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Figure Captions
[bookmark: OLE_LINK1]Figure S1 The sensitivity coefficient maps of ignition delays for reactions.
Table S1
The adjustments of the reaction rate constants.
	No.
	Reaction
	Mechanism
	A
	n
	Ea (cal/mol)

	R1
	C6H5C4H9(+M)=C6H5CH2+NC3H7(+M)
	M-1
	2.304E+22
	-1.586
	7.7244E+04

	
	
	M-2
	4.608E+22
	-1.586
	7.7244E+04

	R2
	C6H5C4H9+HO2=DC6H5C4H8+H2O2
	M-1
	1.02E+04
	2.55
	1.011E+04

	
	
	M-2
	5.10E+03
	2.55
	1.011E+04

	R3
	C6H5C4H9+H=BC6H5C4H8+H2
	M-1
	1.30E+06
	2.40
	4.47E+03

	
	
	M-2
	2.06E+07
	2.40
	4.47E+03

	R4
	BBZQDQJB=BBZODQB+OH
	M-1
	1.25E+10
	0.00
	1.745E+04

	
	
	M-2
	1.00E+10
	0.00
	1.745E+04

	R5
	C6H5CH3+O2=C6H5CH2+HO2
	M-1
	2.18E+07
	2.50
	4.60E+04

	
	
	M-2
	1.09E+07
	2.50
	4.60E+04

	R6
	C6H5O<=>C5H5+CO
	M-1
	2.50E+11
	0.00
	4.391E+04

	
	
	M-2
	5.00E+12
	0.00
	4.391E+04

	R7
	C6H5CH2+HO2=C6H5CH2O+OH
	M-1
	1.00E+13
	0.00
	0.00

	
	
	M-2
	4.00E+13
	0.00
	0.00

	R8
	C6H5OH+OH=C6H5O+H2O
	M-1
	2.95E+06
	2.00
	-1.31E+03

	
R657

R678

R726

R708

R624 
	
NC5H11OH+OH=C5H10OH14+H2O

NC5H11OH+HO2=C5H10OH11+H2O2

[bookmark: OLE_LINK2]C5H10OH-1O2=C5H9OH-1OOH-4

C2H3OH+NC3H7=C5H10OH11

C4H8OOH1-3O2=NC4KET13+OH
	M-2
M-1
M-2
M-1
M-2
M-1
M-2
M-1
M-2
M-1
M-2
	1.475E+06
4.67E+07
9.34E+07
3.50E-05
1.0E-04
3.120E+09
3.12E+11
8.80E+03 8.80E+02
2.5E+10
2.5E+11
	2.00
1.61
1.61
5.260
5.260
0.0
0
2.48
2.48
0.0
0.0
	-1.31E+03
-3.5E+01
-3.5E+01
8.268E+03
8.268E+03
1.865E+04
1.865E+04
6.13E+03
6.13E+03
2.14E+04
2.14E+04


Note:M-1 represents the original mechanism; M-2 represents the revised mechanism.
Figure S1
	[image: ]
	[image: ]

	[image: ]
	[image: ]

	[image: ]
	[image: ]

	[image: ]
	[image: ]

	[image: ]
	[image: ]

		

	


	

	


	

	


	

	




Figure S1. The sensitivity coefficient maps of ignition delays for reactions.
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 R708  C2H3OH+NC3H7=C5H10OH11
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 R726 C5H10OH-1O2=C5H9OH-1OOH-4


oleObject4.bin

image15.emf
8 9 10 11 12 13 14 15

0.1

1

10

100

1000

 

 

 base

 detail

 A*2

 A*05

10000K/T (1/K)

Ignition delay(ms)

Sensivity coefficient
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R745  NC4H9CHO+HO2=NC4H9CO+H2O2
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R692  C5H11O-1=C5H10OH14
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