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MWが 
ﾆD; 

ンХ OIデ┞ﾉ Gﾉ┌IﾗゲｷSW        ンХ PヴヰΑ 

S┌ヮヮﾉWﾏWﾐデ;ヴ┞ Fｷｪ┌ヴW Sヱく PヴﾗデWｷﾐ I;ヮデ┌ヴW ｷﾐ IWﾉﾉ┌ﾉﾗゲW SWヮデｴ aｷﾉデWヴ 

デｷヮゲ aヴﾗﾏ ﾐﾗﾐどｷﾗﾐｷI SWデWヴｪWﾐデ ﾉ┞ゲ;デWゲく ンХ OIデ┞ﾉ Gﾉ┌IﾗゲｷSW ふOGぶ ;ﾐS 

ンХ Pﾗﾉﾗ┝;ﾏWヴ ヴヰΑ ふPヴヰΑぶ ﾉ┞ゲ;デWゲ ┘WヴW ヮヴWヮ;ヴWS ｷﾐ ンヰ ﾏM 

;ﾏﾏﾗﾐｷ┌ﾏ ;IWデ;デW aヴﾗﾏ MDAどMBどヲンヱ IWﾉﾉゲ H┞ ゲﾗﾐｷI;デｷﾗﾐ ﾗﾐ ｷIWく 

TｴW ﾉ┞ゲ;デWゲ ┘WヴW ﾉﾗ;SWS ｷﾐデﾗ デｴW デｷヮゲ ｷﾏﾏWSｷ;デWﾉ┞ ﾗヴ Sｷﾉ┌デWS ┘ｷデｴ 

Wケ┌;ﾉ ┗ﾗﾉ┌ﾏWゲ ﾗa ﾏWデｴ;ﾐﾗﾉ ｷﾐ ンヰ ﾏM ;ﾏﾏﾗﾐｷ┌ﾏ ;IWデ;デW ふaｷﾐ;ﾉ 

ﾏWデｴ;ﾐﾗﾉ IﾗﾐIWﾐデヴ;デｷﾗﾐ ┘;ゲ ヵヰХぶく TｴW I;ヮデ┌ヴWS ヮヴﾗデWｷﾐゲ ┘WヴW 

Wﾉ┌デWS ┘ｷデｴ ヲX L;Wﾏﾏﾉｷ H┌aaWヴ ;ﾐS ヴ┌ﾐ ﾗﾐ N┌PAGE ヴどヱヲХ BｷゲどTヴｷゲ 

PヴﾗデWｷﾐ GWﾉゲく 
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SDS AH AA MWが ﾆD; S┌ヮヮﾉWﾏWﾐデ;ヴ┞ Fｷｪ┌ヴW Sヲく  PヴﾗデWｷﾐ I;ヮデ┌ヴW ｷﾐ IWﾉﾉ┌ﾉﾗゲW SWヮデｴ aｷﾉデWヴ デｷヮゲ 

aヴﾗﾏ SDS ;ﾐS SWデWヴｪWﾐデどaヴWW ﾉ┞ゲ;デWゲく MDAどMBどヲンヱ IWﾉﾉゲ ┘WヴW ﾉ┞ゲWS H┞ 

ヮヴﾗHW ゲﾗﾐｷI;デｷﾗﾐ ﾗﾐ ｷIW ┌ゲｷﾐｪ ンヰ ﾏM ;ﾏﾏﾗﾐｷ┌ﾏ ;IWデ;デW ふAAぶが ヱくΒХ 

;ﾏﾏﾗﾐｷ┌ﾏ ｴ┞Sヴﾗ┝ｷSW ふAHぶ ﾗヴ ンХ SDS ｷﾐ ンヰ ﾏM ;ﾏﾏﾗﾐｷ┌ﾏ ;IWデ;デW 

ふSDSぶく TｴW ﾉ┞ゲ;デWゲ ┘WヴW IWﾐデヴｷa┌ｪWS ;デ ヱヱがヰヰヰ ┝ ｪ aﾗヴ ヲ ﾏｷﾐ デﾗ ヴWﾏﾗ┗W 

SWHヴｷゲく Fﾗヴ AA ;ﾐS SDS ﾉ┞ゲ;デWゲ ヴ ┗ﾗﾉ┌ﾏWゲ ﾗa ﾏWデｴ;ﾐﾗﾉ ｷﾐ ンヰ ﾏM 

Aﾏﾏﾗﾐｷ┌ﾏ ;IWデ;デW ┘WヴW ;SSWS デﾗ デｴW ゲ;ﾏヮﾉWゲき aﾗヴ AH ﾉ┞ゲ;デWゲ Wケ┌;ﾉ 

┗ﾗﾉ┌ﾏW ﾗa ヱ M ;IWデｷI ;IｷS ┘;ゲ ;SSWS デﾗ デｴW ゲ;ﾏヮﾉW aﾗﾉﾉﾗ┘WS H┞ 

;SSｷデｷﾗﾐ ﾗa ヲ ┗ﾗﾉ┌ﾏWゲ ﾗa ﾏWデｴ;ﾐﾗﾉく TｴW ヮヴﾗデWｷﾐゲ ┘WヴW デｴWﾐ I;ヮデ┌ヴWS ｷﾐ 

IWﾉﾉ┌ﾉﾗゲW  SWヮデｴ aｷﾉデWヴゲ ;ﾐS IﾗﾐゲWケ┌Wﾐデﾉ┞ Wﾉ┌デWS ┘ｷデｴ ヲX L;Wﾏﾏﾉｷ H┌aaWヴ 

;ﾐS ヴ┌ﾐ ﾗﾐ N┌PAGE ヴどヱヲХ BｷゲどTヴｷゲ PヴﾗデWｷﾐ GWﾉゲく 
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IWﾉﾉ┌ﾉ;ヴ ﾉ┞ゲ;デW H┞ SｷTヴ;ヮ ┌ゲｷﾐｪ IWﾉﾉ┌ﾉﾗゲW デｷヮゲく 

MDAどMBどヲンヱ IWﾉﾉゲ ┘WヴW ﾉ┞ゲWS H┞ ヮヴﾗHW 

ゲﾗﾐｷI;デｷﾗﾐ ﾗﾐ ｷIW WｷデｴWヴ ┘ｷデｴ ンヰ ﾏM ;ﾏﾏﾗﾐｷ┌ﾏ 

;IWデ;デW ふAAぶ ふAぶ ﾗヴ ヱくΒ Х ;ﾏﾏﾗﾐｷ┌ﾏ ｴ┞Sヴﾗ┝ｷSW 

ふAHぶ ふBぶく TｴW ンヰ нｪ ﾗa ﾉ┞ゲ;デW ┘;ゲ ﾉﾗ;SWS ｷﾐデﾗ 

SｷTヴ;ヮ デｷヮ ;IIﾗヴSｷﾐｪ デﾗ デｴW SWゲIヴｷHWS ヮヴﾗデﾗIﾗﾉ 

;ﾐS デｴW aﾉﾗ┘どデｴヴﾗ┌ｪｴ ふFTヱぶ ┘;ゲ IﾗﾉﾉWIデWSく 

Tヴ;ヮヮWS ヮヴﾗデWｷﾐゲ ┘WヴW ヴWS┌IWS ;ﾐS ;ﾉﾆ┞ﾉ;デWS ｷﾐど

ゲｷデ┌ aﾗヴ ンヰ ﾏｷﾐ ┘ｷデｴ ヱヰ ﾏM TCEP ;ﾐS ヲヵ ﾏM 

Iｴﾉﾗヴﾗ;IWデ;ﾏｷSW ｷﾐ ヶヰ ﾏM TEAB ;デ Βヰ ェC ふFTヲぶが 

SｷｪWゲデWS ┘ｷデｴ デヴ┞ヮゲｷﾐ ;デ ヴΑ ェC aﾗヴ ヴヵ ﾏｷﾐ ;ﾐS 

Wﾉ┌デWS ┘ｷデｴ ヲX L;Wﾏﾏﾉｷ H┌aaWヴく S;ﾏヮﾉWゲ ┘WヴW 

ヴ┌ﾐ ﾗﾐ N┌PAGE ヴどヱヲХ BｷゲどTヴｷゲ PヴﾗデWｷﾐ GWﾉゲく 
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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 
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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 

 


