
Table 1_S2. I. List of 110 metabolites identified from the tandem mass spectra in SRM 1950 using the HPLC 1290/ QTOF 6530 

platform ((For this particular run, we used a Waters C18 column (1 mm x 15 cm), a flow rate of 75 µL/min and the following 

gradient profile {[t,%B],(0,1),(30,20),(40,90), (45, 90), (47,1), (60,1)}. It was run on the Agilent HPLC 1290/ QTOF 6530 

platform.).  

 

Metabolite  

 

HMDB ID Most abundant 

ion 

Ion Formula Precursor 

m/z 

Tyrosine HMDB00158 [M+H-NH3]+ C9H9O3 165.0546 

Carnitine HMDB14721 [M+H]+ C7H16NO3 162 

Cholesterol HMDB06740 [M+H-H2O]+ C27H45 369.27 

Benzoylecgonine HMDB41836 [M+H]+ C16H20NO4 290.1387 

Hydrocortisone HMDB14879 [M+H]+ C21H31O5 363.25 

Atenolol HMDB01924 [M+H]+ C14H23N2O3 267.22 

5.alpha.-Cholestan-3-one HMDB00871 [M+H-H2O]+ C27H46O 369.38 

His-Trp   [M+H]+ C17H20N5O3 342.1561 

Retinol HMDB00305 [M+H-H2O]+ C20H29 269.2264 

L-Kynurenine HMDB00684 [M+H-NH3]+ C10H9NO3 192.11 

Gabapentin HMDB05015 [M+H-H2O]+ C9H16NO 154.1226 

Cortisone HMDB02802 [M+H]+ C21H29O5 361.201 

Glycocholic acid HMDB00138  [M+H]+ C26H44NO6 931.6254 

L-Tryptophan HMDB30396 [M+H]+ C11H13N2O2 205.0972 

Indole-3-lactic acid HMDB00671 [M+H]+ C11H12NO3 206.11 

Phenylalanine HMDB00159 [M+H]+ C9H12NO2 166 

Caffeine HMDB01847 [M+H]+ C8H11N4O2 195.0877 

Arginine HMDB00517 [M+H]+ C6H15N4O2 175.13 

3,5-Dihydroxybenzoic acid HMDB13677 [M+H]+ C7H7O4 155.0339 

Ile-Pro   [M+H]+ C11H22N2O3 229.1547 

Acetyl-carnitine HMDB00201  [M+H]+ C9H18NO4 204.14 

Phe-Trp   [M+H]+ C20H23N3O3 352.1656 

Lysine HMDB00182 [M+H]+ C6H15N2O2 147.19 

Propionylcarnitine HMDB00824 [M+H]+ C10H20NO4 218 

Hexanoylcarnitine HMDB00705 [M+H]+ C13H26NO4 260 

3-Methyladipic acid HMDB00555 [M+H]+ C7H13O4 159.35 

1-Myristoyl-sn-glycero-3-phosphocholine HMDB10379 [M+H]+ C22H47NO7P 468.3085 

Chenodeoxycholic acid HMDB00518 [M+H-

2H2O]+ 

C24H37O2 357.3 



Pantothenic acid HMDB00210 [M+Na]+ C9H17NO5Na 242.12 

1-Methyl-L-histidine HMDB00001 [M+H]+ C7H12N3O2 170.09 

Allopurinol HMDB14581 [M+H]+ C5H5N4O 137.0458 

Cotinine HMDB01046 [M+H]+ C10H13N2O 177.29 

Isoleucine HMDB00172 [M+H]+ C6H14NO2 132.1019 

Paraxanthine HMDB01860 [M+H]+ C7H9N4O2 181.0720 

Theobromine HMDB02825 [M+H]+ C7H8N4O2 181.072 

1-(9Z-octadecenoyl)-sn-glycero-3-

phosphocholine 

HMDB02815 [M+H]+ C26H53NO7P 522 

3-Phenyllactic acid HMDB00748 [M+H]+ C9H9O2 149.0597 

Proline HMDB00162 [M+H]+ C5H10NO2 116.0706 

.alpha.-Hydroxyisobutyric acid HMDB00729 [M+H]+ C4H8O3Na 105.06 

Glutamine HMDB00641 [M+H]+ C5H11N2O3 147 

Trp-Glu   [M+H-H2O]+ C16H18N3O4 316.1292 

Methionine HMDB00696 [M+H]+ C5H12NO2S 150.0583 

S-(5'-Adenosyl)-L-homocysteine HMDB00939 [M+H]+ C14H21N6O5S 385.22 

Linalool oxide  [M+H-H2O]+ C10H17O 153.1274 

5.alpha.-Androstane-3,17-dione   [M+H-H2O]+ C19H27O 271.3 

5-Pregnen-3.beta.-ol-20-one HMDB00253  [M+Na]+ C21H32O2Na 339.2295 

Galacturonic acid HMDB02545 [M+H-H2O]+ C6H9O6 177.03 

Ile-Gly   [M+H]+ C8H16N2O3Na 211.1053 

Guanidinosuccinic acid HMDB03157 [M+H]+  C5H10N3O4 176.0666 

Indole HMDB00738 [M+H]+ C8H8N 118.12 

Cholic acid HMDB00619 [M+H]+ C24H40O5 409.2949 

1-Methyluric acid HMDB03099 [M+Na]+ C6H6N4O3Na 205.0332 

21-Hydroxyprogesterone HMDB00016 [M+H]+ C21H31O3 331.26 

Adipic acid HMDB00448 [M+H-H2O]+ C6H9O3 129.1 

4-Hydroxybenzoic acid HMDB00500 [M+H-H2O]+ C7H5O2 121.0284 

Octopamine HMDB04825 [M+H-H2O]+ C8H10NO 136.12 

Malic acid HMDB00156 [M+H-H2O]+ C4H5O4 116.077 

3,4-Methylenedioxyamphetamine HMDB41931  [M+H-NH3]+ C10H11O2 163 

Aspartic acid HMDB00191 [M+H]+ C4H8NO4 134.0448 

11.alpha.-Hydroxyprogesterone HMDB00920 [M+H-H2O]+ C21H29O2 313.27 

Deoxycholic acid HMDB00626  [M+H]+ C24H40O4 393.2999 

Tropic acid   [M+H]+ C9H10O3Na 189.15 

S-Carboxymethyl-L-cysteine HMDB29415 [M+H-NH3]+ C5H7O4S 163.006 



Salicylic acid HMDB01895 [M+H]+ C7H7O3 139.039 

2-Amino-1-phenylethanol HMDB01065 [M+H]+ C8H12NO 138.0913 

Ranitidine HMDB01930 [M+H]+ C13H23N4O3S 314.141 

Glycodeoxycholic acid HMDB00637 [M+H]+ C26H44NO5 450.3214 

Triethanolamine HMDB32538 [M+H]+  C6H16NO3 150.1125 

9-Octadecenamide, (Z)- HMDB02117 [M+H]+ C18H35NO 282.279 

5-Aminovaleric acid HMDB03355  [M+H-H2O]+ C5H10NO 100.0757 

5-Methyl-5,6-Dihydrouracil HMDB00079 [M+H]+  C5H9N2O2 129.0659 

1-Hexadecanoyl-2-octadecadienoyl-sn-

glycero-3-phosphocholine 

HMDB08133 [M+H]+  C42H81NO8P 758.5694 

dl-Homocysteine HMDB00742 [M+H]+  C4H10NO2S 136.0427 

2-Butanone, 4-(2,6,6-trimethyl-2-

cyclohexen-1-yl)- 

HMDB38026 [M+H]+ C13H23O 195.1743 

1-Octadecanoyl-sn-glycero-3-

phosphocholine 

HMDB11128 [M+H]+ C26H55NO7P 524.3711 

N-Stearoyl-4-sphingenyl-1-O-

phosphorylcholine 

HMDB01348 [M+H]+ C41H84N2O6P 731.606 

D-Norpropoxyphene HMDB41962 [M+H]+ C21H28NO2 326.211 

N-Tetracosenoyl-4-sphingenyl-1-O-

phosphorylcholine 

HMDB12107 [M+H]+  C47H94N2O6P 813.6844 

Lyso-PC(16:0) HMDB10382 [M+H]+  C24H51NO7P 496.3398 

1-Octadecanoyl-2-octadecenoyl-sn-

glycero-3-phosphocholine 

  [M+H]+  C44H87NO8P 788.616 

1-Hexadecanoyl-2-(9Z-octadecenoyl)-sn-

glycero-3-phosphocholine 

  [M+H]+ C40H77NO10P 762.52 

Citalopram HMDB05038 [M+H]+  C20H22FN2O 325.17 

L-Leucine HMDB00687 [M+H]+ C6H14NO2 132.1019 

.alpha.-L-Glu-L-Tyr   [M+H]+ C14H19N2O6 311.1238 

Lyso-PAF C-18   [M+Na]+ C26H56NO6PNa 532.3737 

D-Sphingosine HMDB00252 [M+H]+ C18H38NO2 300.2897 

1-Octadecanoyl-sn-glycero-3-

phosphoethanolamine 

HMDB11130 [M+H]+ C23H49NO7P 482.3241 

3-Aminoquinoline HMDB34175 [M+H]+ C9H9N2 145.076 

N-Docosanoyl-4-sphingenyl-1-O-

phosphorylcholine 

  [M+H]+ C45H92N2O6P 787.6688 

Azelaic acid HMDB00784  [M+H-H2O]+ C9H15O3 171.1016 



L-Valine HMDB00883 [M+H]+ C5H12NO2 118.0863 

Glu-Met   [M+H]+ C10H19N2O5S 279.1009 

NG,NG-Dimethyl-L-arginine HMDB01539 [M+H]+ C8H19N4O2 203.1503 

Valerylcarnitine HMDB13128 [M+H]+ C12H24NO4 246.17 

Hydroxybupropion HMDB12235 [M+H]+ C13H19ClNO2 256.1099 

(R)-(+)-Citronellic acid HMDB35837 [M+H-H2O]+ C10H17O 153.1274 

p-Hydroxybenzoylecgonine   [M+H]+  C16H19NO5 306.1336 

2-Methylbutyrylcarnitine HMDB00688 [M+H]+ C12H24NO4 246.17 

Gly-Phe   [M+H]+ C11H15N2O3 223.1077 

PAF C-16   [M+H]+ C26H55NO7P 524.3711 

1-Methylhistamine HMDB00898 [M+H]+  C6H12N3 126.1026 

Ala-Ile   [M+H]+ C9H19N2O3 203.139 

Ethanol, 2-(2-butoxyethoxy)-   [M+H]+ C8H19O3 163.13287 

Creatinine HMDB00562 [M+H]+  C4H8N3O 114.0662 

Dextroamphetamine HMDB15516 [M+H]+ C9H14N 136.1121 

Heptanoylcarnitine HMDB13238 [M+H]+ C14H28NO4 274.2013 

3-O-Methyldopa HMDB01434 [M+H]+ C10H14NO4 212.0917 

Acetaminophen HMDB01859 [M+H]+ C8H10NO2 152.0706 

3,4-Dihydroxy-L-phenylalanine HMDB00181  [M+H-NH3]+ C9H9O4 181.0495 

Hypoxanthine HMDB00157 [M+H]+ C5H4N4O 137.0458 

 

 

 


