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Table S1 The detailed reaction classes and chemical reactions for C5-8 n/iso/cyclo-paraffins.

Reaction pathway C5-8 n-paraffins C5-8 iso-paraffins C5-8 cyclo-paraffins
CsHyp —— CH, +CyHg i-CsHip — CH4 +i-CyHg O —» C,H,+ C3Hg
CsHip — = CoHg +C3Hg i-CsHpp — CyH, + C3Hy O —» 2C3Hg
CsHip — C3Hg +CyH, i-CgHyqy — CHy +i-CsHyq O — CyH,+ C3Hg
Protolytic CeHypqg —= CH, +CgHy, i-CgHyy —= CoHg +i-CyHg O/—> CsHgt CyHg
CeHiqg —= C,Hg +CyHg i-CgHyy —= C3Hg + C3Hg O/—> CoHy+ CsHyg
CgH1q — C3Hg +C3Hg i-CeHiqg —= CoHy +i-C4Hy /_O —3»2C4Hg
CeHig —= CyHyo +CoH,y i-C;Hjg — = CH, +i-CgHy, /_O — 3 C3Hgt+ CsHyg




CsHig —= CH, +CgH,

i-C7H g — CoHg +i-C5Hyp

/—O —» CyH,*+ CgHy,

C;H1g — CyHg +C5Hy g

i-C;H;5 — CyHg + i-C,Hg

C;Hyg —= C3Hg +CyHg

i-C;H g — e CoH, +i-CHyp

CsH g — C4Hyo +C3Hg

i-C7H g —a CaHg + i-C4Hg

C;H;g —= CsH;, +CoH,

i-C;H 16— C4Hg + C3Hg

CgHyg — = CH, +C;Hy,

i-CgHyg — e CH, +i-C5Hy,

CgH1g — = C,Hg +CgHy,

i-CgHyg — CoHg +i-CgHy,

CgHyg — = C3Hg +CgHy

i-CgH1g —m C3Hg +i-C5Hyp

CgHyg —= C4H; 5 +CyHg

i-CgHyg — C4Hy +i-C4Hg

CgH1g —= C5H;, +C3Hg

i-CgH g —= CoH, +i-C4Hyg

CgHyg —= CgHyy +CoH,

i-CgH;g — - CgHg + i-CsHy,

i-CgHyg — - CoHy +i-CqHyy

Dehydrogenation

CsHyp —H, +CgHyg

i'C5H12—> HZ + i-C5H10

CeHyg —H, +CsHy,

i-CgHyy— H, +i-CgHy5




CiHig — s H, +CoHy,

CgHig — g H, +CgHyg

i-CgHijg— H, +i-CgH g

Hydride transfer

CsHy, + CoHy——3-CsHyg +CoHg

i'C5H12 + C2H4—>i'C5Hlo + C2H6

CsHy, + C3Hg——m-CsH1g +C3Hg

i-CgHyp + C3Hg—mi-CsHyg + C3Hg

CgH1s + CoH;——-CgHy, +CoHg

i-CgHyy + CoHy—3mi-CgHyp + CoHg

CgH14 + C3Hg——m-CgHy, +C3Hg

i-CgHy, + CaHg—mi-CgHy, + C3Hg

C/Hye + CoHp——C7H 4 +CoHg

C;Hyg + C3Hg—m-CHy, +C3Hg

CgHyg + CoHp——3=CgH 6 +CoHg

i-CgHyg + CoH;——1-CgHy + C,Hg

CgHyg + C3Hg——m-CgHyg +C3Hg

i-CgHqg + C3Hg—mi-CgH4 g + C3Hg

Hydrogen transfer
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