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MW͕ 
ŬDĂ 

ϯй OĐƚǇů GůƵĐŽƐŝĚĞ        ϯй PϰϬϳ 

SƵƉƉůĞŵĞŶƚĂƌǇ FŝŐƵƌĞ Sϭ͘ PƌŽƚĞŝŶ ĐĂƉƚƵƌĞ ŝŶ ĐĞůůƵůŽƐĞ ĚĞƉƚŚ ĨŝůƚĞƌ 

ƚŝƉƐ ĨƌŽŵ ŶŽŶͲŝŽŶŝĐ ĚĞƚĞƌŐĞŶƚ ůǇƐĂƚĞƐ͘ ϯй OĐƚǇů GůƵĐŽƐŝĚĞ ;OGͿ ĂŶĚ 

ϯй PŽůŽǆĂŵĞƌ ϰϬϳ ;PϰϬϳͿ ůǇƐĂƚĞƐ ǁĞƌĞ ƉƌĞƉĂƌĞĚ ŝŶ ϯϬ ŵM 

ĂŵŵŽŶŝƵŵ ĂĐĞƚĂƚĞ ĨƌŽŵ MDAͲMBͲϮϯϭ ĐĞůůƐ ďǇ ƐŽŶŝĐĂƚŝŽŶ ŽŶ ŝĐĞ͘ 

TŚĞ ůǇƐĂƚĞƐ ǁĞƌĞ ůŽĂĚĞĚ ŝŶƚŽ ƚŚĞ ƚŝƉƐ ŝŵŵĞĚŝĂƚĞůǇ Žƌ ĚŝůƵƚĞĚ ǁŝƚŚ 

ĞƋƵĂů ǀŽůƵŵĞƐ ŽĨ ŵĞƚŚĂŶŽů ŝŶ ϯϬ ŵM ĂŵŵŽŶŝƵŵ ĂĐĞƚĂƚĞ ;ĨŝŶĂů 

ŵĞƚŚĂŶŽů ĐŽŶĐĞŶƚƌĂƚŝŽŶ ǁĂƐ ϱϬйͿ͘ TŚĞ ĐĂƉƚƵƌĞĚ ƉƌŽƚĞŝŶƐ ǁĞƌĞ 

ĞůƵƚĞĚ ǁŝƚŚ ϮX LĂĞŵŵůŝ ďƵĨĨĞƌ ĂŶĚ ƌƵŶ ŽŶ NƵPAGE ϰͲϭϮй BŝƐͲTƌŝƐ 

PƌŽƚĞŝŶ GĞůƐ͘ 
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SDS AH AA MW͕ ŬDĂ SƵƉƉůĞŵĞŶƚĂƌǇ FŝŐƵƌĞ SϮ͘  PƌŽƚĞŝŶ ĐĂƉƚƵƌĞ ŝŶ ĐĞůůƵůŽƐĞ ĚĞƉƚŚ ĨŝůƚĞƌ ƚŝƉƐ 

ĨƌŽŵ SDS ĂŶĚ ĚĞƚĞƌŐĞŶƚͲĨƌĞĞ ůǇƐĂƚĞƐ͘ MDAͲMBͲϮϯϭ ĐĞůůƐ ǁĞƌĞ ůǇƐĞĚ ďǇ 

ƉƌŽďĞ ƐŽŶŝĐĂƚŝŽŶ ŽŶ ŝĐĞ ƵƐŝŶŐ ϯϬ ŵM ĂŵŵŽŶŝƵŵ ĂĐĞƚĂƚĞ ;AAͿ͕ ϭ͘ϴй 

ĂŵŵŽŶŝƵŵ ŚǇĚƌŽǆŝĚĞ ;AHͿ Žƌ ϯй SDS ŝŶ ϯϬ ŵM ĂŵŵŽŶŝƵŵ ĂĐĞƚĂƚĞ 

;SDSͿ͘ TŚĞ ůǇƐĂƚĞƐ ǁĞƌĞ ĐĞŶƚƌŝĨƵŐĞĚ Ăƚ ϭϭ͕ϬϬϬ ǆ Ő ĨŽƌ Ϯ ŵŝŶ ƚŽ ƌĞŵŽǀĞ 

ĚĞďƌŝƐ͘ FŽƌ AA ĂŶĚ SDS ůǇƐĂƚĞƐ ϰ ǀŽůƵŵĞƐ ŽĨ ŵĞƚŚĂŶŽů ŝŶ ϯϬ ŵM 

AŵŵŽŶŝƵŵ ĂĐĞƚĂƚĞ ǁĞƌĞ ĂĚĚĞĚ ƚŽ ƚŚĞ ƐĂŵƉůĞƐ͖ ĨŽƌ AH ůǇƐĂƚĞƐ ĞƋƵĂů 

ǀŽůƵŵĞ ŽĨ ϭ M ĂĐĞƚŝĐ ĂĐŝĚ ǁĂƐ ĂĚĚĞĚ ƚŽ ƚŚĞ ƐĂŵƉůĞ ĨŽůůŽǁĞĚ ďǇ 

ĂĚĚŝƚŝŽŶ ŽĨ Ϯ ǀŽůƵŵĞƐ ŽĨ ŵĞƚŚĂŶŽů͘ TŚĞ ƉƌŽƚĞŝŶƐ ǁĞƌĞ ƚŚĞŶ ĐĂƉƚƵƌĞĚ ŝŶ 

ĐĞůůƵůŽƐĞ  ĚĞƉƚŚ ĨŝůƚĞƌƐ ĂŶĚ ĐŽŶƐĞƋƵĞŶƚůǇ ĞůƵƚĞĚ ǁŝƚŚ ϮX LĂĞŵŵůŝ ďƵĨĨĞƌ 

ĂŶĚ ƌƵŶ ŽŶ NƵPAGE ϰͲϭϮй BŝƐͲTƌŝƐ PƌŽƚĞŝŶ GĞůƐ͘ 
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MW͕ 
ŬDĂ 

A B 

SƵƉƉůĞŵĞŶƚĂƌǇ FŝŐƵƌĞ Sϯ͘   DŝŐĞƐƚŝŽŶ ŽĨ Ă 

ĐĞůůƵůĂƌ ůǇƐĂƚĞ ďǇ SŝTƌĂƉ ƵƐŝŶŐ ĐĞůůƵůŽƐĞ ƚŝƉƐ͘ 

MDAͲMBͲϮϯϭ ĐĞůůƐ ǁĞƌĞ ůǇƐĞĚ ďǇ ƉƌŽďĞ 

ƐŽŶŝĐĂƚŝŽŶ ŽŶ ŝĐĞ ĞŝƚŚĞƌ ǁŝƚŚ ϯϬ ŵM ĂŵŵŽŶŝƵŵ 

ĂĐĞƚĂƚĞ ;AAͿ ;AͿ Žƌ ϭ͘ϴ й ĂŵŵŽŶŝƵŵ ŚǇĚƌŽǆŝĚĞ 

;AHͿ ;BͿ͘ TŚĞ ϯϬ ђŐ ŽĨ ůǇƐĂƚĞ ǁĂƐ ůŽĂĚĞĚ ŝŶƚŽ 

SŝTƌĂƉ ƚŝƉ ĂĐĐŽƌĚŝŶŐ ƚŽ ƚŚĞ ĚĞƐĐƌŝďĞĚ ƉƌŽƚŽĐŽů 

ĂŶĚ ƚŚĞ ĨůŽǁͲƚŚƌŽƵŐŚ ;FTϭͿ ǁĂƐ ĐŽůůĞĐƚĞĚ͘ 

TƌĂƉƉĞĚ ƉƌŽƚĞŝŶƐ ǁĞƌĞ ƌĞĚƵĐĞĚ ĂŶĚ ĂůŬǇůĂƚĞĚ ŝŶͲ

ƐŝƚƵ ĨŽƌ ϯϬ ŵŝŶ ǁŝƚŚ ϭϬ ŵM TCEP ĂŶĚ Ϯϱ ŵM 

ĐŚůŽƌŽĂĐĞƚĂŵŝĚĞ ŝŶ ϲϬ ŵM TEAB Ăƚ ϴϬ ΣC ;FTϮͿ͕ 

ĚŝŐĞƐƚĞĚ ǁŝƚŚ ƚƌǇƉƐŝŶ Ăƚ ϰϳ ΣC ĨŽƌ ϰϱ ŵŝŶ ĂŶĚ 

ĞůƵƚĞĚ ǁŝƚŚ ϮX LĂĞŵŵůŝ ďƵĨĨĞƌ͘  SĂŵƉůĞƐ ǁĞƌĞ 

ƌƵŶ ŽŶ NƵPAGE ϰͲϭϮй BŝƐͲTƌŝƐ PƌŽƚĞŝŶ GĞůƐ͘ 
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Supplementary Table S1. Multiple Reaction Monitoring Parameters for acylcarnitine species.  Acylcarnitines are 

designated by acyl chain length in carbons and degree of unsaturated double bonds. Internal standard (IS). 

 

Acylcarnitine Parent Ion 

(m/z) 

Fragment Ion 

(m/z) 

Cone Voltage (v) Collision Energy 

(ev) 

C18:2 424.3 85 50 28 

C18:1 426.4 85 50 28 

C18:0 428.4 85 50 28 

C16:1 398.3 85 50 26 

C16:0 400.3 85 50 26 

C14:2 368.3 85 46 26 

C14:1 370.3 85 46 26 

C14:0 372.3 85 46 26 

C12:1 343.3 85 46 24 

C12:0 344.3 85 46 24 

C10:1 314.2 85 42 24 

C10:0 316.2 85 42 24 

C8:1 286.2 85 42 22 

C8 288.2 85 42 22 



S6 

 

C6 260.2 85 54 20 

C5:1 244.2 85 38 22 

C5 246.1 85 38 22 

C4 232.1 85 34 20 

C3 218.1 85 32 18 

C2 204.1 85 32 18 

C16:0-d3 IS 403.4 341.26 8 18 

 

 

Supplementary Table S2. Multiple Reaction Monitoring Parameters for free fatty acid species.  Free fatty acids are 

designated by acyl chain length in carbons and degree of unsaturated double bonds. Internal standard (IS). 

 

Free Fatty Acid Parent Ion 

(m/z) 

Fragment Ion 

(m/z) 

Cone Voltage (v) Collision Energy 

(ev) 

C22:6 327.25 327.25 45 7 

C22:5 329.25 329.25 45 7 

C22:4 331.25 331.25 45 7 

C22:1 337.25 337.25 45 7 

C22:0 339.25 339.25 45 7 
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C20:5 301.25 301.25 45 7 

C20:4 303.25 303.25 45 7 

C20:3 305.25 305.25 45 7 

C20:2 307.25 307.25 45 7 

C20:1 309.25 309.25 45 7 

C20:0 311.25 311.25 45 7 

C18:3 277.25 277.25 45 7 

C18:2 279.25 279.25 45 7 

C18:1 281.25 281.25 45 7 

C18:0 283.25 283.25 45 7 

C17:1 267.25 267.25 45 7 

C17:0 269.25 269.25 45 7 

C16:2 251.25 251.25 45 7 

C16:1 253.25 253.25 45 7 

C16:0 255.25 255.25 45 7 

C15:1 239.25 239.25 45 7 

C15:0 241.25 241.25 45 7 

1 225.25 225.25 45 7 

C14:0 227.25 227.25 45 7 
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C12:1 197.25 197.25 45 7 

C12:0 199.25 199.25 45 7 

C16:0-d31 IS 286.62 286.62 45 7 

 

 

Supplementary Table S3. Multiple Reaction Monitoring Parameters for bile acid species. Internal standard (IS). 

 

Bile Acid Parent Ion 

(m/z) 

Fragment Ion 

(m/z) 

Cone Voltage 

(v) 

Collision 

Energy (ev) 

Glycoursodeoxycholic acid 448.25 74 60 35 

Tauroursodeoxycholic acid 498.25 80 60 60 

Taurohyodeoxycholic acid 498.25 80 60 60 

Taurocholic acid 514.25 80 60 64 

Glycocholic acid 464.25 74 60 34 

Taurochenodeoxycholic acid 498.25 80 60 60 

Taruodeoxycholic acid 498.25 80 60 60 

Ursodeoxycholic acid 391.25 391.25 60 16 

Cholic acid 407.25 343.25 60 34 

Glycochenodeoxycholic acid 448.25 74 60 35 
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Glycodeoxycholic acid 448.25 74 60 35 

Taurolithocholic acid 482.25 80 60 60 

Chenodeoxycholic acid 391.25 391.25 60 16 

Glycolithocholic acid 432.25 74 60 35 

Deoxycholic acid 391.25 391.25 60 16 

Lithocholic acid 375.2 373.25 60 32 

Deoxycholic acid-d6 IS 397.23 331.32 80 36 

 


