009 +3.5000000E-001
C5H91-4, 500H<=>C5H901-500H-2+0H
+1.4450000E+007 +7.6000000E-001
C5H92-1, 300H<=>C5H901-200H-3+0H
+3.6700000E+009 +9.3000000E-001
C5H92-1, 300H<=>C5H902-300H-1+0H
+7.0400000E+009 +7.8400000E-001
C5H92-1, 400H<=>C5H901-200H-4+0H
+3.6700000E+009 +9.3000000E-001
C5H92-1, 400H<=>C5H902-400H-1+0OH
+1.3400000E+009 +7.0000000E-001
C5H92-1, 500H<=>C5H901-200H-5+0H
+3.6700000E+009 +9.3000000E-001
C5H92-1, 500H<=>C5H901-400H-5+0H
+2.4100000E+007 +9.4000000E-001
C5H92-3, 400H<=>C5H902-300H-4+0H
+7.0400000E+009 +7.8400000E-001
C5H92-3, 400H<=>C5H902-400H-3+0H
+1.3400000E+009 +7.0000000E-001
C5H92-3, 500H<=>C5H902-300H-5+0H
+7.0400000E+009 +7.8400000E-001
C5H92-3, 500H<=>C5H901-400H-3+0H
+2.4100000E+007 +9.4000000E-001
C5H92-4, 500H<=>C5H902-400H-1+0H
+1.3400000E+009 +7.0000000E-001
C5H92-4, 500H<=>C5H901-400H-2+0H
+2.4100000E+007 +9.4000000E-001
C5H93-1, 200H<=>C5H901-300H-2+0H
+4.2250000E+008 +9.0000000E-001
C5H93-1, 200H<=>C5H902-300H-1+0H
+2.4410000E+009 +9.0000000E-001
C5H93-1, 400H<=>C5H901-300H-4+0H
+4.2250000E+008 +9.0000000E-001
C5H93-1, 400H<=>C5H902-300H-5+0H
+2.4410000E+009 +9.0000000E-001
C5H93-1, 500H<=>C5H901-300H-5+0H
+4.2250000E+008 +9.0000000E-001
C5H93-2, 400H<=>C5H902-300H-4+0H
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+1.
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+1.

+9.

+1.

7700000E+004

1200000E+004
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1300000E+004
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0900000E+004

5910000E+003

0900000E+004

6415000E+004
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0000000E+004

5910000E+003

6415000E+004

5910000E+003

0000000E+004

6415000E+004

0000000E+004

5300000E+004

4030000E+003

5300000E+004

4030000E+003

5300000E+004

+4.8810000E+009 +9.0000000E-001 +9.4030000E+003

C5H901-200H-3=>C2H5CHO+CH2CHO+0OH

+1.0500000E+016 +0.0000000E+00O0

C5H901-300H-2=>C2H5CHO+CH2CHO+0OH

+1.0500000E+016 +0.0000000E+000

C5H901-300H-2=>CH20+C3H6CHO-3+0H

+1.0500000E+016 +0.0000000E+000
C5H901-200H-4=>CH3CHO+C3H50+0H
+1.0500000E+016 +0.0000000E+000

C5H901-400H-2=>CH20+C3H6CHO-2+0H

+1.0500000E+016 +0.0000000E+000
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+4

+4

.1600000E+004

.1600000E+004

.1600000E+004

.1600000E+004

.1600000E+004



C5H901-400H-2=>C3H6+0OCH2CHO+OH

+1.0500000E+016 +0.0000000E+000 +4.

C5H901-200H-5<=>C5H901-20-5+0H

+4.1510000E+019 -1.3100000E+000 +4.

C5H901-500H-2=>CH20+C3H6CHO-1+0H

+1.0500000E+016 +0.0000000E+000 +4.

C5H901-500H-2=>C2H4+CH20CH2CHO+0OH

+1.0500000E+016 +0.0000000E+000 +4.

C5H901-300H-4=>CH3CHO+CH2CH2CHO+0OH
+1.0500000E+016 +0.0000000E+000
C5H901-400H-3=>C2H4+C2H40CHO+0OH
+1.0500000E+016 +0.0000000E+000
C5H901-300H-5=>CH20+C4H701-4+0H

+1.5000000E+016 +0.0000000E+000 +4

+4.

+4.

1600000E+004

5700000E+004

1600000E+004

1600000E+004

1600000E+004

1600000E+004

.2000000E+004

C5H901-500H-3<=>CH2CH20CH2CH2CHO+0OH

+1.0500000E+016 +0.0000000E+000 +4
C5H901-400H-5=>CH20+C3H6CHO-1+0H
+1.5000000E+016 +0.0000000E+000 +4
C5H902-300H-1=>CH20+C3H6CHO-3+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H902-400H-1=>CH20+C3H6CHO-2+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H902-400H-3=>CH3CHO+CH3CHCHO+0OH

+1.0500000E+016 +0.0000000E+000 +4.

C5H902-300H-5=>CH20+C4H71-0+0H

+1.5000000E+016 +0.0000000E+000 +4.
C5H1001-2+0OH=>CH2CO+NC3H7+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-3+0OH=>C2H4+C2H5CO+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-4+0OH=>CH3COCH2+C2H4+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-5+0H=>CH2CH2CHO+C2H4+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1002-3+0OH=>CH3CHCO+C2H5+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1002-4+0OH=>CH3CO+C3H6+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-2+0OH=>C2H3CHO+C2H5+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-3+0OH=>HCO+C4H8-1+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-4+0H=>CH2CHO+C3H6+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-5+0H=>CH20+C4H71-3+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1002-3+0H=>C2H3COCH3+CH3+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1002-4+0H=>CH3CHO+C3H5-S+H20
+2.2600000E+003 +2.7300000E+000 -4
C5H1001-2+H0O2=>CH2CO+NC3H7+H202
+1.7200000E+001 +3.4600000E+000 +9.

C5H1001-3+H02=>C2H4+C2H5CO+H202

+1.7200000E+001 +3.4600000E+000 +9.

C5H1001-4+HO2=>CH3COCH2+C2H4+H202

+1.7200000E+001 +3.4600000E+000 +9.

C5H1001-5+H02=>CH2CH2CHO+C2H4+H202

+1.7200000E+001 +3.4600000E+000 +9.
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C5H1002-3+H02=>CH3CHCO+C2H5+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1002-4+H02=>CH3CO+C3H6+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1001-2+H02=>C2H3CHO+C2H5+H202
+1.7200000E+001 +3.4600000E+000 +9
CHH1001-3+HO2=>HCO+C4H8-1+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1001-4+H0O2=>CH2CHO+C3H6+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1001-5+H02=>CH20+C4H71-3+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1002-3+H02=>C2H3COCH3+CH3+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H1002-4+H02=>CH3CHO+C3H5-S+H202
+1.7200000E+001 +3.4600000E+000 +9
C5H81-3+0H<=>CH20+C4H71-3
+1.0000000E+012 +0.0000000E+000
CHH81-3+0H<=>C2H3CHO+C2H5
+1.0000000E+012 +0.0000000E+000
C5H81-3+0H<=>CH3CHO+C3H5-S
+1.0000000E+012 +0.0000000E+000
OCH2CHO<=>CH20+HCO
+2.9000000E+012 +3.8000000E-001
C5H901-20-5=>CH20+CH2CHO+C2H4
+1.3260000E+021 -2.3490000E+000
CH20OCH2CHO<=>CH20+CH2CHO
+1.6000000E+013 +0.0000000E+000
C2H40CHO<=>CH3CHO+HCO
+2.9000000E+012 +3.8000000E-001
C4H701-4<=>CH20+C3H5-A

+1.3260000E+021 -2.3490000E+000 +2.

CH2CH20CH2CH2CHO=>CH20+C2H4+CH2CHO

+1.6000000E+013 +0.0000000E+000 +2.

NC5DIONE13+0OH=>CH3CHCO+CH2CHO+H20

+2.3600000E+002 +3.1500000E+000 +3.

NC5DIONE24+0H=>CH2CO+CH3COCH2+H20

+1.7200000E+005 +2.4000000E+000 +8.

C4H8-1+0H<=>C4H80H2-1

+0.

+0.

+0.

+1.

+2.

+2.

+1.

+6.5340000E+015 -1.2400000E+000 -7.
IC5H12<=>IC3H7+C2H5

+1.4690000E+026 -2.6590000E+000 +8.
PLOG /

+4.0700000E+095 -2.3370000E+001 +1.
PLOG /

+2.8000000E+090 -2.1550000E+001 +1.
PLOG /

+8.5800000E+079 -1.8270000E+001 +1.
PLOG /

+3.9600000E+075 -1.6970000E+001 +1.
PLOG /

+1.4100000E+069 -1.5060000E+001 +1.
PLOG /

+7.2900000E+063 -1.3510000E+001 +1.
PLOG /

+2.4600000E+058 -1.1910000E+001 +1.
PLOG /

+1.5500000E+051 -9.8300000E+000 +1.
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/



IC5H12<=>SC4H9+CH3

+8.6940000E+023 -2.

PLOG /
+1.0500000E+093 -2.
PLOG /
+1.3100000E+088 -2
PLOG /
+6.8000000E+077 -1
PLOG /
+3.5500000E+073 -1
PLOG /
+1.4300000E+067 -1
PLOG /
+7.8100000E+061 -1

PLOG /

+2.7000000E+056 -1.

PLOG /

+1.6600000E+049 -9.

ICS5H12<=>IC4H9+CH3

+1.0670000E+021 -1.

PLOG /
+2.9100000E+088 -2.
PLOG /
+4.7900000E+084 -2
PLOG /
+2.4500000E+075 -1
PLOG /
+2.2100000E+071 -1
PLOG /
+1.5600000E+065 -1
PLOG /
+1.1200000E+060 -1
PLOG /
+4.3500000E+054 -1

PLOG /

+2.4900000E+047 -9.

ICH5H12<=>ACHH11+H

+5.0900000E+017 -4.

PLOG /
+8.0100000E+067 -1.
PLOG /
+1.4800000E+072 -1
PLOG /
+7.2500000E+070 -1
PLOG /
+9.5700000E+068 -1
PLOG /
+2.1400000E+065 -1
PLOG /
+4.9600000E+061 -1
PLOG /
+2.3000000E+057 -1
PLOG /
+5.7000000E+050 -9.

IC5H12<=>BC5H11+H

+6.3420000E+018 -7.

PLOG /

+1.2400000E+077 -1.
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2640000E+001
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+1.

2562600E+005

+1.
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.0000000E+000

/

.0000000E+000

éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
/

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
SOOOOOOE+OOO
/

.0000000E+001

/

.0000000E+001

/
0000000E+001

/

.0000000E-002

/



PLOG /

+1.4300000E+078 -1
PLOG /
+2.4800000E+073 -1
PLOG /
+3.3900000E+070 -1
PLOG /
+4.9000000E+065 -1
PLOG /
+1.9500000E+061 -1
PLOG /
+2.3100000E+056 -1
PLOG /
+2.0300000E+049 -9.

IC5H12<=>CC5H11+H
+1.7390000E+018 -6.

PLOG /
+7.6100000E+073 -1.
PLOG /
+1.2200000E+076 -1
PLOG /
+3.0700000E+072 -1
PLOG /
+8.7900000E+069 -1
PLOG /
+3.0600000E+065 -1
PLOG /
+2.1100000E+061 -1
PLOG /
+3.7700000E+056 -1.
PLOG /

+4.4000000E+049 -9.
IC5H12<=>DC5H11+H
+5.0610000E+017 -6.

PLOG /
+7.9600000E+067 -1.
PLOG /
+1.4800000E+072 -1
PLOG /
+7.2100000E+070 -1
PLOG /
+9.5100000E+068 -1
PLOG /
+2.1300000E+065 -1
PLOG /
+4.9400000E+061 -1
PLOG /
+2.2900000E+057 -1.
PLOG /

+5.6600000E+050 -1.

.8530000E+001

.6810000E+001

.5900000E+001

.4410000E+001

.3090000E+001

.1630000E+001

5600000E+000

8500000E-001

7850000E+001

.8050000E+001

.6650000E+001

.5820000E+001

.4440000E+001

.3180000E+001

1760000E+001

7300000E+000

3300000E-001

6350000E+001

.7130000E+001

.6360000E+001

.5710000E+001

.4550000E+001

.3430000E+001

2120000E+001

0170000E+001

IC5H12402<=>AC5H11+HO2

+4.2000000E+013 +0.

0000000E+000

IC5H12+02<=>DC5H11+HO2

+2.1000000E+013 +0.

0000000E+000

ICHH124+0<=>AC5H11+0H

+1.1300000E+014 +0.

0000000E+000

IC5H124+0<=>DC5H11+0H

+1.0460000E+006 +2.

4240000E+000

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+9.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+1

+1.

+1.

+1.

+1.

+1.

+1.

+5.

+5.

+7.

+4.

+1.

2542400E+005
+1
2665700E+005
+2
2595100E+005

+5.

2415300E+005
+1
2215000E+005

+2.

1964400E+005

+5.

1572900E+005

7930000E+004

+1.

1981700E+005

+1.

2558100E+005

+1.

2766300E+005

+2.

2721800E+005

+5.

2574700E+005

+1.

2396100E+005

+2.

2163400E+005

+5.

1787100E+005

0118000E+005

+1.

1871200E+005

+1.
.2562600E+005
+1.

2931900E+005

+2.

2939400E+005

+5.

2859200E+005

+1.

2726900E+005
+2
2533400E+005

+5.

2193300E+005

2800000E+004

2800000E+004

8500000E+003

7660000E+003

0000000E-001
/

.0000000E+000

/

.0000000E+000

/
0000000E+000
/

.0000000E+001

/
0000000E+001
/
0000000E+001
/

0000000E-002
éOOOOOOE—OOl
/

0000000E+000
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
/

0000000E-002
/
0000000E-001
/
0000000E+000
/
0000000E+000
/
0000000E+000
/
0000000E+001
/

.0000000E+001

/
0000000E+001
/



IC5H12+H<=>AC5H11+H2

+3.4900000E+005 +2.6900000E+000 +6.4500000E+003
IC5H12+H<=>DC5H11+H2

+1.7450000E+005 +2.6900000E+000 +6.4500000E+003
IC5H12+0H<=>AC5H11+H20

+3.3480000E+006 +2.0780000E+000 +3.7560000E+002
IC5H12+0H<=>DC5H11+H20

+1.3660000E+007 +1.8130000E+000 +8.6840000E+002
IC5H12+HO2<=>AC5H11+H202

+4.0800000E+001 +3.5900000E+000 +1.7160000E+004
IC5H124+HO2<=>DC5H11+H202

+2.0400000E+001 +3.5900000E+000 +1.7160000E+004
IC5H12+CH3<=>AC5H11+CH4

001 +3.6500000E+000 +7.1540000E+003
IC5H12+CH3<=>DC5H11+CH4

001 +3.6500000E+000 +7.1540000E+003
IC5H12+CH30<=>AC5H11+CH30H

+3.0000000E+011 +0.0000000E+000 +7.0000000E+003
IC5H12+CH30<=>DC5H11+CH30H

+1.5000000E+011 +0.0000000E+000 +7.0000000E+003
IC5H12+CH302<=>AC5H11+CH302H

+1.3860000E+000 +3.9700000E+000 +1.8280000E+004
IC5H12+CH302<=>DC5H11+CH302H

001 +3.9700000E+000 +1.8280000E+004
IC5H12+C2H5<=>ACHH11+C2H6

+1.0000000E+011 +0.0000000E+000 +1.3400000E+004
IC5H12+C2H5<=>DC5H11+C2H6

+5.0000000E+010 +0.0000000E+000 +1.3400000E+004
IC5H12+C2H3<=>AC5H11+C2H4

+1.0000000E+012 +0.0000000E+000 +1.8000000E+004
IC5H12+C2H3<=>DC5H11+C2H4

+5.0000000E+011 +0.0000000E+000 +1.8000000E+004
IC5H12+02CHO<=>AC5H11+HO2CHO

+1.6800000E+013 +0.0000000E+000 +2.0440000E+004
IC5H12+02CHO<=>DC5H11+H0O2CHO

+8.4000000E+012 +0.0000000E+000 +2.0440000E+004
IC5H12+AC5H11<=>DC5H11+IC5H12

+7.5000000E+010 +0.0000000E+000 +1.2300000E+004
IC5H12+BC5H11<=>DC5H11+IC5H12

+7.5000000E+010 +0.0000000E+000 +1.2300000E+004
IC5H12+CC5H11<=>DC5H11+IC5H12

+7.5000000E+010 +0.0000000E+000 +1.2300000E+004
IC5H12+02<=>CC5H11+HO2

+1.4000000E+013 +0.0000000E+000 +5.0160000E+004
IC5H124+0<=>CC5H11+0H

+5.9460000E+005 +2.4390000E+000 +2.8460000E+003
IC5H124+H<=>CC5H11+H2

+1.3000000E+006 +2.4000000E+000 +4.4710000E+003
IC5H12+0H<=>CC5H11+H20

+7.0530000E+009 +9.3500000E-001 +5.0470000E+002
IC5H12+H02<=>CC5H11+H202

+6.3200000E+001 +3.3700000E+000 +1.3720000E+004
IC5H12+CH3<=>CC5H11+CH4

+8.4000000E+004 +2.1330000E+000 +7.5740000E+003
IC5H12+CH30<=>CC5H11+CH30H

+1.1000000E+011 +0.0000000E+000 +5.0000000E+003
IC5H124+CH302<=>CC5H11+CH302H

+1.0190000E+001 +3.5800000E+000 +1.4810000E+004

+9.0400000E-

+4.5200000E-

+6.9300000E-



IC5H12+C2H5<=>CC5H11+C2H6
+5.0000000E+010 +0.0000000E+00QO0
IC5H12+C2H3<=>CC5H11+C2H4
+4.0000000E+011 +0.0000000E+00QO0
IC5H12+02CHO<=>CC5H11+HO2CHO
+5.6000000E+012 +0.0000000E+00Q0
IC5H12+AC5H11<=>CC5H11+IC5H12
+5.0000000E+010 +0.0000000E+00QO0
IC5H12+BC5H11<=>CC5H11+IC5H12
+5.0000000E+010 +0.0000000E+000
IC5H12+02<=>BC5H11+HO2
+7.0000000E+012 +0.0000000E+00Q0Q
IC5H12+0<=>BC5H11+0H
+3.9680000E+005 +2.4010000E+000
IC5H12+H<=>BC5H11+H2
+6.0200000E+005 +2.4000000E+000
IC5H12+0H<=>BC5H11+H20
+4.8440000E+006 +1.8400000E+000
IC5H12+H0O2<=>BC5H11+H202
+6.5040000E+002 +3.0100000E+000
IC5H12+CH3<=>BC5H11+CH4

+1.

+1.

+1.

+1.

+1.

+4.

+1.

+2.

-9.

+1

0400000E+004

6800000E+004

7690000E+004

0400000E+004

0400000E+004

8000000E+004

1500000E+003

5830000E+003

9960000E+002

.2090000E+004

010 +6.3600000E+000 +8.9300000E+002

IC5H12+CH30<=>BC5H11+CH30H
+1.9000000E+010 +0.0000000E+000
IC5H12+CH302<=>BC5HH11+CH302H
+2.6200000E+002 +3.1200000E+000
TIC5H12+C2H5<=>BC5H11+C2H6
+1.0000000E+011 +0.0000000E+000
IC5H12+C2H3<=>BC5H11+C2H4
+2.0000000E+011 +0.0000000E+000
IC5H124+02CHO<=>BC5H11+HO2CHO
+1.5000000E+004 +2.5000000E+000
ICH5H12+AC5H11<=>BC5H11+IC5H12
+2.5000000E+010 +0.0000000E+000
C3H6+C2H5<=>AC5H11
+1.4200000E+003 +2.6700000E+000
C4H8-1+CH3<=>AC5HI11
+1.8900000E+003 +2.6700000E+000
ACS5H10+H<=>ACbHH11
+6.2500000E+011 +5.1000000E-001
IC4H8+CH3<=>BC5H11
+4.4000000E+004 +2.4800000E+000
ACHH10+H<=>BC5H11
+1.0600000E+012 +5.1000000E-001
BC5H10+H<=>BCHH11
+6.2500000E+011 +5.1000000E-001
C4H8-2+CH3<=>CC5H11
+1.8900000E+003 +2.6700000E+000
BC5H10+H<=>CC5H11
+2.5000000E+011 +5.1000000E-001
CC5H10+H<=>CC5H11
+6.2500000E+011 +5.1000000E-001
C2H4+IC3H7<=>DC5H11
+8.8000000E+003 +2.4800000E+000
CC5H10+H<=>DC5H11
+2.5000000E+011 +5.1000000E-001
AC5H114+02<=>AC5H10+HO2

+2

+1.

+7

+1

+1

+7

+6.

+6.

+2.

+6.

+1.

+2.

+6.

+2.

+2.

+6.

+2

.8000000E+003

1100000E+004

.9000000E+003

.4300000E+004

.2260000E+004

.9000000E+003

8500000E+003

8500000E+003

6200000E+003

1300000E+003

2300000E+003

6200000E+003

8500000E+003

6200000E+003

6200000E+003

1300000E+003

.6200000E+003

001 +3.5900000E+000 +1.1960000E+004

+6.0100000E-

+8.3700000E-



BC5H11+02<=>AC5H10+HO2

001 +3.7100000E+000 +9.3220000E+003

BCS5H11+02<=>BC5H10+HO2
+1.0700000E+000 +3.7100000E+000 +9
CC5H11+02<=>BC5H10+H0O2
+1.0700000E+000 +3.7100000E+000 +9
CC5H11+02<=>CC5H10+HO2

.3220000E+003

.3220000E+003

001 +3.7100000E+000 +9.3220000E+003

DC5H11+02<=>CC5H10+HO2

001 +3.5900000E+000 +1.1960000E+004

ACH5H11<=>DC5H11

+3.0000000E+011 +0.0000000E+000 +2
ACS5H11+02<=>AC5H1102
+6.8650000E+016 -1.6270000E+000 +1
BC5H114+02<=>BC5H1102

+9.7560000E+011 +3.2500000E-001 -4.

CC5H11+02<=>CC5H1102

+3.4870000E+014 -8.1600000E-001 -5.

DC5H11+02<=>DC5H1102

+6.8650000E+016 -1.6270000E+000 +1.

AC5H11+HO2<=>AC5H110+0H

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+HO2<=>BC5H110+0H

+9.0000000E+012 +0.0000000E+000 -1.

CC5H11+HO2<=>CC5H110+0H

+9.0000000E+012 +0.0000000E+000 -1.

DC5H11+HO2<=>DC5H110+0H

+9.0000000E+012 +0.0000000E+000 -1.

AC5H11+CH302<=>AC5H110+CH30

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+CH302<=>BC5H110+CH30

+9.0000000E+012 +0.0000000E+000 -1.

CC5H11+CH302<=>CC5H110+CH30

+9.0000000E+012 +0.0000000E+000 -1.

DC5H11+CH302<=>DC5H110+CH30

+9.0000000E+012 +0.0000000E+000 -1.

AC5HI11+AC5H1102<=>AC5H110+AC5H110

+9.0000000E+012 +0.0000000E+000 -1.

AC5H11+BC5H1102<=>AC5H110+BC5H110

+9.0000000E+012 +0.0000000E+000 -1.

AC5H11+CC5H1102<=>AC5H110+CC5H110

+9.0000000E+012 +0.0000000E+000 -1.

ACS5H11+DC5H1102<=>AC5H110+DC5H110

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+AC5H1102<=>BC5H110+AC5H110

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+BC5H1102<=>BC5H110+BC5H110

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+CC5H1102<=>BC5H110+CC5H110

+9.0000000E+012 +0.0000000E+000 -1.

BC5H11+DC5H1102<=>BC5H110+DC5H110

+9.0000000E+012 +0.0000000E+000 -1.

CC5H11+AC5H1102<=>CC5H110+AC5H110

+9.0000000E+012 +0.0000000E+000 -1.

CC5H11+BC5H1102<=>CC5H110+BC5H110

+9.0000000E+012 +0.0000000E+000 -1.

CC5H11+CC5H1102<=>CC5H110+CC5H110

+9.0000000E+012 +0.0000000E+000 -1.

.1100000E+004

.9870000E+002

1730000E+002

3650000E+002

9870000E+002

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

0000000E+003

+5.3500000E-

+5.3500000E-

+8.3700000E-



CC5H11+DC5H1102<=>CC5H110+DC5H110
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
DC5H11+AC5H1102<=>DC5H110+AC5H110
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
DC5H11+BC5H1102<=>DC5H110+BC5H110
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
DC5H11+CC5H1102<=>DC5H110+CC5H110
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
DC5H11+DC5H1102<=>DC5H110+DC5H110

+9.0000000E+012 +0.0000000E+00Q0Q
AC5H1102<=>AC5H1000H-A
+4.9100000E+007 +1.3000000E+000
AC5H1102<=>AC5H1000H-B
+2.3090000E+009 +8.0000000E-001
AC5H1102<=>AC5H1000H-C
+1.3600000E+007 +1.3000000E+000
AC5H1102<=>AC5H1000H-D
+1.2330000E+006 +1.5000000E+000
BC5H1102<=>BC5H1000H-A
+3.0140000E+009 +1.2000000E+000
BC5H1102<=>BC5H1000H-C
+6.5130000E+009 +7.0000000E-001
BC5H1102<=>BC5H1000H-D
+1.5040000E+008 +1.1000000E+000
CC5H1102<=>CC5H1000H-A
+2.8770000E+007 +1.4000000E+000
CC5H1102<=>CC5H1000H-B
+7.4490000E+009 +6.0000000E-001
CC5H1102<=>CC5H1000H-D
+1.4580000E+009 +1.1000000E+000
DC5H1102<=>DC5H1000H-A
+2.4670000E+006 +1.5000000E+000
DC5H1102<=>DC5H1000H-B
+1.2310000E+007 +1.2000000E+000
DC5H1102<=>DC5H1000H-C
+4.0090000E+008 +1.1000000E+000
AC5H1102<=>AC5H10+HO2
+1.2600000E+008 +1.3200000E+000
BC5H1102<=>AC5H10+HO2
+2.4480000E+010 +8.9000000E-001
BC5H1102<=>BC5H10+HO2
+1.1240000E+011 +5.8000000E-001
CC5H1102<=>BC5H10+HO2
+3.5000000E+010 +7.1000000E-001
CC5H1102<=>CC5H10+HO2
+1.4760000E+009 +1.2100000E+000
DC5H1102<=>CC5H10+HO2
+1.5180000E+007 +1.6600000E+000
ACB5H1102+H0O2<=>AC5H1102H+02
+1.7500000E+010 +0.0000000E+00Q0
BC5H1102+H02<=>BC5H1102H+02
+1.7500000E+010 +0.0000000E+000
CC5H1102+HO2<=>CC5H1102H+02
+1.7500000E+010 +0.0000000E+000
DCS5H1102+H0O2<=>DC5H1102H+02
+1.7500000E+010 +0.0000000E+000
ACSH11024H202<=>AC5H1102H+HO2
+2.4000000E+012 +0.0000000E+00QO0

-1.

+2.

+2.

+1.

+2.

+3.

+3.

+2.

+2.

+2

+3.

+2

+1

+3.

+2.

+2.

+2.

+3.

+2.

+2.

0000000E+003

1500000E+004

7100000E+004

8200000E+004

0000000E+004

3500000E+004

0100000E+004

1900000E+004

0800000E+004

.7300000E+004

3500000E+004

.0000000E+004

.5400000E+004

0100000E+004

8900000E+004

9500000E+004

9600000E+004

0100000E+004

9800000E+004

8400000E+004

.2750000E+003

.2750000E+003

.2750000E+003

.2750000E+003

.0000000E+004



BC5H1102+H202<=>BC5H1102H+HO0O2

+2.4000000E+012 +0.0000000E+000 +1.

CC5H1102+H202<=>CC5H1102H+HO2

+2.4000000E+012 +0.0000000E+000 +1.

DC5H1102+H202<=>DC5H1102H+H0O2

+2.4000000E+012 +0.0000000E+000 +1.

IC5H12+AC5H1102<=>AC5H11+AC5H1102H

+1.2100000E+013 +0.0000000E+000 +2.

IC5H12+BC5H1102<=>AC5H11+BC5H1102H

+1.2100000E+013 +0.0000000E+000 +2.

ICS5H12+CC5H1102<=>AC5H11+CC5H1102H

+1.2100000E+013 +0.0000000E+000 +2.

IC5H12+DC5H1102<=>AC5H11+DC5H1102H

+1.2100000E+013 +0.0000000E+000 +2.

ICS5H12+AC5H1102<=>DC5H11+AC5H1102H

+6.0480000E+012 +0.0000000E+000 +2.

IC5H12+BC5H1102<=>DC5H11+BC5H1102H

+6.0480000E+012 +0.0000000E+000 +2.

IC5H12+CC5H1102<=>DC5H11+CC5H1102H

+6.0480000E+012 +0.0000000E+000 +2.

ICS5H12+DC5H1102<=>DC5H11+DC5H1102H

+6.0480000E+012 +0.0000000E+000 +2.

ICS5H12+AC5H1102<=>CC5H11+AC5H1102H

+4.0320000E+012 +0.0000000E+000 +1.

ICS5H12+BC5H1102<=>CC5H11+BC5H1102H

+4.0320000E+012 +0.0000000E+000 +1.

IC5H12+CC5H1102<=>CC5H11+CC5H1102H

+4.0320000E+012 +0.0000000E+000 +1.

IC5H12+DC5H1102<=>CC5H11+DC5H1102H

+4.0320000E+012 +0.0000000E+000 +1.

ICS5H12+AC5H1102<=>BC5H11+AC5H1102H

+2.0160000E+012 +0.0000000E+000 +1.

IC5H12+BC5H1102<=>BC5H11+BC5H1102H

+2.0160000E+012 +0.0000000E+000 +1.

ICS5H12+CC5H1102<=>BC5H11+CC5H1102H

+2.0160000E+012 +0.0000000E+000 +1.

IC5H12+DC5H1102<=>BC5H11+DC5H1102H
+2.0160000E+012 +0.0000000E+000 +1
AC5SH1102+CH302=>AC5H110+CH30+02
+1.4000000E+016 -1.6100000E+000
BC5H1102+CH302=>BC5H110+CH30+02
+1.4000000E+016 -1.6100000E+000
CC5H11024CH302=>CC5H110+CH30+02
+1.4000000E+016 -1.6100000E+000
DC5H1102+CH302=>DC5H110+CH30+02

+1.4000000E+016 -1.6100000E+000 +1

+1.

+1.

+1.

0000000E+004

0000000E+004

0000000E+004

0430000E+004

0430000E+004

0430000E+004

0430000E+004

0430000E+004

0430000E+004

0430000E+004

0430000E+004

7700000E+004

7700000E+004

7700000E+004

7700000E+004

6000000E+004

6000000E+004

6000000E+004

.6000000E+004

8600000E+003

8600000E+003

8600000E+003

.8600000E+003

ACS5H1102+AC5H1102=>AC5H110+AC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003

ACS5H1102+BC5H1102=>AC5H110+BC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003

ACB5H1102+CC5H1102=>AC5H110+CC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003

AC5H1102+DC5H1102=>AC5H110+DC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003

BC5H1102+BC5H1102=>BC5H110+BC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003

BC5H1102+CC5H1102=>BC5H110+CC5H110+02

+1.4000000E+016 -1.6100000E+000 +1

.8600000E+003



BC5H1102+DC5H1102=>BC5H110+DC5H110+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
CC5H11024CC5H1102=>CC5H110+CC5H110+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
CC5H1102+DC5H1102=>CC5H110+DC5H110+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
DC5H1102+DC5H1102=>DC5H110+DC5H110+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003

ACB5H1102H<=>AC5H110+0H
+3.0310000E+020 -1.4140000E+000
BC5H1102H<=>BC5H110+0H
+8.6180000E+020 -1.6410000E+000
CC5H1102H<=>CC5H110+0H
+1.1290000E+021 -1.5550000E+000
DC5H1102H<=>DC5H110+0H
+3.5910000E+020 -1.4360000E+000
CH20+SC4H9<=>AC5H110
+5.0000000E+010 +0.0000000E+00Q0
C2H5+CH3COCH3<=>BC5H110
+8.3300000E+009 +0.0000000E+000
CH3CHO+IC3H7<=>CC5H110
+1.6650000E+010 +0.0000000E+000
CH20+IC4H9<=>DC5H110
+5.0000000E+010 +0.0000000E+00QO0
AC5H1000H-A<=>A-AC5H100+0H
+4.1000000E+010 +3.6000000E-001
AC5H1000H-B<=>A-BC5H100+0H
+7.1900000E+009 +8.8000000E-001
AC5H1000H-C<=>A-CC5H100+0H
+1.7010000E+009 +7.3400000E-001
AC5H1000H-D<=>A-DC5H100+0H
+5.2000000E+008 +6.7000000E-001
BC5H1000H-A<=>A-BC5H100+0H
+1.0500000E+012 +1.5000000E-001
BC5H1000H-C<=>B-CC5H100+0H
+4.2700000E+010 +5.2000000E-001
BC5H1000H-D<=>B-DC5H100+0H
+1.0300000E+010 +5.5000000E-001
CC5H1000H-A<=>A-CC5H100+0H
+3.7920000E+007 +1.5170000E+000
CC5H1000H-B<=>B-CC5H100+0H
+5.3600000E+010 +5.4000000E-001
CC5H1000H-D<=>C-DC5H100+0H
+1.5300000E+010 +6.4000000E-001
DC5H1000H-A<=>A-DC5H100+0H
+5.2000000E+008 +6.7000000E-001
DC5H1000H-B<=>B-DC5H100+0H
+2.8500000E+008 +9.2000000E-001
DC5H1000H-C<=>C-DC5H100+0H
+1.1200000E+010 +8.2000000E-001
ACS5H1000H-B<=>AC5H10+HO2
+8.3800000E+009 +9.2000000E-001
BC5H1000H-A<=>AC5H10+HO2
+3.8900000E+013 -1.5000000E-001
BC5H1000H-C<=>BC5H10+HO2
+3.0100000E+011 +3.5000000E-001
CC5H1000H-B<=>BC5H10+HO2
+9.7900000E+012 +4.0000000E-002
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.6072100E+004
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5777400E+004
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4983000E+004
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8000000E+003

6200000E+004

6033000E+004
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4500000E+004

5500000E+004

5200000E+004
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CC5H1000H-D<=>CC5H10+HO2
+6.8300000E+009 +9.2000000E-001
DC5H1000H-C<=>CC5H10+HO2
+6.2400000E+010 +7.2000000E-001
AC5H1000H-C=>0OH+CH20+C4H8-2
+1.9600000E+009 +1.2000000E+000
AC5H1000H-A=>0H+CH20+C4H8-1
+8.2830000E+013 -1.7000000E-001
BC5H1000H-D=>0H+CH3COCH3+C2H4
+1.1820000E+020 -2.0600000E+000
CC5H1000H-A=>0OH+CH3CHO+C3H6
+3.5300000E+009 +1.2000000E+000
DC5H1000H-B=>0H+CH20+IC4HS8
+6.2700000E+008 +1.4000000E+000
AC5H1000H-A+02<=>AC5H1000H-A02
+3.0890000E+016 -1.6270000E+000
AC5H1000H-B+02<=>AC5H1000H-B0O2
+4.3900000E+011 +3.2500000E-001
AC5H1000H-C+02<=>AC5H1000H-CO2
+1.5690000E+014 -8.1600000E-001
AC5H1000H-D+02<=>AC5H1000H-DO2
+3.0890000E+016 -1.6270000E+000
BC5H1000H-A+02<=>BC5H1000H-A02
+3.0890000E+016 -1.6270000E+000
BC5H1000H-C+02<=>BC5H1000H-CO2
+1.5690000E+014 -8.1600000E-001
BC5H1000H-D+02<=>BC5H1 000H-D0O2
+3.0890000E+016 -1.6270000E+000
CC5H1000H-A+02<=>CC5H1000H-AO2
+3.0890000E+016 -1.6270000E+000
CC5H1000H-B+02<=>CC5H1000H-B0O2
+4.3900000E+011 +3.2500000E-001
CC5H1000H-D+02<=>CC5H1000H-D0O2
+3.0890000E+016 -1.6270000E+000
DC5H1000H-A+02<=>DC5H1000H-AO02
+3.0890000E+016 -1.6270000E+000
DC5H1000H-B+02<=>DC5H1000H-B0O2
+4.3900000E+011 +3.2500000E-001
DC5H1000H-C+02<=>DC5H1000H-CO0O2
+1.5690000E+014 -8.1600000E-001
ACS5H1000H-AQ2<=>C5H9A-AQOOH+HO2
+1.2600000E+008 +1.3200000E+000
AC5H1000H-B0O2<=>C5H9A-AQOQH+HO?2
+2.4480000E+010 +8.9000000E-001
AC5H1000H-B0O2<=>C5H9B-A00H+HO?2
+1.1240000E+011 +5.8000000E-001
AC5H1000H-C0O2<=>C5H9B-A0O0QH+HO2
+3.5000000E+010 +7.1000000E-001
AC5H1000H-C0O2<=>C5H9C-AOQH+HO2
+1.4760000E+009 +1.2100000E+000
AC5H1000H-DO2<=>C5H9C-AOQH+HO2
+1.5180000E+007 +1.6600000E+000
BC5H1000H-C02<=>C5H9C-BOOH+HO?2
+1.4760000E+009 +1.2100000E+000
BC5H1000H-D0O2<=>C5H9C-BOOH+HO?2
+1.5180000E+007 +1.6600000E+000
CC5H1000H-2A02<=>C5H9A-COOH+HO2
+1.2600000E+008 +1.3200000E+000
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CC5H1000H-BO2<=>C5H9A-COOH+HO2
+2.4480000E+010 +8.9000000E-001
DC5H1000H-A02<=>C5H9A~-DOOH+HO2
+1.2600000E+008 +1.3200000E+000
DC5H1000H-BO2<=>C5H9A~-DOOH+HO2
+2.4480000E+010 +8.9000000E-001
DC5H1000H-BO2<=>C5H9B-DOOH+HO2
+1.1240000E+011 +5.8000000E-001
DC5H1000H-C02<=>C5H9B-DOOH+HO2
+3.5000000E+010 +7.1000000E-001
AC5H1000H-A02<=>C5H9B-A, AOCH
+2.3090000E+009 +8.0000000E-001
AC5H1000H-A02<=>C5H9C-A, AOCH
+1.3600000E+007 +1.3000000E+000
AC5H1000H-A02<=>C5H9D-A, AOCH
+1.2330000E+006 +1.5000000E+000
AC5H1000H-B0O2<=>C5H9A-A, BOOH
+3.0140000E+009 +1.2000000E+000
AC5H1000H-BO2<=>C5H9C-A, BOOH
+6.5130000E+009 +7.0000000E-001
AC5H1000H-BO2<=>C5H9D-A, BOOH
+1.5040000E+008 +1.1000000E+000
AC5H1000H-CO2<=>C5H9A-A, COOH
+2.8770000E+007 +1.4000000E+000
AC5H1000H-CO2<=>C5H9B-A, COOH
+7.4490000E+009 +6.0000000E-001
AC5H1000H-C0O2<=>C5H9D-A, COOH
+1.4580000E+009 +1.1000000E+000
AC5H1000H-D0O2<=>C5H9A-A, DOOH
+2.4670000E+006 +1.5000000E+000
AC5H1000H-D0O2<=>C5H9B-A, DOOH
+1.2310000E+007 +1.2000000E+000
AC5H1000H-D0O2<=>C5H9C-A, DOOH
+4.0090000E+008 +1.1000000E+000
BC5H1000H-A02<=>C5H9A-A, BOOH
+4.9100000E+007 +1.3000000E+000
BC5H1000H-A02<=>C5H9C-A, BOOH
+1.3600000E+007 +1.3000000E+000
BC5H1000H-A02<=>C5H9D-A, BOOH
+1.2330000E+006 +1.5000000E+000
BC5H1000H-C0O2<=>C5H9A-B, COOH
+2.8770000E+007 +1.4000000E+000
BC5H1000H-C0O2<=>C5H9D-B, COOH
+1.4580000E+009 +1.1000000E+000
BC5H1000H-D0O2<=>C5H9A-B, DOOH
+2.4670000E+006 +1.5000000E+000
BC5H1000H-D0O2<=>C5H9C-B, DOOH
+4.0090000E+008 +1.1000000E+000
CC5H1000H-A02<=>C5H9A~-A, COOH
+4.9100000E+007 +1.3000000E+000
CC5H1000H-A02<=>C5H9B-A, COOH
+2.3090000E+009 +8.0000000E-001
CC5H1000H-A02<=>C5H9D-A, COOH
+1.2330000E+006 +1.5000000E+000
CC5H1000H-BO2<=>C5H9A-B, COOH
+3.0140000E+009 +1.2000000E+000
CC5H1000H-BO2<=>C5H9D-B, COOH
+1.5040000E+008 +1.1000000E+000
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7100000E+004
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CC5H1000H-D0O2<=>C5H9A~-C, DOOH

+2.4670000E+006 +1.5000000E+000 +2.

CC5H1000H-D0O2<=>C5H9B-C, DOOH

+1.2310000E+007 +1.2000000E+000 +1.

DC5H1000H-A02<=>C5H9A-A, DOOH

+4.9100000E+007 +1.3000000E+000 +2.

DC5H1000H-A02<=>C5H9B-A, DOOH

+2.3090000E+009 +8.0000000E-001 +2.

DC5H1000H-A02<=>C5H9C-A, DOOH

+1.3600000E+007 +1.3000000E+000 +1.

DC5H1000H-BO2<=>C5H9A~-B, DOOH

+3.0140000E+009 +1.2000000E+000 +3.

DC5H1000H-B0O2<=>C5H9C-B, DOOH

+6.5130000E+009 +7.0000000E-001 +3.

DC5H1000H-C0O2<=>C5H9A~-C, DOOH

+2.8770000E+007 +1.4000000E+000 +2.

DC5H1000H-C02<=>C5H9B~-C, DOOH

+7.4490000E+009 +6.0000000E-001 +2.

AC5H1000H-AO02<=>IC5KETAA+OH

+5.1880000E+004 +1.9000000E+000 +1.

AC5H1000H-BO2<=>IC5KETAB+OH

+2.4410000E+007 +1.6000000E+000 +2.

AC5H1000H-CO2<=>IC5KETAC+0OH

+1.0980000E+004 +2.4000000E+000 +1.

AC5H1000H-DO2<=>IC5KETAD+OH

+4.7660000E+003 +1.7000000E+000 +1.

CC5H1000H-A02<=>IC5KETCA+OH

+5.7860000E+001 +2.9000000E+000 +1.

CC5H1000H-BO2<=>IC5KETCB+0OH

+1.7470000E+008 +1.7000000E+000 +2.

CC5H1000H-D0O2<=>IC5KETCD+0OH

+2.7630000E+008 +1.2000000E+000 +2.

DC5H1000H-A02<=>IC5KETDA+OH

+4.7660000E+003 +1.7000000E+000 +1.

DC5H1000H-BO2<=>IC5KETDB+0OH

+1.0980000E+004 +2.4000000E+000 +1.

DC5H1000H-CO2<=>IC5KETDC+OH

+2.4410000E+007 +1.6000000E+000 +2.

C5H9A-A, COOH=>AC4H700H+CH20+0H

+1.9780000E+008 +1.5210000E+000 +2.

C5HO9A-A, DOOH<=>AC3H500H+C2H402H

+1.9780000E+008 +1.5210000E+000 +2.

C5H9A-C, DOOH=>C3H6+HO2CH2CHO+0OH

+3.5300000E+009 +1.2000000E+000 +2.

C5HO9C-A, AOOH=>C4H72-100H+CH20+0H

+1.9600000E+009 +1.2000000E+000 +2.

C5H9D-A, AOOH=>AC3H500H+C2H4+HO2

+1.9780000E+008 +1.5210000E+000 +2.

C5H9D-A, BOOH=>SC3H500H+C2H4+HO2

+1.9600000E+009 +1.2000000E+000 +2.

SC3H500H=>CH2CO+CH3+0H

+1.0500000E+016 +0.0000000E+000 +4.

IC5KETAA<=>ICS5KETAAO+OH

+1.5000000E+016 +0.0000000E+000 +4.

IC5KETAB<=>IC5KETABO+OH

+6.0000000E+015 +0.0000000E+000 +4.

ICS5KETAC<=>ICS5KETACO+0OH

+1.0500000E+016 +0.0000000E+000 +4.
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6600000E+004

9900000E+004

7900000E+004

1890000E+004
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IC5KETAD<=>IC5KETADO+OH
+1.5000000E+016 +0.0000000E+000
ICS5KETCA<=>ICS5KETCAO+OH
+1.5000000E+016 +0.0000000E+00O0
ICS5KETCB<=>IC5KETCBO+0OH
+6.0000000E+015 +0.0000000E+00QO0
ICS5KETCD<=>IC5KETCDO+0OH
+1.5000000E+016 +0.0000000E+00O0
ICS5KETDA<=>IC5KETDAO+OH
+1.5000000E+016 +0.0000000E+000
IC5KETDB<=>IC5KETDBO+0H
+6.0000000E+015 +0.0000000E+000
IC5KETDC<=>IC5KETDCO+0OH
+1.0500000E+016 +0.0000000E+000
IC5KETAAO<=>CH20+C3H6CHO-3
+2.9000000E+012 +3.8000000E-001
IC5KETABO<=>C2H5COCH3+HCO
+2.9000000E+012 +3.8000000E-001
IC5KETACO<=>CH3CHO+CH3CHCHO
+2.9000000E+012 +3.8000000E-001
ICS5KETADO<=>CH20+IC3H6CHO
+2.9000000E+012 +3.8000000E-001
IC5KETCAO<=>CHZ20+CH3CHCOCH3
+2.9000000E+012 +3.8000000E-001
IC5KETCBO<=>CH3COCH3+CH3CO
+2.9000000E+012 +3.8000000E-001
ICS5KETCDO<=>CH20+IC3H7CO
+2.9000000E+012 +3.8000000E-001
IC5KETDAO<=>CH20+C3H6CHO-2
+2.9000000E+012 +3.8000000E-001
IC5KETDBO<=>CH3COCH3+CH2CHO
+2.9000000E+012 +3.8000000E-001
IC5KETDCO<=>IC3H7CHO+HCO
+2.9000000E+012 +3.8000000E-001
C5H9A-A, BOOH<=>C5H9A~-AQOH+HO2
+3.8900000E+013 -1.5000000E-001
C5H9A-B, COOH<=>C5H9A-COOH+HO2
+3.8900000E+013 -1.5000000E-001
C5H9A-B, DOOH<=>C5H9A~-DOOH+HO2
+3.8900000E+013 -1.5000000E-001
C5H9B-A, AOOH<=>C5H9A~-AQOH+HO2
+1.6760000E+010 +9.2000000E-001
C5H9B-A, COOH<=>C5H9A-COOH+HO2
+8.3800000E+009 +9.2000000E-001
C5H9B-A, COOH<=>C5H9B-AOOH+HO2
+9.7900000E+012 +4.0000000E-002
C5H9B-A, DOOH<=>C5H9A-DOOH+HO2
+8.3800000E+009 +9.2000000E-001
C5H9B-C, DOOH<=>C5H9B-DOOH+HO2
+9.7900000E+012 +4.0000000E-002
C5H9C-A, BOOH<=>C5H9B-AOOH+HO2
+3.0100000E+011 +3.5000000E-001
C5H9C-A, DOOH<=>C5H9C~-AOOH+HO2
+6.2400000E+010 +7.2000000E-001
C5H9C-B, DOOH<=>C5H9B-DOOH+HO2
+3.0100000E+011 +3.5000000E-001
C5H9C-B, DOOH<=>C5H9C-BOOH+HO2
+6.2400000E+010 +7.2000000E-001
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C5H9D-A, COOH<=>C5H9C-AOOH+HO2
+6.8300000E+009 +9.2000000E-001
C5H9D-B, COOH<=>C5H9C-BOOH+HO2
+6.8300000E+009 +9.2000000E-001
C5H9A-AOOH=>CH20+C4H71-2+0H
+1.5000000E+016 +0.0000000E+00QO0
C5H9A-COOH=>CH3CHO+C3H5-T+0OH
+1.0500000E+016 +0.0000000E+00QO0
C5H9A-DOOH=>CH20+IC4H7+0H
+1.5000000E+016 +0.0000000E+000
CS5HO9B-AOOH=>CH20+C4H72-2+0H
+1.5000000E+016 +0.0000000E+000
CS5HO9B-DOOH=>CH20+IC4H7+0H
+1.5000000E+016 +0.0000000E+000
CS5HO9C-AOOH=>CH20+C4H71-3+0H
+1.5000000E+016 +0.0000000E+000
C5HO9C-BOOH=>CH3COCH3+C2H3+0H
+6.0000000E+015 +0.0000000E+00Q0
CS5HY9A-A, BOOH<=>C5H90A-AOOH-B+0OH
+4.1000000E+010 +3.6000000E-001
CS5HY9A-A, BOOH<=>C5H90A-BOOH-A+OH
+1.0500000E+012 +1.5000000E-001
CS5H9A-A, COOH<=>C5H90A-AOOH-C+0OH
+4.1000000E+010 +3.6000000E-001
CS5H9A-A, COOH<=>C5H90A-COOH-A+OH
+3.7920000E+007 +1.5170000E+000
CS5HY9A-A, DOOH<=>C5H90A-AOOH-D+0OH
+4.1000000E+010 +3.6000000E-001
C5HY9A-A, DOOH<=>C5H90A-DOOH-A+OH
+5.2000000E+008 +6.7000000E-001
C5HY9A-B, COOH<=>C5H90A-BOOH-C+0OH
+1.0500000E+012 +1.5000000E-001
C5H9A-B, COOH<=>C5H90A-COOH-B+0H
+3.7920000E+007 +1.5170000E+000
C5H9A-B, DOOH<=>C5H90A-BOOH-D+0OH
+1.0500000E+012 +1.5000000E-001
C5H9A-B, DOOH<=>C5H90A-DOOH-B+0OH
+5.2000000E+008 +6.7000000E-001
C5H9A-C, DOOH<=>C5H90A-COOH-D+0OH
+3.7920000E+007 +1.5170000E+000
C5HY9A-C, DOOH<=>C5H90A-DOOH-C+0OH
+5.2000000E+008 +6.7000000E-001
C5HI9B-A, AOOH<=>C5H90A-BOOH-A+QOH
+7.1900000E+009 +8.8000000E-001
C5H9B-A, COOH<=>C5H90A-BOOH-C+0OH
+7.1900000E+009 +8.8000000E-001
C5H9B-A, COOH<=>C5H90B-COOH-A+OH
+5.3600000E+010 +5.4000000E-001
C5H9B-A, DOOH<=>C5H90A-BOOH-D+0H
+7.1900000E+009 +8.8000000E-001
C5H9B-A, DOOH<=>C5H90B-DOOH-A+OH
+2.8500000E+008 +9.2000000E-001
C5H9B-C, DOOH<=>C5H90B-COOH-D+0OH
+5.3600000E+010 +5.4000000E-001
C5H9B-C, DOOH<=>C5H90B-DOOH-C+0OH
+2.8500000E+008 +9.2000000E-001
C5HO9C-A, AOOH<=>C5H90A-COOH-A+OH
+1.7010000E+009 +7.3400000E-001
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+1.
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+8.
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+1.
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3000000E+004
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6000000E+003

7200000E+004
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6000000E+003

0500000E+004
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9000000E+003

3400000E+004
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C5HO9C-A, BOOH<=>C5H90A-COOH-B+0OH
+1.7010000E+009 +7.3400000E-001
C5H9C-A, BOOH<=>C5H90B-COOH-A+OH
+4.2700000E+010 +5.2000000E-001
C5H9C-A, DOOH<=>C5H90A-COOH-D+0H
+1.7010000E+009 +7.3400000E-001
C5H9C-A, DOOH<=>C5H90C-DOOH-A+OH
+1.1200000E+010 +8.2000000E-001
C5H9C-B, DOOH<=>C5H90B-COOH-D+0H
+4.2700000E+010 +5.2000000E-001
C5H9C-B, DOOH<=>C5H90C-DOOH-B+0OH
+1.1200000E+010 +8.2000000E-001
C5HO9D-A, AOOH<=>C5H90A-DOOH-A+OH
+5.2000000E+008 +6.7000000E-001
C5HO9D-A, BOOH<=>C5H90A-DOOH-B+0OH
+5.2000000E+008 +6.7000000E-001
C5HO9D-A, BOOH<=>C5H90B-DOOH-A+OH
+1.0300000E+010 +5.5000000E-001
C5H9D-A, COOH<=>C5H90A-DOOH-C+0OH
+5.2000000E+008 +6.7000000E-001
C5H9D-A, COOH<=>C5H90C-DOOH-A+OH
+1.5300000E+010 +6.4000000E-001
C5H9D-B, COOH<=>C5H90B-DOOH-C+0OH
+1.0300000E+010 +5.5000000E-001
C5H9D-B, COOH<=>C5H90C-DOOH-B+0OH

+1.5300000E+010 +6.4000000E-001 +1.

CS5H90A-AOOH-B=>CH20+C2H5COCH2+0H

+6.0000000E+015 +0.0000000E+000 +4.

C5H90A-BOOH-A=>CH20+C2H5COCH2+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90A-AOOH-C=>CH3CHO+C3H50+0H

+1.0500000E+016 +0.0000000E+000 +4.

C5H90A-COOH-A=>CH20+C4H71-0+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90A-AOOH-D=>CH20+AC3H50CH2+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90A-DOOH-A=>CH20+C4H701-4+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90A-BOOH-C=>CH3CHO+CH3COCH2+0OH

+1.0500000E+016 +0.0000000E+000 +4.

C5H90A-COOH-B=>CH3CHO+CH3COCH2+0OH

+6.0000000E+015 +0.0000000E+000 +4.

C5H90A-BOOH-D=>CH20+IC4H70+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90A-DOOH-B<=>CH3COCH20CH2CH2+0H
+6.0000000E+015 +0.0000000E+00Q0
C5H90A-COOH-D=>CH20+IC3H6CHO+OH
+1.5000000E+016 +0.0000000E+00QO0
C5H90A-DOOH-C=>CH20+IC3H6CHO+0OH
+1.0500000E+016 +0.0000000E+00O0
C5H90B-COOH-A=>CH20+CH3CHCOCH3+0H
+1.5000000E+016 +0.0000000E+00Q0 +4
C5H90B-DOOH-A=>CH20+CH2CH2COCH3+0H
+1.5000000E+016 +0.0000000E+000 +4
C5H90B-COOH-D=>CH20+TC3H6CHO+OH

+1.5000000E+016 +0.0000000E+000 +4
C5H90B-DOOH-C=>CH3COCH3+CH2CHO+0OH
+1.0500000E+016 +0.0000000E+000 +4

+1.

+8.

+1.

+1.

+8.

+1.

+1.

+1.

+1.

+1.

+1.

+1.

+4.

+4.
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C5H90C-DOOH-A=>CH20+C4H702-1+0H

+1.5000000E+016 +0.0000000E+000 +4.

C5H90C-DOOH-B=>CH3COCH3+CH2CHO+0OH

+6.0000000E+015 +0.0000000E+000 +4.

AC3H50CH2<=>CH20+C3H5-A

+1.0000000E+014 +0.0000000E+000 +2.

CH3COCH20CH2CH2=>CH20+C2H4+CH3CO

+1.6000000E+013 +0.0000000E+000 +2.

C4H702-1<=>CH20+C3H5-S
+7.9400000E+014 +0.0000000E+000Q
A-ACS5H100+0H=>CH20+C4H71-24+H20
+2.5000000E+012 +0.0000000E+00QOQ
A-BC5H100+0H=>IC3H5CHO+CH3+H20
+2.5000000E+012 +0.0000000E+000Q
A-CC5H100+0OH=>C3H6+CH3CO+H20
+2.5000000E+012 +0.0000000E+000Q
A-DC5H100+0H=>C3H6+CH2CHO+H20
+2.5000000E+012 +0.0000000E+000
B-CC5H100+0OH=>IC3H5COCH3+H+H20
+2.5000000E+012 +0.0000000E+00O0
B-DC5H100+0OH=>IC4H8+HCO+H20
+2.5000000E+012 +0.0000000E+00O0
C-DC5H100+0OH=>CH2CO+IC3H7+H20
+2.5000000E+012 +0.0000000E+00O0
A-AC5H100+0H=>C2H3CHO+C2H5+H20
+2.5000000E+012 +0.0000000E+00O0
A-BC5H100+0H=>CH20+C4H72-2+H20
+2.5000000E+012 +0.0000000E+000
A-CC5H100+0H=>C3H5-T+CH3CHO+H20
+2.5000000E+012 +0.0000000E+000
A-DC5H100+0H=>CH3CHCHO+C2H4+H20
+2.5000000E+012 +0.0000000E+000
B-CC5H100+0H=>IC3H5CHO+CH3+H20
+2.5000000E+012 +0.0000000E+000
B-DC5H100+0OH=>CH3COCH3+C2H3+H20
+2.5000000E+012 +0.0000000E+00QO0
C-DC5H100+0OH=>SC3H5CHO+CH3+H20

+2.5000000E+012 +0.0000000E+000 +0O.

A-AC5H100+HO2=>CH20+C4H71-2+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-BC5H100+HO2=>IC3H5CHO+CH3+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-CC5H100+HO2=>C3H6+CH3CO+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-DC5H100+HO2=>C3H6+CH2CHO+H202

+5.0000000E+012 +0.0000000E+000 +1.

B-CC5H100+HO2=>IC3H5COCH3+H+H202

+5.0000000E+012 +0.0000000E+000 +1.

B-DC5H100+HO2=>IC4H8+HCO+H202

+5.0000000E+012 +0.0000000E+000 +1.

C-DC5H100+HO2=>CH2CO+IC3H7+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-AC5H100+HO2=>C2H3CHO+C2H5+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-BC5H100+HO2=>CH20+C4H72-2+H202

+5.0000000E+012 +0.0000000E+000 +1.

A-CC5H100+HO2=>C3H5-T+CH3CHO+H202

+5.0000000E+012 +0.0000000E+000 +1.
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A-DC5H100+HO2=>CH3CHCHO+C2H4+H202
+5.0000000E+012 +0.0000000E+000 +1
B-CC5H100+HO2=>IC3H5CHO+CH3+H202
+5.0000000E+012 +0.0000000E+000 +1
B-DC5H100+HO2=>CH3COCH3+C2H3+H202
+5.0000000E+012 +0.0000000E+000 +1
C-DC5H100+HO2=>SC3H5CHO+CH3+H202
+5.0000000E+012 +0.0000000E+000 +1
IC3H5COCH3<=>IC3H5CO+CH3
+1.9030000E+022 -1.7520000E+000
IC3H5COCH3<=>C3H5-T+CH3CO
+6.0700000E+024 -2.2100000E+000
IC3H5COCH3+0H<=>IC3H5COCH2+H20
+5.1000000E+011 +0.0000000E+00Q0Q
IC3H5COCH3+0<=>IC3H5COCH2+0H
+5.0000000E+012 +0.0000000E+00Q0Q
IC3H5COCH3+H<=>IC3H5COCH2+H2
+9.3000000E+012 +0.0000000E+000
IC3H5COCH3+CH3<=>IC3H5COCH2+CH4

+1.6200000E+011 +0.0000000E+000 +9.

IC3H5COCH3+HO2<=>IC3H5COCH2+H202

+8.5000000E+012 +0.0000000E+000 +2.

IC3H5COCH3+02<=>IC3H5COCH2+HO2

+6.0000000E+013 +0.0000000E+000 +4.
IC3H5COCH2<=>C3H5-T+CH2CO
+5.9720000E+014 +1.8800000E-001 +5.
IC3H5COCH3+0H<=>AC3H4COCH3+H20
+3.1200000E+006 +2.0000000E+000 -2
IC3H5COCH3+0<=>AC3H4COCH3+0H
+6.0300000E+010 +7.0000000E-001 +7.
IC3H5COCH3+H<=>AC3H4COCH3+H2
+1.7300000E+005 +2.5000000E+000 +2.

IC3H5COCH3+CH3<=>AC3H4COCH3+CH4

+2.2100000E+000 +3.5000000E+000 +5.

IC3H5COCH3+HO2<=>AC3H4COCH3+H202

+9.6400000E+003 +2.6000000E+000 +1.

IC3H5COCH3+02<=>AC3H4COCH3+HO2

+8.

+9.

+1.

+5.

+6.

+6.0300000E+013 +0.0000000E+000 +4.
AC3H4COCH3<=>C3H4-A+CH3CO
+1.4000000E+013 +0.0000000E+000 +6.
NEOC5H12<=>TC4H9+CH3
+1.0000000E+000 +1.0000000E+000 +1.
PLOG /

+2.5700000E+105 -2.6530000E+001 +1.
PLOG /

+1.6000000E+101 -2.4970000E+001 +1.
PLOG /

+8.9400000E+097 -2.3870000E+001 +1.
PLOG /

+2.3600000E+093 -2.2400000E+001 +1.
PLOG /

+1.7900000E+090 -2.1410000E+001 +1.
PLOG /

+4.0000000E+085 -1.9970000E+001 +1.
PLOG /

+4.9900000E+081 -1.8770000E+001 +1.
PLOG /

+3.1000000E+077 =1.7490000E+001 +1.
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+1.
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+3.
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/



PLOG /

+3.5500000E+071 -1.5710000E+001
PLOG /

+7.5700000E+066 -1.4320000E+001
NEOC5H12<=>NEOC5H11+H

+1.0000000E+000 +1.0000000E+000
PLOG /
+1.0200000E+082 -2.0610000E+001
PLOG /
+8.0200000E+083 -2.0760000E+001
PLOG /
+2.9300000E+083 -2.0440000E+001
PLOG /
+7.7400000E+081 -1.9790000E+001
PLOG /
+2.9000000E+080 -1.9260000E+001
PLOG /
+9.0400000E+077 -1.8400000E+001
PLOG /
+3.4400000E+075 -1.7600000E+001
PLOG /
+4.1700000E+072 -1.6670000E+001
PLOG /
+9.6200000E+067 -1.5220000E+001
PLOG /
+8.7600000E+063 -1.3990000E+001

NEOC5H12+02<=>NEOC5H11+HO2
+8.4000000E+013 +0.0000000E+000
NEOC5H12+0<=>NEOC5H11+0H
+2.2600000E+014 +0.0000000E+000
NEOC5H12+H<=>NEOC5H11+H2
+6.9800000E+005 +2.6900000E+000
NEOC5H12+0H<=>NEOC5H11+H20
+6.5670000E+007 +1.7630000E+000
NEOC5H12+H0O2<=>NEOC5H11+H202
+8.1600000E+001 +3.5900000E+000
NEOC5H12+CH3<=>NEOC5H11+CH4
+1.8080000E+000 +3.6500000E+000
NEOC5H12+CH30<=>NEOC5H11+CH30H
+6.0000000E+011 +0.0000000E+00O0

NEOC5H12+CH302<=>NEOC5H11+CH302H

+2.7720000E+000 +3.9700000E+000
NEOC5H12+C2H5<=>NEOC5H11+C2H6
+2.0000000E+011 +0.0000000E+000
NEOC5H12+C2H3<=>NEOC5H11+C2H4
+2.0000000E+012 +0.0000000E+000

NEOC5H12+02CHO<=>NEOC5H11+HO2CHO

+2.7720000E+000 +3.9700000E+000

+1.

+1.

+1.

+1.

+1.
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+1.
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+6.
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+7
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+5.

1433700E+005

+1.

1204100E+005

0000000E+000
+1
2368700E+005

+1.

2766000E+005

+3.

2899800E+005

+1.

2993100E+005

+2.

3019100E+005

+5.

3016200E+005
+1
2979200E+005

+2.

2906300E+005

+5.

2749400E+005

+1.

2585800E+005

2800000E+004

.8500000E+003

4500000E+003

.4320000E+002

.7160000E+004

1540000E+003

.0000000E+003

.8280000E+004

.3400000E+004

.8000000E+004

.8280000E+004

NEOCS5H12+IC4H60H<=>NEOCS5H11+IC4H70H
+9.4000000E+002 +3.3000000E+000 +1.9840000E+004

NEOC5H12+IC4H70<=>NEOC5H11+IC4H70H

+5.4000000E+011 +0.0000000E+000 +4.0000000E+003
NEOCS5H12+TC3H6CHO<=>NEOC5H11+IC3H7CHO
+9.4000000E+002 +3.3000000E+000 +1.9840000E+004
NEOC5H12+CH2CCH20H<=>NEOC5H11+C3H50H
+1.5900000E+012 +0.0000000E+000 +2.0500000E+004

NEOC5H11<=>IC4H8+CH3

+3.6520000E+018 -1.3370000E+000 +3.3461500E+004

0000000E+001
/
0000000E+002
/

.0000000E-002

éOOOOOOE—OOl
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éOOOOOOE+OOO
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0000000E+001
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0000000E+001

/
0000000E+002

/



PLOG / +1.
+2.7500000E+032 -6.6600000E+000 +3.1143000E+004
PLOG / +1.
+2.6500000E+037 -7.6800000E+000 +3.6912000E+004
PLOG / +1.
+6.5300000E+039 -7.9800000E+000 +4.1554000E+004
PLOG / +2.
+1.0500000E+040 -7.9400000E+000 +4.2640000E+004
PLOG / +5.
+1.1900000E+040 -7.8300000E+000 +4.3859000E+004
PLOG / +1.
+1.1300000E+040 -7.7500000E+000 +4.4627000E+004
PLOG / +2.
+1.1500000E+040 -7.6900000E+000 +4.5269000E+004
PLOG / +5.
+1.4400000E+040 -7.6600000E+000 +4.5920000E+004
PLOG / +1.
+1.8100000E+040 -7.6700000E+000 +4.6255000E+004
NEOC5H11+02<=>NEOC5H1102

+6.8650000E+016 -1.6270000E+000 +1.9870000E+002
NEOC5H11+H02<=>NEOC5H110+0H

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
NEOC5H11+CH302<=>NEOC5H110+CH30

+9.0000000E+012 +0.0000000E+000 -1.0000000E+003

NEOC5H11+NEOC5H1102<=>NEOC5H110+NEOC5H110
+9.0000000E+012 +0.0000000E+000 -1.0000000E+003
NEOC5H1102<=>NEOC5H1000H

+1.1980000E+009 +1.2000000E+000 +2.1600000E+004
NEOCS5H1102+H02<=>NEOC5H1102H+02

+1.7500000E+010 +0.0000000E+000 -3.2750000E+003
NEOCS5H1102+H202<=>NEOC5H1102H+HO02
+2.4000000E+012 +0.0000000E+000 +1.0000000E+004
NEOCS5H12+NEOC5H1102<=>NEOC5H1 1+NEOC5H1102H
+2.4190000E+013 +0.0000000E+000 +2.0430000E+004
NEOC5H1102+CH302=>NEOC5H110+CH30+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
NEOC5H1102+NEOC5H1102=>NEOC5H110+NEOC5H110+02
+1.4000000E+016 -1.6100000E+000 +1.8600000E+003
NEOC5H1102H<=>NEOC5H110+0H
+2.0940000E+017 -4.0000000E-001
CH20+TC4H9<=>NEOC5H110
+5.0000000E+010 +0.0000000E+000
NEOC5H1000H<=>NEO-C5H100+0H
+3.7100000E+009 +7.0000000E-001
NEOC5H1 000H=>0H+CH20+IC4H8
+3.6400000E+009 +1.3000000E+000
NEOC5H1000H<=>IC4H700H+CH3
+1.6400000E+007 +2.0000000E+000
NEOC5H1000H+02<=>NEOC5H1000H-02
+3.4330000E+016 -1.6270000E+000
NEOC5H1000H-02<=>NEOC5H9Q2
+7.9870000E+008 +1.2000000E+000
NEOC5H1000H-02<=>NEOC5KET+0H
+5.1880000E+004 +1.9000000E+000
NEOC5H902<=>TC4H700H+CH202H
+3.6400000E+009 +1.3000000E+000
NEOC5H9Q2<=>IC4H6Q2-TII+CH3
+1.6400000E+007 +2.0000000E+000

+4.5110000E+004

+2.3300000E+003
+1.5900000E+004
+2.3700000E+004
+2.8300000E+004
+1.9870000E+002
+2.1600000E+004
+1.8800000E+004
+2.3700000E+004

+2.8300000E+004

0000000E-002
éOOOOOOE—OOl
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOO
éOOOOOOE+OOl
éOOOOOOE+OOl
éOOOOOOE+OOl
SOOOOOOE+OO2
/



NEOCS5KET<=>NEOCS5KETOX+0H
+1.5000000E+016 +0.0000000E+000 +4
NEOCS5KETOX<=>TC3H6CHO+CH20
+2.4750000E+021 -2.5400000E+000 +1
NEOC5H90Q2<=>NEOC5H90-00H+0H
+3.7100000E+009 +7.0000000E-001 +1
NEOC5H90-00H=>C3H5-T+CH20+CH20+0H
+1.0000000E+016 +0.0000000E+000 +4
NEO-C5H100+0H<=>TC4H8CHO+H20
+2.5000000E+012 +0.0000000E+000
NEO-C5H100+0H=>IC4H7+CH20+H20
+2.5000000E+012 +0.0000000E+000
NEO-C5H100+H02<=>TC4H8CHO+H202
+5.0000000E+012 +0.0000000E+000
NEO-C5H100+H02=>IC4H7+CH20+H202
+5.0000000E+012 +0.0000000E+000
NEO-C5H100+H<=>TC4H8CHO+H2
+3.5440000E+007 +2.0000000E+000
NEO-C5H100+H=>IC4H7+CH20+H?2
+1.3300000E+006 +2.5400000E+000
NEO-C5H100<=>IC4H8+CH20
+3.8000000E+015 +0.0000000E+000
NEOCS5KETOX<=>NEOC5KEJOL
+1.2030000E+009 +1.1990000E+000
NEOCS5KEJOL<=>IC4H80OH+CO
+2.2730000E+021 -2.3400000E+000
C5H10-1<=>C2H5+C3H5-A
+9.8640000E+021 -2.0860000E+000
C5H10-2 (+M) <=>CH3+C4H71-3 (+M)
+6.4860000E+019 -1.3670000E+000
LOW /

+1.5270000E+104 -2.4826000E+001
TROE /

+1.4370000E+002 +1.6770000E+013
C5H10-14+02<=>C5H91-5+H02
+3.0000000E+013 +0.0000000E+000
C5H10-14+0<=>C5H91-5+0H
+9.8000000E+005 +2.4300000E+000
C5H10-1+H<=>C5H91-5+H?2
+6.6500000E+005 +2.5400000E+000
C5H10-1+0H<=>C5H91-5+H20
+5.2700000E+009 +9.7000000E-001
C5H10-1+HO2<=>C5H91-5+H202
+2.3800000E+004 +2.5500000E+000 +1
C5H10-14+CH3<=>C5H91-5+CH4

+0.

+0.

+1.

+1.

+5.

+6.

+6.

+1.

+1.

+7.

+7.

+9.

+3.

+5.

+4.

+6.

+1.

.3000000E+004

.5830000E+004

.5900000E+004

.3000000E+004

0000000E+000

0000000E+000

7700000E+004

7700000E+004

0000000E+003

7560000E+003

0700000E+004

3600700E+004

1020000E+004

5060000E+004

6320000E+004

4800000E+004

+5

6710000E+003

2290000E+004

7500000E+003

7560000E+003

5860000E+003

.6490000E+004

001 +3.6500000E+000 +7.1540000E+003

C5H10-1+CH30<=>C5H91-5+CH30H
+2.1700000E+011 +0.0000000E+000 +6
C5H10-1+CH302<=>C5H91-5+CH302H
+2.3800000E+004 +2.5500000E+000
C5H10-2+02<=>C5H92-5+H02
+3.0000000E+013 +0.0000000E+000
C5H10-2+0<=>C5H92-5+0H
+9.8000000E+005 +2.4300000E+000
C5H10-2+H<=>C5H92-5+H2
+6.6510000E+005 +2.5400000E+000
C5H10-2+0H<=>C5H92-5+H20
+5.2700000E+009 +9.7000000E-001

+1.

+5.

+4.

+6.

+1.

.4580000E+003

6490000E+004

2290000E+004

7500000E+003

7560000E+003

5860000E+003

/
.3010000E-003
/

+4.5210000E-



C5H10-2+H02<=>C5H92-5+H202

+2.3800000E+004 +2.5500000E+000 +1.6490000E+004
CHH10-2+CH3<=>C5H92-5+CH4

001 +3.6500000E+000 +7.1540000E+003
C5H10-2+CH30<=>C5H92-5+CH30H

+2.1700000E+011 +0.0000000E+000 +6.4580000E+003
C5H10-2+CH302<=>C5H92-5+CH302H

+2.3800000E+004 +2.5500000E+000 +1.6490000E+004
CHH10-1+02<=>C5H91-4+HO2

+2.0000000E+013 +0.0000000E+000 +4.9640000E+004
C5H10-1+0<=>C5H91-4+0H

+5.5100000E+005 +2.4500000E+000 +2.8300000E+003
C5H10-1+H<=>C5H91-4+H2

+1.3000000E+006 +2.4000000E+000 +4.4710000E+003
C5H10-1+0H<=>C5H91-4+H20

+4.6700000E+007 +1.6100000E+000 -3.5000000E+001
C5H10-1+HO2<=>C5H91-4+H202

+9.6400000E+003 +2.6000000E+000 +1.3910000E+004
C5H10-1+CH3<=>C5H91-4+CH4

+1.5100000E+000 +3.4600000E+000 +5.4810000E+003
C5H10-1+CH30<=>C5H91-4+CH30H

+1.4500000E+011 +0.0000000E+000 +4.5710000E+003
C5H10-1+CH302<=>C5H91-4+CH302H

+9.6400000E+003 +2.6000000E+000 +1.3910000E+004
C5H10-2+02<=>C5H91-3+H02

+3.3000000E+012 +0.0000000E+000 +3.9900000E+004
C5H10-2+0<=>C5H91-3+0H

+4.4100000E+005 +2.4200000E+000 +3.1500000E+003
C5H10-2+H<=>C5H91-3+H2

+1.7300000E+005 +2.5000000E+000 +2.4920000E+003
C5H10-2+0H<=>C5H91-3+H20

+3.1200000E+006 +2.0000000E+000 -2.9800000E+002
C5H10-2+H0O2<=>C5H91-3+H202

+9.6390000E+003 +2.6000000E+000 +1.3910000E+004
CHH10-2+CH3<=>C5H91-3+CH4

+2.2100000E+000 +3.5000000E+000 +5.6750000E+003
C5H10-2+CH30<=>C5H91-3+CH30H

+9.0000000E+001 +2.9500000E+000 +1.1990000E+004
C5H10-2+CH302<=>C5H91-3+CH302H

+9.6390000E+003 +2.6000000E+000 +1.3910000E+004
C5H10-14+402<=>C5H91-3+H0O2

+2.2000000E+012 +0.0000000E+000 +3.7220000E+004
C5H10-1+0<=>C5H91-3+0H

+6.6000000E+005 +2.4300000E+000 +1.2100000E+003
C5H10-1+H<=>C5H91-3+H2

+3.3760000E+005 +2.3600000E+000 +2.0700000E+002
C5H10-1+0H<=>C5H91-3+H20

+2.7640000E+004 +2.6400000E+000 -1.9190000E+003
C5H10-14+H02<=>C5H91-3+H202

+4.8200000E+003 +2.5500000E+000 +1.0530000E+004
C5H10-1+CH3<=>C5H91-3+CH4

+3.6900000E+000 +3.3100000E+000 +4.0020000E+003
C5H10-1+CH30<=>C5H91-3+CH30H

+4.0000000E+001 +2.9000000E+000 +8.6090000E+003
C5H10-1+CH302<=>C5H91-3+CH302H

+4.8200000E+003 +2.5500000E+000 +1.0530000E+004
C5H10-2+02<=>C5H92-4+H0O2

+2.2000000E+012 +0.0000000E+000 +3.7220000E+004

+4.5210000E-



C5H10-2+0<=>C5H92-4+0H
+9.9000000E+005 +2.4300000E+000
C5H10-2+H<=>C5H92-4+H2
+3.3760000E+005 +2.3600000E+000
CHH10-2+0H<=>C5H92-4+H20
+2.7640000E+004 +2.6400000E+000
C5H10-2+H0O2<=>C5H92-4+H202
+4.8200000E+003 +2.5500000E+000
C5H10-2+CH3<=>C5H92-4+CH4
+3.6900000E+000 +3.3100000E+000
C5H10-2+CH30<=>C5H92-4+CH30H
+4.0000000E+001 +2.9000000E+000
C5H10-2+CH302<=>C5H92-4+CH302H
+4.8200000E+003 +2.5500000E+000
C5H10-1+0OH<=>C5H100H12
+4.7500000E+012 +0.0000000E+000
C5H10-2+0H<=>C5H100H23
+4.7500000E+012 +0.0000000E+000
C5H100H12+02<=>02C5H100H12
+2.0000000E+012 +0.0000000E+000
02C5H100H12=>NC3H7CHO+CH20+0H
+2.5000000E+010 +0.0000000E+000
C5H100H23+02<=>02C5H100H23
+2.0000000E+012 +0.0000000E+000
02C5H100H23=>C2H5CHO+CH3CHO+0H
+2.5000000E+010 +0.0000000E+000
C4H6+CH3<=>C5H91-3
+1.0000000E+011 +0.0000000E+000
C5H81-3+H<=>C5H91-3
+2.5000000E+011 +5.1000000E-001
C3H6+C2H3<=>C5H91-4
+1.0000000E+011 +0.0000000E+000
C2H4+C3H5-A<=>C5H91-5
+1.0000000E+011 +0.0000000E+000
CHH81-3+H<=>C5H92-4
+4.2400000E+011 +5.1000000E-001
C2H4+C3H5-S<=>C5H92-5
+2.0000000E+011 +0.0000000E+000
C5H901-3+0H<=>C5H91-3+HO2
+6.0880000E+015 -1.0700000E+000
C5H901-3+CH30<=>C5H91-3+CH302
+5.9460000E+017 -1.6500000E+000
C5H901-3+C2H50<=>C5H91-3+C2H502
+3.8930000E+014 -7.2000000E-001
C5H902-4+0H<=>C5H92-4+H0O2
+7.0270000E+015 -1.2400000E+000
C5H902-4+CH30<=>C5H92-4+CH302
+6.8630000E+017 -1.8200000E+000
C5H902-4+C2H50<=>C5H92-4+C2H502
+4.4930000E+014 -8.9000000E-001
C5H901-3<=>C2H3CHO+C2H5
+3.1310000E+019 -1.8500000E+000
C5H901-3<=>C2H5CHO+C2H3
+1.4170000E+018 -1.5600000E+000
C5H902-4<=>SC3H5CHO+CH3
+5.9830000E+015 -1.1300000E+000
C5H902-4<=>CH3CHO+C3H5-S
+1.0730000E+022 -2.6600000E+000

+1.

+2.

+1.

+4.

+8.

+1.

+0.

+1.

+0.

+1.

+7.

+2.

+7.

+7.

+1.

+7.

+1.

+2.

+1.

+1.

+2.

+1.

+1.

+2.

+9.

+2.

2100000E+003

0700000E+002

.9190000E+003

0530000E+004

0020000E+003

6090000E+003

0530000E+004

.8200000E+002

.8200000E+002

0000000E+000

8860000E+004

0000000E+000

8860000E+004

8000000E+003

6200000E+003

8000000E+003

8000000E+003

2300000E+003

8000000E+003

5720000E+004

0480000E+004

8330000E+004

5890000E+004

0650000E+004

8490000E+004

0670000E+004

3340000E+004

9410000E+003

9650000E+004



BC5H10<=>C4H72-2+CH3
+1.2170000E+023 -1.9260000E+000
BC5H10<=>IC4H7+CH3
+2.6100000E+019 -1.0170000E+000
CC5H10<=>C4H71-3+CH3
+1.3020000E+021 -1.6390000E+000
CC5H10+H<=>CCHH9-A+H2
+3.9000000E+006 +2.4000000E+000
CC5H10+0H<=>CC5H9-A+H20
+1.4000000E+008 +1.6100000E+000
CC5H10+HO2<=>CC5H9-A+H202
+2.8920000E+004 +2.6000000E+000
CC5H10+CH3<=>CC5H9-A+CH4
+4.5300000E+000 +3.4600000E+000
CC5H10+CH30<=>CC5H9-A+CH30H
+4.3500000E+011 +0.0000000E+000
CC5H10+CH302<=>CC5H9-A+CH302H
+2.8920000E+004 +2.6000000E+000
BC5H10+H<=>AC5H9-C+H2
+3.4600000E+005 +2.5000000E+000
BC5HH10+H<=>CC5H9-B+H2
+1.7300000E+005 +2.5000000E+000
BC5H10+0OH<=>AC5H9-C+H20
+6.2400000E+006 +2.0000000E+000
BC5H10+0H<=>CC5H9-B+H20
+3.1200000E+006 +2.0000000E+000
BC5H10+HO2<=>AC5H9-C+H202
+1.9280000E+004 +2.6000000E+000
BC5H10+H02<=>CC5H9-B+H202
+9.6390000E+003 +2.6000000E+000
BC5H10+CH3<=>AC5H9-C+CH4
+4.4200000E+000 +3.5000000E+000
BC5H10+CH3<=>CC5H9-B+CH4
+2.2100000E+000 +3.5000000E+000
BC5H10+CH30<=>AC5H9-C+CH30H
+1.8000000E+002 +2.9500000E+000
BC5H10+CH30<=>CC5H9-B+CH30H
+9.0000000E+001 +2.9500000E+000
BC5H10+CH302<=>AC5H9-C+CH302H
+1.9280000E+004 +2.6000000E+000
BC5H10+CH302<=>CC5H9-B+CH302H
+9.6390000E+003 +2.6000000E+000
CC5H10+H<=>CC5H9-B+H2
+2.6500000E+006 +2.2000000E+000
CC5H10+0H<=>CC5H9-B+H20
+6.1400000E+002 +3.2000000E+000
CC5H10+HO2<=>CC5H9-B+H202
+1.8100000E+003 +2.5000000E+000
CC5H10+CH3<=>CC5H9-B+CH4
+4.6130000E+000 +3.1000000E+000
CC5H10+CH30<=>CC5H9-B+CH30H
+1.0000000E+001 +2.8500000E+000
CC5H10+CH302<=>CC5H9-B+CH302H
+1.8100000E+003 +2.5000000E+000
BC5H10+0H<=>BC5H100H
+1.0000000E+012 4+0.0000000E+000
BC5H100H+02<=>B0O2C5H100H
+2.0000000E+012 +0.0000000E+000

+1.

+7.

+7.

+4.

+1.

+5.

+4.

+1.

+2.

+2.

+1.

+1.

+5.

+5.

+1.

+1.

+1.

+1.

+0.

+7.

+2.

+5.

+7.

+0.

0140000E+005

9020000E+004

6140000E+004

4710000E+003

.5000000E+001

3910000E+004

4810000E+003

5710000E+003

3910000E+004

4920000E+003

4920000E+003

.9800000E+002

.9800000E+002

3910000E+004

3910000E+004

6750000E+003

6750000E+003

1990000E+004

1990000E+004

3910000E+004

3910000E+004

0000000E+000

.5000000E+003

1540000E+003

3300000E+003

2310000E+003

1540000E+003

.0420000E+003

0000000E+000



BO2C5H100H=>CH3COCH3+CH3CHO+0OH

+2.5000000E+010 +0.0000000E+000 +1.8860000E+004
CC5H10+0H<=>CC5H100H

+1.0000000E+012 +0.0000000E+000 -1.0420000E+003
CC5H100H+02<=>C0O2C5H100H

+2.0000000E+012 +0.0000000E+000 +0.0000000E+00Q0
CO2C5H100H=>IC3H7CHO+CH20+0H

+2.5000000E+010 +0.0000000E+000 +1.8860000E+004
BC5H10+0H<=>IC3H7+CH3CHO

+2.0000000E+010 +0.0000000E+000 +4.0000000E+003
CC5H10+0OH<=>IC4H9+CH20

+2.0000000E+010 +0.0000000E+000 +4.0000000E+003
ACS5H9-A2+HO2<=>AC5H90-A2+0H

+9.6400000E+012 +0.0000000E+000 +0.0000000E+000
ACS5H9-A2+CH302<=>AC5H90-A2+CH30

+9.6400000E+012 +0.0000000E+000 +0.0000000E+000
ACB5HO9-A2+C2H502<=>AC5H90-A2+C2H50
+9.6400000E+012 +0.0000000E+000 +0.0000000E+0Q0
CC5H9-B+HO2<=>CC5H90-B+0H

+9.6400000E+012 +0.0000000E+000 +0.0000000E+000
CC5H9-B+CH302<=>CC5H90-B+CH30

+9.6400000E+012 +0.0000000E+000 +0.0000000E+000
CC5H9-B+C2H502<=>CC5H90-B+C2H50

+9.6400000E+012 +0.0000000E+000 +0.0000000E+000
ACBH90-A2<=>C4H71-2+CH20

+9.2100000E+017 -1.4300000E+000 +3.0330000E+004
ACB5H9-D<=>AC5H9-A2

+1.1130000E+012 +0.0000000E+000 +3.1700000E+004
ACHSH10<=>IC4H7+CH3

+1.9000000E+020 -1.5820000E+000 +7.5930000E+004
AC5H10<=>C3H5-T+C2H5

+8.9220000E+024 -2.4090000E+000 +1.0050000E+005
IC4HT7+CH3 (+M) <=>AC5H10 (+M)

+1.5000000E+014 -3.2000000E-001 -2.6230000E+002

LOW /
+5.8650000E+060 -1.2810000E+001 +6.2500000E+003 /
TROE / +1.0400000E-001

+1.6060000E+003 +6.0000000E+004 +6.1180000E+003 /
H2 / 2.000 / H20 / 6.000 / CH4 / 2.000 / CO / 1.500 / CcO2 / 2.000 / C2H6
/ 3.000 / AR / 0.700 /

AC5H10+H<=>AC5H9-A2+H2

+1.7300000E+005 +2.5000000E+000 +2.4920000E+003

AC5H10+0<=>AC5H9-A2+0H

+3.7000000E+005 +2.5600000E+000 -1.1300000E+003

AC5H10+0OH<=>AC5H9-A2+H20

+3.1200000E+006 +2.0000000E+000 -2.9800000E+002

ACS5H10+HO2<=>AC5H9-A2+H202

+9.6390000E+003 +2.6000000E+000 +1.3910000E+004

AC5H10+CH3<=>AC5H9-A2+CH4

+2.2100000E+000 +3.5000000E+000 +5.6750000E+003

ACS5H10+CH302<=>AC5H9-A2+CH302H

+9.6390000E+003 +2.6000000E+000 +1.3910000E+004

AC5H10+CH30<=>AC5H9-A2+CH30H

+9.0000000E+001 +2.9500000E+000 +1.1990000E+004

AC5H10+H<=>ACHH9-C+H2

+3.3760000E+005 +2.3600000E+000 +2.0700000E+002

AC5H10+0H<=>AC5H9-C+H20

+2.7640000E+004 +2.6400000E+000 -1.9190000E+003



ACS5H10+HO2<=>AC5H9-C+H202
+4.8200000E+003 +2.5500000E+000
AC5H10+CH3<=>AC5H9-C+CH4
+3.6900000E+000 +3.3100000E+000
AC5H10+CH302<=>AC5H9-C+CH302H
+4.8200000E+003 +2.5500000E+000
ACS5H10+CH30<=>ACHH9-C+CH30H
+4.0000000E+001 +2.9000000E+000
ACS5H10+H<=>AC5H9-D+H2
+1.9500000E+006 +2.4000000E+000
AC5H10+0H<=>AC5H9-D+H20
+7.0100000E+007 +1.6100000E+000
AC5H10+CH3<=>AC5H9-D+CH4
+2.2700000E+000 +3.4600000E+000
AC5H10+HO2<=>AC5H9-D+H202
+1.4500000E4+004 +2.6000000E+000
AC5H10+CH30<=>AC5H9-D+CH30H
+2.1800000E+011 +0.0000000E+000
ACBH104+4CH302<=>AC5H9-D+CH302H
+1.4500000E+004 +2.6000000E+000
ACBH9-A2<=>C3H4-A+C2H5
+1.9830000E+020 -1.6300000E+000
B13DE2M+H<=>AC5H9-C
+4.0000000E+013 +0.0000000E+000
C4H612+CH3<=>AC5H9-C
+1.7600000E+004 +2.4800000E+000
B13DE2M+H<=>AC5H9-D
+2.5000000E+011 +5.1000000E-001
AC5H9-D<=>C3H5-T+C2H4
+1.2200000E+012 +6.4000000E-001
AC5H10+0H<=>SC4H9+CH20
+2.0000000E+010 +0.0000000E+000
AC5H10+0H<=>AC5H100H
+1.0000000E+012 +0.0000000E+000
AC5H100H+02<=>A02C5H100H
+2.0000000E+012 +0.0000000E+000
AO2C5H100H=>C2H5COCH3+CH20+0H
+2.5000000E+010 +0.0000000E+000
AC5H10+0<=>SC4H9+HCO
+7.2300000E+005 +2.3400000E+000
AC5H10+0<=>IC3H7+CH3CO
+7.2300000E+005 +2.3400000E+000
ACS5H1040<=>IC4H9+HCO
+7.2300000E+005 +2.3400000E+000
AC5H9-C+HO2<=>AC5H90-C+0OH
+7.0000000E+012 +0.0000000E+000
ACBH9-C+CH302<=>AC5H90-C+CH30
+7.0000000E+012 +0.0000000E+000
AC5H9-C+C2H502<=>AC5H90-C+C2H50
+9.6400000E+012 +0.0000000E+000
CH3CHO+C3H5-T<=>AC5H90-C
+9.4500000E+002 +2.6700000E+000
AC5H9-C+HO2<=>B2E2M10J+0H
+7.0000000E+012 +0.0000000E+000
ACS5H9-C+CH302<=>B2E2M10J+CH30
+7.0000000E+012 +0.0000000E+000
CH20+C4H72-2<=>B2E2M10J
+8.8000000E+003 +2.4800000E+000

+1.

+4.

+1.

+8.

+4.

+5.

+1.

+4.

+1.

+5.

+1.

+6.

+2.

+2.

+4.

0530000E+004

0020000E+003

0530000E+004

6090000E+003

4710000E+003

.5000000E+001

4810000E+003

3910000E+004

5710000E+003

3910000E+004

9240000E+004

3000000E+003

1300000E+003

6200000E+003

9370000E+004

0000000E+003

.0420000E+003

.0000000E+000

.8860000E+004

.0500000E+003

.0500000E+003

.0500000E+003

.0000000E+003

.0000000E+003

.0000000E+000

.8500000E+003

.0000000E+003

.0000000E+003

.1000000E+003



C2H3+C3H5-T<=>B13DE2M
+8.0000000E+012 +0.0000000E+00QO0
H+B13DE2MJ<=>B13DE2M
+1.0000000E+014 +0.0000000E+00O0
B13DE2M+H<=>B13DE2MJ+H2
+3.6440000E+005 +2.4550000E+000
B13DE2M+02<=>B13DE2MJ+HO2
+5.9600000E+019 -1.6700000E+000
B13DE2M+OH<=>B13DE2MJ+H20
+4.4600000E+006 +2.0720000E+000
B13DE2M+HO2<=>B13DE2MJ+H202

+0.

+0.

+4.

+4.

+1

0000000E+000

0000000E+000

3612000E+003

6192100E+004

.0508000E+003

002 +4.4030000E+000 +1.3547200E+004

B13DE2M+CH3<=>B13DE2MJ+CH4

+2.2100000E+000 +3.5000000E+000 +5.6750000E+003

B13DE2M+CH302<=>B13DE2MJ+CH302H

002 +4.4030000E+000 +1.3547200E+004

C2H3+C3H4-A<=>B13DE2MJ

+9.4500000E+002 +2.6700000E+000 +6.8500000E+003

B13DE2M+H<=>CC5H9-B
+4.2400000E+011 +5.1000000E-001
B13DE2M+H<=>CC5H9-A
+2.5000000E+011 +5.1000000E-001
B12DE3M+H<=>CC5H9-B
+4.2400000E+011 +5.1000000E-001
C2H3+C3H6<=>CC5H9-A
+9.4500000E+002 +2.6700000E+000
C2H3+CH3COCH3<=>CC5H90-B
+9.4500000E+002 +2.6700000E+000
CC5H9-B+HO2<=>B2E3M10J+0H
+7.0000000E+012 +0.0000000E+000
CC5H9-B+CH302<=>B2E3M10J+CH30
+7.0000000E+012 +0.0000000E+000
CH20+IC4H7-I1<=>B2E3M10J
+8.8000000E+003 +2.4800000E+000
TC4H8CHO<=>IC3H5CHO+CH3
+1.0000000E+013 +0.0000000E+000
TC4H8CHO<=>IC4H8+HCO
+8.5200000E+012 +0.0000000E+000
TC4H8CHO+02<=>02C4H8CHO
+2.0000000E+012 +0.0000000E+00QO0
02C4HB8CHO<=>02HC4H8CO
+2.1600000E+011 +0.0000000E+000
IC4H802H-T+CO<=>02HC4H8CO
+1.5000000E+011 +0.0000000E+000
C2H5+C2H3CHO<=>PC4H8CHO-1
+1.0000000E+011 +0.0000000E+000
CH3+AC3H5CHO<=>PC4H8CHO-2
+1.0000000E+011 +0.0000000E+000
C4H8-1+HCO<=>PC4H8CHO-2
+1.0000000E+011 +0.0000000E+000
C3H6+CH2CHO<=>PC4H8CHO-3
+1.0000000E+011 +0.0000000E+00QO0
C2H4+CH2CH2CHO<=>PC4H8CHO-4
+1.0000000E+011 +0.0000000E+00QO0
C3H5-A+HCO<=>AC3H5CHO
+1.8100000E+013 +0.0000000E+000
PC4HOCHO+02<=>PC4H9CO+HO2
+1.2000000E+005 +2.5000000E+000

+1.

+2.

+1.

+6.

+6.

+6.

+2.

+2.

+0.

+1.

+4.

+7.

+7.

+6.

+7.

+7.

+0.

+3.

2300000E+003

6200000E+003

2300000E+003

8500000E+003

8500000E+003

.0000000E+003

.0000000E+003

1000000E+003

6290000E+004

0090000E+004

0000000E+000

5360000E+004

8090000E+003

8000000E+003

8000000E+003

0000000E+003

8000000E+003

8000000E+003

0000000E+000

7560000E+004

+3.0700000E-

+7.6800000E-



PC4HO9CHO+0OH<=>PC4H9CO+H20
+2.0000000E+006 +1.8000000E+000 -1
PC4H9CHO+H<=>PC4HO9CO+H2
+4.1400000E+009 +1.1200000E+000 +2
PC4H9CHO+0<=>PC4H9CO+0OH
+5.9400000E+012 +0.0000000E+000 +1
PC4HO9CHO+HO2<=>PC4H9CO+H202
+4.0900000E+004 +2.5000000E+000 +1
PC4H9CHO+CH3<=>PC4H9CO+CH4

.3000000E+003

.3200000E+003

.8680000E+003

.0200000E+004

003 +4.6200000E+000 +3.2100000E+003

PC4H9CHO+CH30<=>PC4H9CO+CH30H
+1.0000000E+012 +0.0000000E+000 +3
PC4H9CHO+CH302<=>PC4H9CO+CH302H
+4.0900000E+004 +2.5000000E+000 +1
PC4H9CHO+0OH<=>PC4H8CHO-1+H20

+5.5200000E+002 +3.1200000E+000 -1.

PC4H9CHO+OH<=>PC4H8CHO-2+H20

+4.6800000E+007 +1.6100000E+000 -3.

PC4HO9CHO+OH<=>PC4H8CHO-3+H20

+4.6800000E+007 +1.6100000E+000 -3.

PC4HO9CHO+OH<=>PC4H8CHO-4+H20

+5.2800000E+009 +9.7000000E-001 +1.

PC4H9CHO+HO2<=>PC4H8CHO-1+H202

+3.4400000E+012 +5.0000000E-002 +1.

PC4HO9CHO+HO2<=>PC4H8CHO-2+H202

+9.6400000E+003 +2.6000000E+000 +1.

PC4H9CHO+HO2<=>PC4H8CHO-3+H202

+9.6400000E+003 +2.6000000E+000 +1.

PC4H9CHO+HO2<=>PC4H8CHO-4+H202

+2.3790000E+004 +2.5500000E+000 +1.

PC4H9CHO+CH302<=>PC4H8CHO-1+CH302H

+3.4400000E+012 +5.0000000E-002 +1.

PC4HOCHO+CH302<=>PC4H8CHO-2+CH302H

+9.6400000E+003 +2.6000000E+000 +1.

PC4HO9CHO+CH302<=>PC4H8CHO-3+CH302H

+9.6400000E+003 +2.6000000E+000 +1.

PC4HO9CHO+CH302<=>PC4H8CHO-4+CH302H

+2.3790000E+004 +2.5500000E+000 +1.

PC4H9CO<=>NC3H7+CH2CO

+1.0000000E+011 +0.0000000E+000 +9.

PC4H9CO<=>PC4H9+CO

+5.7800000E+014 +0.0000000E+000 +1.

PC4H8CHO-1402<=>PC4H8CHO-102

+1.0000000E+011 +0.0000000E+000 +O.

PC4H8CHO-2402<=>PC4H8CHO-202

+3.4870000E+014 -8.1600000E-001 -5.

PC4H8CHO-34+02<=>PC4H8CHO-302

+3.4870000E+014 -8.1600000E-001 -5.

PC4H8CHO-4+02<=>PC4H8CHO-402

+6.8650000E+016 -1.6270000E+000 +1.

PC4H8CHO-102<=>C4H7CHO-2+H02

+2.8850000E+009 +9.3000000E-001 +2.

PC4H8CHO-202<=>C4H7CHO-2+HO2

+2.8850000E+009 +9.3000000E-001 +2.

PC4HB8CHO-202<=>C4H7CHO-3+HO2

+2.8850000E+009 +9.3000000E-001 +2.

PC4H8CHO-302<=>C4H7CHO-3+HO2

+2.8850000E+009 +9.3000000E-001 +2.

.3000000E+003

.0200000E+004

1760000E+003

5000000E+001

5000000E+001

5860000E+003

7880000E+004

3910000E+004

3910000E+004

6490000E+004

7880000E+004

3910000E+004

3910000E+004

6490000E+004

6000000E+003

6843500E+004

0000000E+000

3650000E+002

3650000E+002

9870000E+002

9800000E+004

9800000E+004

9800000E+004

9800000E+004

+2.8900000E-



PC4H8CHO-302<=>C4H7CHO-4+H02

+2.8850000E+009 +9.3000000E-001 +2.9800000E+004
PC4H8CHO-402<=>C4H7CHO-4+H0O2

+2.8850000E+009 +9.3000000E-001 +2.9800000E+004
C4H7CHO-2+0H=>C4H71-1+CO+H20

+1.7000000E+012 +0.0000000E+000 -6.1900000E+002
C4H7CHO-3+0H=>C4H72-2+CO+H20

+1.7000000E+012 +0.0000000E+000 -6.1900000E+002
C4H7CHO-3+0H=>C4H6+HCO+H20

+1.0100000E+006 +2.2000000E+000 -4.3720000E+002
C4H7CHO-4+0OH=>C4H71-4+CO+H20

+1.7000000E+012 +0.0000000E+000 -6.1900000E+002
C4H7CHO-4+0OH=>C4H6+HCO+H20

+1.0100000E+006 +2.2000000E+000 -4.3720000E+002
C3H50+C2H4<=>C5H9012-5

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
CH2CH2CHO+C2H4<=>C5H9013-5

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
CH20+C4H71-4<=>C5H9014-5

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
C2H3CHO+C2H5<=>C5H9023-1

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
CH3CHCHO+C2H4<=>C5H9023-5

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
CH3CHO+C3H5-A<=>C5H9024-1

+1.0000000E+011 +0.0000000E+000 +7.8000000E+003
NC3H7COCH3+0H<=>NC3H7COCH2+H20

+3.9900000E+002 +3.0800000E+000 +9.4400000E+002
NC3H7COCH3+HO2<=>NC3H7COCH2+H202

002 +4.0700000E+000 +1.6253300E+004
NC3H7COCH3+0H<=>CH3CH2CHCOCH3+H20
+2.3600000E+002 +3.1500000E+000 +3.0504000E+003
NC3H7COCH3+HO2<=>CH3CH2CHCOCH3+H202

001 +3.6900000E+000 +1.3099600E+004
NC3H7COCH3+0H<=>CH3CHCH2COCH3+H20
+4.1400000E+002 +3.0000000E+000 +2.4400000E+003
NC3H7COCH3+HO2<=>CH3CHCH2COCH3+H202

003 +4.4300000E+000 +1.1364800E+004
NC3H7COCH3+0H<=>CH2CH2CH2COCH3+H20
+2.7320000E+007 +1.8130000E+000 +8.6840000E+002
NC3H7COCH3+HO2<=>CH2CH2CH2COCH3+H202

001 +3.8800000E+000 +1.5814100E+004
C2H5COC2H5+0H<=>CH2CH2COC2H5+H20
+2.7000000E+000 +3.8100000E+000 +2.8993000E+003
C2H5COC2H5+HO2<=>CH2CH2COC2H5+H202

005 +4.9100000E+000 +1.4081300E+004
C2H5COC2H5+0H<=>CH3CHCOC2H5+H20

+2.3600000E+002 +3.1500000E+000 +3.0504000E+003
C2H5COC2H5+H02<=>CH3CHCOC2H5+H202

002 +3.9300000E+000 +1.3389800E+004
NC3H7+CH2CO<=>NC3H7COCH2

+3.6300000E+003 +2.4300000E+000 +8.9600000E+003
C2H3COCH3+CH3<=>CH3CH2CHCOCH3

+1.7600000E+004 +2.4800000E+000 +6.1300000E+003
C3H6+CH3CO<=>CH3CHCH2COCH3

+8.8000000E+003 +2.4800000E+000 +6.1300000E+003
C2H4+CH3COCH2<=>CH2CH2CH2COCH3

+1.3200000E+004 +2.4800000E+000 +6.1300000E+003

+4.

+3.

+1.

+4.

+6.

+8.

1400000E-

5600000E-

1500000E-

4400000E-

1800000E-

4200000E-



C2H4+C2H5CO<=>CH2CH2COC2H5
+8.8000000E+003 +2.4800000E+000
CH3CHCO+C2H5<=>CH3CHCOC2H5
+3.6300000E+003 +2.4300000E+000
CH3CH2CHCOCH3+02<=>NC520NEO02-3
+1.0000000E+011 +0.0000000E+00QO0
CH3CHCH2COCH3+02<=>NC520NEO2-4
+3.4870000E+014 -8.1600000E-001
CH2CH2CH2COCH3402<=>NC520NEO2-5
+6.8650000E+016 -1.6270000E+000
CH2CH2COC2H5+02<=>NC530NEO2-1
+6.8650000E+016 -1.6270000E+000
CH3CHCOC2H5+02<=>NC530NEO2-2
+1.0000000E+011 +0.0000000E+00Q0Q
NC520NEO02-3<=>NC520NE-3+H02
+2.8850000E+009 +9.3000000E-001
NC520NEO02-4<=>NC520NE-3+H02
+2.8850000E+009 +9.3000000E-001
NC520NE02-4<=>NC520NE-4+H02
+2.8850000E+009 +9.3000000E-001
NC520NEO2-5<=>NC520NE-4+HO2
+2.8850000E+009 +9.3000000E-001
NC530NEO2-1<=>NC530NE-1+HO2
+2.8850000E+009 +9.3000000E-001
NC530NEO2-2<=>NC530NE-1+HO2
+2.8850000E+009 +9.3000000E-001
NC520NE-3+0H=>CH2CO+C3H5-5+H20
+4.4600000E+006 +2.0720000E+000
NC520NE-4+0H=>CH2CO+C3H5-A+H20
+1.0100000E+006 +2.2000000E+000
NC530NE-1+0H=>CH3CHCO+C2H3+H20
+2.3600000E+002 +3.1500000E+000
NC5H110H+0OH<=>C5H100H15+H20
+5.2800000E+009 +9.7000000E-001
NC5H110H+HO2<=>C5H100H15+H202
+2.0400000E+001 +3.5900000E+000
NC5H110H+0OH<=>C5H100H14+H20
+4.6700000E+007 +1.6100000E+000
NC5H110H+HO2<=>C5H100H14+H202
+6.3200000E+001 +3.3700000E+000
NC5H110H+0OH<=>C5H100H13+H20
+1.1410000E+003 +2.8700000E+000
NC5H110H+HO2<=>C5H100H13+H202

+6.

+8.

+0.

+1.

+1.

+0.

+2.

+2.

+2.

+2.

+2.

+2.

+1

+3.

+1.

+1

1300000E+003

9600000E+003

0000000E+000

.3650000E+002

9870000E+002

9870000E+002

0000000E+000

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

.0508000E+003

.3720000E+002

0504000E+003

5900000E+003

.7160000E+004

.5000000E+001

.3720000E+004

.9260000E+003

004 +4.7600000E+000 +1.1850000E+004

NC5H110H+OH<=>C5H100H12+H20

+1.5400000E+000 +3.7000000E+000 -3.7360000E+003

NC5H110H+HO2<=>C5H100H12+H202

003 +4.5200000E+000 +1.4710000E+004

NC5H110H+OH<=>C5H100H11+H20

+3.6100000E+003 +2.8900000E+000 -2.2910000E+003

NC5H110H+HO2<=>C5H100H11+H202

005 +5.2600000E+000 +8.2680000E+003

NC5H110H+OH<=>C5H110-1+H20

+5.8800000E+002 +2.8200000E+000 -5.8500000E+002

NCS5H110H+HO2<=>C5H110-1+H202

007 +5.3000000E+000 +1.0530000E+004

C5H100H15=>C2H4+C2H4+CH20H

+5.1680000E+013 +1.0300000E-001 +2.9083800E+004

+2.

+7.

+3.

+6.

7600000E-

5100000E-

5000000E-

4700000E-



C3H6+PC2H40H<=>C5H100H14
+8.8000000E+003 +2.4800000E+000
C4H70H1-3+CH3<=>C5H100H13
+1.7600000E+004 +2.4800000E+000
C4H8-1+CH20H<=>C5H100H13
+8.8000000E+003 +2.4800000E+000
C3H50H+C2H5<=>C5H100H12
+8.8000000E+003 +2.4800000E+000
C2H30H+NC3H7<=>C5H100H11
+8.8000000E+003 +2.4800000E+000
C5H100H11+02<=>C5H100H-102
+5.0000000E+011 +0.0000000E+000
C5H100H12+02<=>C5H100H-202
+3.4870000E+014 -8.1600000E-001
C5H100H13+02<=>C5H100H-302
+3.4870000E+014 -8.1600000E-001
C5H100H14+02<=>C5H100H-402
+3.4870000E+014 -8.1600000E-001
C5H100H15+02<=>C5H100H-502
+6.8650000E+016 -1.6270000E+000
C5H100H-102<=>C5H90H1-1+HO2
+2.8850000E+009 +9.3000000E-001
C5H100H-202<=>C5H90H1-1+HO2
+2.8850000E+009 +9.3000000E-001
C5H100H-202<=>C5H90H1-24+H02
+2.8850000E+009 +9.3000000E-001
C5H100H-302<=>C5H90H1-2+HO0O2
+2.8850000E+009 +9.3000000E-001
C5H100H-302<=>C5H90H1-3+HO0O2
+2.8850000E+009 +9.3000000E-001
C5H100H-402<=>C5H90H1-3+H02
+2.8850000E+009 +9.3000000E-001
C5H100H-402<=>C5H90H1-4+HO?2
+2.8850000E+009 +9.3000000E-001
C5H100H-502<=>C5H90H1-4+HO2
+2.8850000E+009 +9.3000000E-001
C4H70H1-3+0OH=>C4H6+0OH+H20
+1.0100000E+006 +2.2000000E+000
C5H90H1-1+0OH=>C4H7CHO-2+H+H20
+1.0100000E+006 +2.2000000E+000
C5H90H1-2+0H=>C4H7CHO-2+H+H20
+1.0100000E+006 +2.2000000E+000
C5H90H1-2+0H=>C5H81-3+0H+H20
+1.0100000E+006 +2.2000000E+000
C5H90H1-3+0H=>C5H81-3+0H+H20
+1.0100000E+006 +2.2000000E+000
C5H90H1-4+0H=>C4H6+CH20H+H20
+1.0100000E+006 +2.2000000E+000
! CH3COOH<=>CH4+CO02
+1.5000000E+013 +0.0000000E+000
| CH3COOH<=>H20+CH2CO
+1.4000000E+012 +0.0000000E+000
CH3COOH=>CO+0OH+CH3
+7.5000000E+015 +0.0000000E+000
CH3COOH=>CH3+CO2+H
+2.5000000E+014 +0.0000000E+000
C2H5COOH=>C2H6+C0O2
+1.5000000E+013 +0.0000000E+000

+6.

+6.

+6.

+6.

+6.

+0.

+1.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+2.

+7.

+6.

+9.

+8.

+7.

1300000E+003

1300000E+003

1300000E+003

1300000E+003

1300000E+003

0000000E+000

.3650000E+002

.3650000E+002

.3650000E+002

9870000E+002

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

9800000E+004

.3720000E+002

.3720000E+002

.3720000E+002

.3720000E+002

.3720000E+002

.3720000E+002

0000000E+004

5000000E+004

1600000E+004

8000000E+004

0000000E+004

!UPDATED ABOVE

!UPDATED ABOVE

!UPDATED ABOVE



C2H5COOH=>H20+CH3CHCO
+1.4000000E+012 +0.0000000E+000
C2H5COOH=>CO+0OH+C2H5
+7.5000000E+015 +0.0000000E+000
C2H5COOH=>C02+C2H5+H
+2.5000000E+014 +0.0000000E+000
IC4H7+IC4H7<=>H15DE25DM
+1.0000000E+011 +0.0000000E+000
PLOG /

+3.2700000E+064 -1.5935000E+001
PLOG /

+7.5000000E+059 -1.4490000E+001
PLOG /

+1.1400000E+055 -1.2995000E+001
H15DE25DM+H<=>H15DE25DM-S+H2
+1.4200000E+006 +2.3151654E+000
H15DE25DM+02<=>H15DE25DM~-S+HO?2
+4.0000000E+014 +0.0000000E+000
H15DE25DM+0<=>H15DE25DM~-S+0H
+1.5924300E+011 +7.0000000E-001
H15DE25DM+0OH<=>H15DE25DM-S+H20
+8.9500000E+004 +2.6369657E+000
H15DE25DM+HO2<=>H15DE25DM-S+H202

+1.0000000E+000 +3.8873669E+000 +9.

H15DE25DM+CH3<=>H15DE25DM~-S+CH4
+1.0000000E+000 +3.6490200E+000
H15DE25DM+H<=>H15DE25DM-A+H2
+7.2900000E+005 +2.4550000E+000
H15DE25DM+02<=>H15DE25DM-A+HO2
+1.8600000E+009 +1.3010000E+000
H15DE25DM+0<=>H15DE25DM-A+0OH
+1.0500000E+012 +7.0000000E-001
H15DE25DM+0OH<=>H15DE25DM-A+H20
+2.5300000E+005 +2.4600000E+000 +7
H15DE25DM+H0O2<=>H15DE25DM-A+H202

+6.

+9.

+8.

+0.

+2.

+1.

+1.

+2.

+3.

+1.

-6.

+3.

+4.

+4.

+5.

5000000E+004
1600000E+004
8000000E+004
0000000E+000

+3
0230000E+004

+7
8600000E+004

+1
6700000E+004
0759558E+003
8890000E+004
3000000E+001
0000000E+000
3863572E+003
3740520E+003
3612000E+003
0939000E+004
8840000E+003

.2944000E+002

001 +4.1200000E+000 +1.2802000E+004

H15DE25DM+CH3<=>H15DE25DM-A+CH4
+4.4200000E+000 +3.5000000E+000 +5
C3H5-T+B13DE2M<=>H15DE25DM-S

+7.0700000E+003 +2.4800000E+000 +6.

C3H4-A+AC5H9-D<=>H15DE25DM-A

+2.8400000E+004 +2.5181500E+000 +8.

H15DE25DM-S+H0O2<=>H15DE25DM-S0O+0H

+7.0000000E+012 +0.0000000E+000 -1.

IC3H5CHO+IC4H7<=>H15DE25DM-S0O

+2.5000000E+010 +0.0000000E+000 +6.

C3H5-T+IC4HT7CHO<=>H15DE25DM-S0O

+2.5000000E+010 +0.0000000E+000 +1.

IC4H7CHO+0OH=>CH2CHO+C3H4-A+H20

+5.0640000E+007 +2.4600000E+000 +7.

H15DE25DM-A+HO2<=>H15DE25DM-AO+OH

+7.0000000E+012 +0.0000000E+000 -1.

H15DE2M-T+CH20<=>H15DE25DM-AO

+2.5000000E+010 +0.0000000E+000 +4.

IC4H7+C3H4-A<=>H15DE2M-T

+8.8000000E+003 +2.4800000E+000 +6.

C4H40+H<=>C3H5-A+CO

+6.6000000E+013 -2.0000000E-002 +2.

.6750000E+003

1300000E+003

8475357E+003

0000000E+003

3297400E+003

5526420E+004

2944000E+002

0000000E+003

7865800E+003

1300000E+003

7400000E+003

.9000000E-002

/
.8000000E-002

/
.5600000E-001

/

+2.9200000E-



DUP

C4H40+H<=>C3H5-A+CO
+5.9000000E+006 +2.0000000E+000
DUP

C4H40+0<=>CH2CHO+HCCO
+3.0000000E+008 +1.4500000E+000
C4H40+0OH<=>C3H5-A+CO2
+3.0000000E+012 +0.0000000E+00QO0
C4H40+0OH=>C2H2+HCCO+H20
+2.0200000E+013 +0.0000000E+000
END

.3000000E+003

.6000000E+002

.0000000E+000

.9330000E+003



