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Table S1

T1 diagnostic values for reactants, transition states, and products calculated in this work.

Species T1 Species T1
HO, 0.038 H,0, 0.010
2-Methyl-1-butanol+HO, radical 1,2-Dimethyl-1-propanol+HO, radical
CH;CH,CH(CH;)CH,OH 0.009 CH;CH(CH3)CH(CH3)OH 0.009
TS-3, 0.022 TS-y, 0.022
CH,CH,CH(CH;)CH,0H 0.010 CH,CH(CH;)CH(CH;)OH 0.010
TS-y, 0.019 TS-B 0.017
CH;CHCH(CH;)CH,OH 0.011 CH;C(CH;)CH(CH3)OH 0.011
TS-B; 0.017 TS-o 0.019
CH;CH,C (CH3)CH,0OH 0.012 CH;CH(CH;)C(CH3)OH 0.014
TS-y, 0.022 TS-B, 0.022
CH;CH,CH(CH,)CH,OH 0.010 CH;CH(CH;)CH(CH,)OH 0.011
TS-a; 0.017 TS-OH 0.072
CH;CH,CH(CH;)CHOH 0.014 CH;CH(CH;)CH(CH;)O 0.017
TS-OH 0.073 3-Methyl-1-butanol +HO, radical
CH;CH,CH(CH3)CH,0 0.016 CH;CH(CH3)CH,CH,OH 0.009
1,1-Dimethyl-1-propanol+HO, radical TS-5, 0.022
CH;CH,C(CH,)(CH;3)OH 0.009 CH;CH(CH,)CH,CH,0H 0.010
TS-y, 0.022 TS-y, 0.015
CH,CH,C(CH;),0H 0.010 CH;C(CH;3)CH,CH,OH 0.012
TS-Bs 0.020 TS-Bs 0.020
CH;CHC(CH3),0H 0.011 CH;CH(CH;)CHCH,0OH 0.011
TS-B, 0.021 TS-a 0.018
CH;CH,C(CH,)(CH3)OH 0.011 CH;CH(CH;)CH,CHOH 0.014
TS-OH 0.076 TS-OH 0.145
CH;CH,C(CH3),0 0.016 CH;CH(CH;)CH,CH,0 0.016
2,2-Dimethyl-1-propanol+HO, radical
CH;C(CH3),CH,OH 0.009
TS-y, 0.022
CH,C(CH;),CH,0H 0.011
TS-ay 0.017
CH;C(CH;),CHOH 0.014
TS-OH 0.064
CH;C(CH3),CH,O 0.016




Table S2

Species and structures of some reactants and products identified calculated in this work.

Species
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