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+ Lawrence Livermore National Lab. (Pitz, Westbrook) |
4\« National University of Ireland (Curran)

+ CNRS (Battin-Leclerc)

+ MIT (Green)

+ RC: Universal Model for Combustion (Japan)

o R ORGER (L ) HE bR
+ DRG (C. K. Law)
+ Dynamic Adaptive Chemistry (Reaction Design)
+ RCCE (M. Koshi)
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%EU, US, JP TENTENRFENET

1T E/-NERERKICEI BRI AL
\ {bFEDEE - RBREHHMIEERGETI
\ (Vranckx et al., Comb. Flame 158, 1444, 2011)

{EFE (<10 bar) TIXEETIZLEL HO, DILZERGH
= (~80 bar) TREELBENERLTIELETIE

t
4D0N7 2/ EEFICEATA2RBIENLGILERGIERTEETIV
(Sarathy et al., Comb. Flame 159, 2028, 2012)

HEREERICIEIDEVEILSESTETIICLEOTIVS N
Heptane/butanol RSN BE XENRKRAE .

(Zhang et al., Combustion And Flame 160, 31, 2013) 4
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2-Butanol B LR S D = 4218
CH,CH,CH(OH)CH,

| T
CH,CH,C(OH)CH, CHsCHCH(OH)CH; ROO fiafi:

| CoomcroioH,

CH,C(OO)HCH(OH)CH, _
CH.CH,C(O0O)(OH)CH ‘(1,50) (1,5p;\\\(1,4t
3 ‘ZHO P i A LA \ A

2 2RI CH,CHCH(O)CH, CH,CHCHCH}, CH,CHCC

+HO,  ooH OOH OH, OOH

-OH } o

2
2CH,CHO +OH, || #26tm | IcH,CHCCH,

_ ;3 N
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] CHSCHCH(OH)CH2OOH+OO/

Aldehydes/Ketones FE&{L A4S~ Ol() .
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Battinsxlckd@RIBDT 2/—IVETFT I EN—RIC

- 2-74%2/)=IOEREE{LRICIEEZ MR k= armexp ("—é

Added Reactions A n Ea
\ R32 C4HyOL [2c] + O, = R50_C4H05 [3c] 4.50E+12 —0.40 —3000.0,
. R34 C4H,OL [2b] + Oy => C3HgCO + R3_OOH 3.50E+09 0.83 —2924.0
R50 C4HyO; [3c] = R51_C4HyO5 [5c2] 3.80E+11 0.00 23070.3
R50 C4HyO; [3c] = R52 C4HyO5 [5¢3] 9.40E+11 0.00 24508 .4
| R50 C4HyO; [3c] = R55 C4HyO3 [5c4] 9.30E+11 0.00 23646.4
R51 C4HyO3 [5¢2] = OC4H;0H [6c2] + R2_OH 7.10E+12 0.00 8820.2
R51 C4HyO3 [5¢2] = C4HgOLY [4c1] + R3. OOH 8.80E+12 0.00 15186.2
R55 C4H¢O3 [5¢c4] = 2CH;CHO + R2_OH 2.10E+13 0.00 6659.5

*Battin et al., J. Phys. Chem. A 2008, 112, 10843-10
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2-butanol/O,/N,, ¢=1, p, =10 atm, V=const.

1
0
p— _1
7,
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rF -2
e]0]
o _q —m— LLNL (2012)
—&— Green (2011)
~4 —&— Moss (2008)
—0— Modified Moss (this study)
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1000 / TK*
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Moss 2008 LLNL 2012 Green 2011
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