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1) Lumped species introduced in the model for the Waddington mechanism 1 

 2 
Table S1:Lumped species introduced in the model for the Waddington mechanism 3 

Name in the model Formula Structure 

RMEOLEOH C19H37O3 
O

O OH

7 7  

RMEOLEOHOO C19H37O5 O

O OH

O
O

7 7

 

ALD9 C9H18O O
7  

MEALD9 C10H18O3 
O

O

O
7  

RMLIN1OH C19H33O3 
O

O OH

7  

RMLIN1OHOO C19H33O5 O

O OH

O
O

7

 

MEALDU12 C13H22O3 
O

O

O

7  

HEXENAL C6H10O O  
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2) Stoichiometric oxidation of n-decane/Methyl-Oleate mixture [1]. 4 

 5 

6 

 7 
Figure S1:Mole fraction profiles of atmospheric and stoichiometric oxidation of methyl oletate /n-decane (26 8 

mol%/74 mol%) mixtures at 1.5 s (𝑥𝑓𝑢𝑒𝑙 = 0.002). Comparisons of experimental (symbols) and predicted 9 

conversions (lines). 10 

 11 

 12 

  13 
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3) Comparison of data computed using the model developed in this study and 14 

that of Westbrook et al. [2]. 15 

 16 

a) JSR at 1 atm, 1.5 s, 0.2% fuel at 𝜑 =1, with He diluent. 

 

 

b) Shock tube device, air/fuel mixtures in stoichiometric 

conditions, at 13.5 atm.

 

  

Figure S2: Comparison of data computed using the model developed in this study (upper panels) and that of 17 

Westbrook et al. [2] (lower panels). JSR conditions: P = 1 bar, τ = 1.5 s, xester  = 2×10-3, 𝜑 = 1. Shock tube conditions: 18 

stoichiometric air/fuel mixtures at 13.5 bars. 19 

 20 

  21 
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4) Comparison with experimental data of the oxidation of neat n-decane and 22 

n-decane/benzene mixtures in a JSR [3]. 23 

 24 

 25 

Figure S3: Mole fractions of relevant species in the oxidation of the benzene/n-decane mixture at 800 torr and a 26 

residence time of 2 s. Experimental (symbols) and model predictions (lines with small symbols)[3]. 27 

 28 

Figure S4:  Mole fractions of relevant species in the oxidation of neatn-decane at 800 torr and a residence time of 2 29 

s. Experimental (symbols) and model predictions (lines with small symbols)[3]. 30 

 31 
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