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2-butanone

• Some previous interest in 2-butanone, mostly high T.

• Recent studies by Tranter & Walker, Burke et al, Dagaut.

• In particular we will examine R + 02 chemistry in the 500-700 K regime.

• Resonance stabilization of some R/QOOH radicals — different chemistry in competition
with ROO/QOOH chemistry ?
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alpha CH3

alpha CH2

beta CH3

Total rate coefficient

T dependence of OH + butanone R isomers

rate expression per H 500 700

(1.33*(100TA(3.08))exp(475/T))/6.022x10^23 1.24E-13 3.73E-13 10% 2.63E-13 7.89E-13 15%

1.18*(100T^(3.15))exp(1535/T)/6.022 x10^23 1.34E-12 2.68E-12 70% 1.61E-12 3.22E-12 61%

0.45*(TA(3.81))exp(1459/T)/6.022x10^23 2.65E-13 7.96E-13 21% 4.15E-13 1.25E-12 24%

3.85E-12 5.25E-12

ffi C.-W. Zhou et al.,Phys. Chem. Chem. Phys., 2011, 13, 11175-11192


