Table S3  The nomenclatures, formulas, and structures of important species in the present model.

Formulas Nomenclatures IUPAC names Structure Formulas Nomenclatures IUPAC names Structure
C7H160 FUEL n-Heptanol NN _OH C7H;50 FUEL1J 1-Hydroxy-1-heptyl radical /\/\/\/OH
C7Hi50 FUEL2J 1-Hydroxy-2-heptyl radical NS OH C7Hi50 FUEL3J 1-Hydroxy-3-heptyl radical /\/\/\/OH
C7H150 FUEL4J 1-Hydroxy-4-heptyl radical NS NOH C7H50 FUELSJ 1-Hydroxy-5-heptyl radical /\_/\/\/OH
C7H;50 FUEL6J 1-Hydroxy-6-heptyl radical AN SN NOH C7H;50 FUEL7J 1-Hydroxy-7-heptyl radical NSO
C;7Hi50 C;His0JA n-Heptyloxy radical /\/\/\/O. C7H140 CsH13HCO Heptanal /\WO
C7H140 FUELIE 1-Hepten-1-ol NN X OH C7H140 FUEL2E 2-Hepten-1-ol NN OH
C7H140 FUEL3E 3-Hepten-1-ol P Ve Yo C7H140 FUEL4E 4-Hepten-1-ol NS ~OH
C7H1.0 FUELSE 5-Hepten-1-ol ARNSNOH G HLO FUELGE 6-Hepten-1-ol NS NOH
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C7H1603 FUEL20,H 2-Hydroperoxyl-heptan-1-ol- /\/\)\/OH C7Hi1605 FUEL30:H 3-Hydroperoxyl-heptan-1-ol- /\/\CQH\/
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C7H1603 FUEL40,H 4-Hydroperoxyl-heptan-1-ol- /MOH C7H1605 FUEL50:H 5-Hydroperoxyl-heptan-1-ol- /\OZH\/\/
OOH
C7H1603 FUEL60O;H 6-Hydroperoxyl-heptan-1-ol- MOH C7H1603 FUEL70,H 7-Hydroperoxyl-heptan-1-ol- HOO A~~~ ~_©CH
2 OH OH
C7H1505 FUEL3J10.H 1-Hydroperoxyl-1-ol-hept-2-yl /\/\/Y C7H1505 FUEL3J10,H 1-Hydroperoxyl-1-ol-hept-3-yl /\/\/\(
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