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Table S1 Force field parameters used in this work.

= VOCs: propane, propene, butane, 1-butene

v Intermolecular interactions: Lennard-Jones parameters!!! (¢ijin A and &ij/KB in K)

0 CHs(sp®) CHa(sp¥) CHa(sp?) CH(sp?)
Ty e'ks Tjj ei'ks T ks Ty ei'ks T ei’ks
CHi(sp®) 348 a3 3.76 108 3.86 7777 372 100.22 3.75 75.66
CHa(sp®) 3.58 60.5 3.86 77.77 3.96 56 3.82 72.17 3.85 54.48
CH(sp?) 153 82.05 3.72 100.22 3.82 7217 3.685 93 371 70.21
CH(sp?) 3.502 §5.215 3.75 75.66 3.85 5448 37 70.21 3.74 53

v' Intramolecular interactions!'

yintra — [jbond + [Jbend + [ torsion

1
ybond — Ekl(r _ ro)z

CH,—CH,  ki/kg=96500K/A*> 1r,=1544

Subscript x =2 or 3

CH,=CH  ki/kgz =96500K/A> 1,=1.334

1
Ubend — EkZ(e _ 90)2

CH,—CH, — CH,  ky/ky = 62500 K/rad® 6,=114°

Subscript x =2 or 3

CH,=CH—CH,  ky/ky=70400K/rad® 6,=119.70°

ytorsion — p 4 p1[1 + COS@ijkl] + pz[l — cosZ(bijkl] + p3[1 + cosB(DUkl]

CH3_CH2 _CHZ _CH3 pO/kB = OOK pl/kB =33503K
p,/ky =—6819K ps/ks =791.32K

py/ky =—109.77K  ps/ky = — 28224 K
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= Nitrogen N2, Oxygen O2, and Argon Ar

v' Point charges and Lennard-Jones (L-J) parameters

Atom Charge / e L-J parameters®! Cross L-J parameters
With Ozeol4]
¢/ig/K a/ A g/ig/K o/ A

N (Ny) -0.405 38.298 3.306 60.58 3.261
Dummy (N») 0.810 - - - -

0 (02) -0.112 53.023 3.045 65.189 3.129
Dummy (O») 0.224 - - - -

Ar - 124.070 3.380 107.69 3.15
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