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Table S1. Carboxylated standards list. 

Name CAS No. 
Molecular 

Formula 

Molecular  

weight 

Heptanoic acid 111-14-8 C7H14O2 130.0994  

trans-Cinnamic acid 140-10-3 C9H8O2 148.0524  

Hydrocinnamic acid 501-52-0 C9H10O2 150.0681  

3,4-Dimethylbenzoic acid 619-04-5 C9H10O2 150.0681  

2-Ethylhexanoic acid 149-57-5 C8H16O2 144.1150  

3-Indoleformic acid 771-50-6 C9H7NO2 161.0477  

2-Octenoic acid 1871-67-6 C8H14O2 142.0994  

3,4,5-Trimethoxybenzoic acid 118-41-2 C10H12O5 212.0685  

3-Hydroxy-4-methoxycinnamic acid 537-73-5 C10H10O4 194.0579  

Citronellic acid 502-47-6 C10H18O2 170.1307  

L-3-Phenyllactic acid 20312-36-1 C9H10O3 166.0630  

10-Hydroxy-2-decenoic acid 14113-05-4 C10H18O3 186.1256  

12-Hydroxydodecanoic acid 505-95-3 C12H24O3 216.1725  

3-(3,4-Ethylenedioxybenzoyl)propionic acid 54557-81-2 C12H12O5 236.0685  

Dodecanedioic acid 693-23-2 C12H22O4 230.1518  

Palmitic acid 57-10-3 C16H32O2 256.2402  

3-Hydroxydecanoic acid 14292-26-3 C10H20O3 188.1412  

Gemfibrozil 25812-30-0 C15H22O3 250.1569  

2-Hexyldecanoic acid 25354-97-6 C16H32O2 256.2402  

Palmitoleic acid 373-49-9 C16H30O2 254.2246  

Linolenic acid 463-40-1 C18H30O2 278.2246  

Linoleic acid 60-33-3 C18H32O2 280.2402  

Arachidonic acid 506-32-1 C20H32O2 304.2402  

cis-8,11,14-Eicosatrienoic acid 1783-84-2 C20H34O2 306.2559  

N-Acetyl-DL-tryptophan 87-32-1 C13H14N2O3 246.1004  

10-Hydroxystearic acid 638-26-6 C18H36O3 300.2664  

Retinoic acid 302-79-4 C20H28O2 300.2089  

Gibberellic acid 77-06-5 C19H22O6 346.1416  

Lithocholenic acid 1053-37-8 C24H38O3 374.2821  

Lithocholic acid  434-13-9 C24H40O3 376.2977  

Dehydrolithocholic acid 1553-56-6 C24H38O3 374.2821  

7-Ketolithocholic acid 4651-67-6 C24H38O4 390.2770  

Chenodeoxycholic acid 474-25-9 C24H40O4 392.2927  

Cholic acid 81-25-4 C24H40O5 408.2876  

Ursolic acid 77-52-1 C30H48O3 456.3603  

(+/-)11-HETE 73804-65-6 C20H32O3 320.2351  
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Table S2. Detected carboxylated metabolites in mice feces. 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

1  159.1477  1.36E+04 114.0899  3.07E+04 400  C4H8O2 Butyric acid 88.0524  C00246 107-92-6 

2  173.1634  1.32E+04 128.1049  4.99E+04 500  C5H10O2 Valeric acid 102.0681  C00803 109-52-4 

3  193.1319  1.68E+04 148.0748  2.30E+04 512  C7H6O2 Benzoic acid 122.0367  C00180 65-85-0 

4  245.1849  2.69E+04 200.1277  2.23E+04 555  C8H14O4 Suberic acid 174.0892  C08278 505-48-6 

5  231.2057  2.14E+03 186.1479  2.60E+03 560  C8H16O3 7-Hydroxyoctanoic acid 160.1099  - 17173-14-7 

6  232.1432  1.58E+03 187.0856  2.40E+03 592  C9H7NO2 3-Indoleformic acid 161.0477  C19837 771-50-6 

7  265.1533  8.99E+03 220.0956  6.48E+03 597  C10H10O4 (2E)-3-(4-Hydroxy-3-methoxyphenyl)prop-2-enoic acid 194.0579  C01494 537-98-4 

8  187.1795  2.90E+03 142.1211  6.36E+04 601  C6H12O2 Caproic acid 116.0837  C01585 142-62-1 

9  246.1581  2.77E+04 201.1007  3.21E+04 603  C10H9NO2 3-Indoleacetic acid 175.0633  C00954 87-51-4 

10  265.1532  2.26E+03 220.0956  4.26E+03 618  C10H10O4 3-Hydroxy-4-methoxycinnamic acid 194.0579  C10470 537-73-5 

11  295.1633  1.91E+04 250.1061  6.88E+03 621  C11H12O5 3,5-Dimethoxy-4-hydroxycinnamic acid 224.0685  C00482 530-59-6 

12  221.1630  7.87E+04 176.1054  2.05E+05 626  C9H10O2 Hydrocinnamic acid 150.0680  C05629 501-52-0 

13  259.1996  2.03E+05 214.1425  2.31E+05 644  C9H16O4 Azelaic acid 188.1048  C08261 123-99-9 

14  245.2202  3.82E+04 200.1628  5.27E+04 645  C9H18O3 8-Hydroxynonanoic acid 174.1256  - 75544-92-2 

15  260.1761  3.46E+03 215.1184  3.17E+03 660  C11H11NO2 3-Indolepropionic acid 189.0790  - 830-96-6 

16  219.1478  7.29E+03 174.0904  5.72E+03 662  C9H8O2 trans-Cinnamic acid 148.0524  C00423 140-10-3 

17  231.2057  2.16E+03 186.1479  2.46E+03 674  C8H16O3 3-Hydroxyoctanoic acid 160.1099  - 14292-27-4 

18  201.1947  9.22E+03 156.1366  1.07E+05 700  C7H14O2 Heptanoic acid 130.0994  C17714 111-14-8 

19  283.2359  1.87E+04 238.1787  1.01E+04 703  C12H20O3 Cucurbic acid 212.1412  - 58240-50-9 

20  273.2149  1.64E+05 228.1580  3.06E+04 705  C10H18O4 Sebacic acid 202.1205  C08277 111-20-6 

21  245.2207  1.20E+04 200.1635  2.92E+03 708  C9H18O3 5-Hydroxynonanoic acid 174.1256  - - 

22  287.2306  5.67E+04 242.1735  3.64E+04 759  C11H20O4 Undecanedioic acid 216.1632  - 1852-04-6 

23  273.2521  4.32E+03 228.1946  3.74E+03 765  C11H22O3 10-Hydroxyundecanoic acid 202.1569  - 6336-28-3 

24  215.2105  3.19E+03 170.1519  1.59E+05 801  C8H16O2 Caprylic acid 144.1150  C06423 124-07-2 

25  301.2469  1.82E+04 256.1895  1.01E+04 824  C12H22O4 Dodecanedioic acid 230.1518  C02678 693-23-2 

26  401.3349  2.26E+04 338.2667  1.60E+03 854  C18H34O5 9,10,13-TriHOME 330.2406  C14835 29907-57-1 

27  241.2266  2.46E+03 196.1681  3.09E+03 855  C10H18O2 Citronellic acid 170.0306  C16462 502-47-6 

28  479.3805  8.33E+06 434.3238  1.41E+05 865  C24H40O5 Ursocholic acid 408.2876  C17644 2955-27-3 

29  479.3805  3.88E+05 434.3237  3.80E+03 893  C24H40O5 Alpha-Muricholic acid 408.2876  C17647 2393-58-0 

30  315.2628  5.68E+03 270.2050  2.76E+03 893  C13H24O4 1,11-Undecanedicarboxylic acid 244.1675  - 505-52-2 

31  229.2261  1.53E+04 184.1681  9.56E+04 900  C9H18O2 Nonanoic acid 158.1306  C01601 112-05-0 

32  477.3659  3.60E+05 414.2989  3.68E+03 904  C24H38O5 7-Ketodeoxycholic acid 406.2719  - 911-40-0 

33  377.2781  8.16E+03 332.2202  2.08E+03 919  C18H26O4 Tetranor Iloprost 306.1831  - 93220-69-0 

34  463.3859  1.38E+05 418.3293  4.47E+03 923  C24H40O4 Isoursodeoxycholic acid 392.2627  C17662 78919-26-3 

35  479.3810  1.07E+05 434.3242  1.92E+03 933  C24H40O5 Hyocholic acid 408.2876  C17649 547-75-1 

http://www.genome.jp/dbget-bin/www_bget?cpd:C02678
http://www.hmdb.ca/metabolites/HMDB00686
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

36  463.3860  1.56E+06 418.3299  2.79E+04 969  C24H40O4 Ursodeoxycholic acid 392.2927  C07880 128-13-2 

37  329.2781  6.28E+03 284.2208  1.54E+03 977  C14H26O4 Tetradecanedioic acid 258.1831  - 821-38-5 

38  479.3804  1.15E+06 434.3241  3.60E+03 983  C24H40O5 Cholic acid 408.2876  C00695 81-25-4 

39  243.2415  4.62E+03 198.1838  3.75E+04 1001  C10H20O2 Capric acid 172.1463  C01571 334-48-5 

40  461.3701  2.09E+06 416.3138  4.96E+04 1025  C24H38O4 Nutriacholic acid 390.2770  - 4651-67-6 

41  463.3860  9.43E+06 418.3296  3.64E+04 1115  C24H40O4 Deoxycholic acid 392.2627  C04483 83-44-3 

42  343.3301  3.27E+03 298.2722  1.56E+03 1135   C16H32O3 16-Hydroxyhexadecanoic acid 272.2351  - 506-13-8 

43  343.3301  7.91E+03 280.2620  2.56E+03 1166   C16H32O3 10-Hydroxyhexadecanoic acid 272.2351  - 23048-75-1 

44  271.2730  1.20E+04 226.2150  2.99E+04 1200  C12H24O2 Lauric acid 200.1776  C02679 143-07-7 

45  369.3459  2.32E+05 324.2889  7.10E+04 1219  C18H34O3 Ricinoleic acid 298.2508  C08365 141-22-0 

46  343.3305  6.33E+03 280.2621  2.27E+03 1235   C16H32O3 7-Hydroxyhexadecanoic acid 272.2351  - 16899-02-8 

47  447.3912  7.51E+05 402.3350  2.55E+04 1256  C24H40O3 Lithocholic acid 376.2977  C03990 434-13-9 

48  297.2883  3.31E+03 252.2316  3.22E+03 1283  C14H26O2 Myristoleic acid 226.1933  C08322 544-64-9 

49  285.2883  1.08E+04 240.2306  2.01E+04 1300  C13H26O2 Tridecanoic acid  214.1933  C17076 638-53-9 

50  297.2883  3.50E+03 252.2316  3.48E+03 1303  C14H26O2 5Z-Tetradecenoic acid 226.1933  - 5684-70-8 

51  329.3144  7.78E+03 284.2560  1.53E+03 1320  C15H30O3 3-Hydroxypentadecanoic acid 258.2195  - 32602-70-3 

52  371.3604  7.69E+05 326.3037  4.18E+04 1351  C18H36O3 10-Hydroxyoctadecanoic acid 300.2664  - 638-26-6 

53  299.3032  4.80E+05 254.2456  4.08E+05 1400  C14H28O2 Myristic acid 228.2089  C06424 544-63-8 

54  343.3299  1.47E+04 298.2722  1.98E+03 1430  C16H32O3 3-Hydroxyhexadecanoic acid 272.2351  - 928-17-6 

55  349.3194  8.38E+05 304.2624  4.26E+05 1439  C18H30O2 Alpha-Linolenic acid 278.2246  C06427 463-40-1 

56  373.3196  6.00E+04 328.2632  3.09E+03 1459  C20H30O2 Eicosapentanenoic acid 302.4500  C06428 10417-94-4 

57  325.3190  5.36E+05 280.2615  2.59E+05 1465  C16H30O2 Palmitoleic acid 254.2246  C08362 373-49-9 

58  313.3190  6.30E+05 268.2617  3.54E+05 1501  C15H30O2 Pentadecylic acid 242.2246  C16537 1002-84-2  

59  357.3455  2.28E+04 312.2879  3.35E+03 1508  C17H34O3 3-Hydroxyheptadecanoic acid 286.2508  - 40165-89-7 

60  351.3353  9.40E+06 306.2777  4.54E+06 1539  C18H32O2 Linoleic acid 280.2402  C01595 60-33-3 

61  375.3338  1.34E+06 330.2769  3.04E+05 1556  C20H32O2 Arachidonic acid  304.2402  C00219 506-32-1 

62  399.3342  7.35E+05 354.2769  1.43E+05 1557  C22H32O2 Docosahexaenoic acid 328.2402  C06429 6217-54-5 

63  401.3497  1.00E+05 356.2928  3.08E+04 1598  C22H34O2 Docosapentaenoic acid 330.2559  C16513 24880-45-3 

64  327.3357  1.03E+07 282.2778  5.57E+06 1602  C16H32O2 Palmitic acid 256.2402  C00249 57-10-3 

65  377.3501  6.37E+05 332.2928  1.57E+05 1619  C20H34O2 8,11,14-Eicosatrienoic acid 306.2559  C16522 1783-84-2 

66  401.3505  3.16E+04 356.2930  7.39E+03 1650  C22H34O2 (4Z,7Z,10Z,13Z,16Z)-Docosa-4,7,10,13,16-pentaenoic acid 330.2559  - 25182-74-5 

67  353.3498  1.19E+07 308.2928  4.43E+06 1657  C18H34O2 Oleic acid 282.2559  C00712 112-80-1 

68  403.3652  8.02E+04 358.3076  8.14E+04 1699  C22H36O2 Adrenic acid 332.2715  C16527 28874-58-0 

69  341.3500  2.41E+05 296.2926  1.16E+05 1702  C17H34O2 Heptadecanoic acid 270.2559  - 506-12-7 

70  379.3666  3.77E+05 334.3097  9.48E+04 1715  C20H36O2 Eicosadienoic acid 308.2715  C16525 2091-39-6 

http://www.hmdb.ca/metabolites/HMDB00865
http://www.hmdb.ca/metabolites/HMDB00761
http://www.hmdb.ca/metabolites/HMDB01388
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

71  355.3662  1.06E+07 310.3091  3.27E+06 1802  C18H36O2 Stearic acid 284.2715  C01530 57-11-4 

72  381.3821  1.55E+06 336.3253  3.02E+05 1840  C20H38O2 cis-11-Eicosenoic acid 310.2871  - 5561-99-9 

73  407.3974  1.19E+04 362.3401  3.00E+03 1892  C22H40O2 cis-13,16-Docosadienoic acid 336.3028  - 17735-98-7 

74  383.3965  3.20E+05 338.3395  8.86E+04 2002  C20H40O2 Arachidic acid 312.3028  C06425 506-30-9 

75  409.4132  4.30E+05 364.3577  5.82E+04 2026  C22H42O2 Erucic acid 338.3185  C08316 112-86-7 

76  397.4155  1.41E+05 352.3577  8.06E+04 2103  C21H42O2 Heneicosanoic acid 326.3185  - 2363-71-5 

77  411.4277  8.15E+04 366.3705  4.45E+03 2202  C22H44O2 Docosanoic acid 340.3341  C08281 112-85-6 

78  425.4436  5.46E+03 380.3862  4.03E+03 2300  C23H46O2 Tricosanoic acid 354.3498  - 2433-96-7 

79  439.4591  1.72E+04 394.4016  3.99E+03 2402  C24H48O2 Tetracosanoic acid 368.3654  C08320 557-59-5 

80  247.1998  1.05E+04 202.1426  2.54E+03 472  C8H16O4 6,8-Dihydroxy-octanoic acid 176.1049  - - 

81  207.1475  5.21E+04 162.0899  1.56E+05 540  C8H8O2 Phenylacetic acid 136.0524  C07086 103-82-2 

82  329.1846  8.48E+03 284.1271  6.09E+03 731  C15H14O4 Lunularic acid 258.0892  C10268  - 

83  263.2102  1.86E+04 218.1526  1.05E+04 826  C12H16O2 11,12,13-Trinor-1,3,5-bisabolatrien-10-oic acid 192.1150  - - 

84  417.3299  5.60E+04 372.2725  3.74E+03 836  C18H34O6 9,10-Dihydroxy-octadecanedioic acid 346.2355  - - 

85  216.1686  3.57E+04 171.1119  9.39E+03 469  C6H11NO3 
L-cis-4-(Hydroxymethyl)-2-pyrrolidinecarboxylic acid 

145.0739  
- 2370-39-0 

L-trans-5-Hydroxy-2-piperidinecarboxylic acid - 50439-45-7 

86  223.1426  5.56E+04 178.0847  1.60E+05 412  C8H8O3 

p-Hydroxyphenylacetic acid 

152.0473  

C00642 156-38-7 

3-Hydroxyphenylacetic acid C05593 621-37-4 

Parahydroxyphenylacetic acid - - 

2-Hydroxyphenylacetic acid C05852 614-75-5 

Phenoxyacetate C02181  122-59-8 

87  253.1535  5.95E+03 208.0958  6.37E+03 482  C9H10O4 

3-Hydroxyphenyllactate 

182.0579  

- - 

Homovanillic acid C05582  306-08-1 

3,4-Dihydroxyphenylpropanoate C10447  1078-61-1 

3-Hydroxy-4-methoxyphenylacetic acid - 1131-94-8 

Hydroxyphenyllactic acid C03672 306-23-0 

3-(2,3-Dihydroxyphenyl)propanoate C04044  - 

(R)-3-(4-Hydroxyphenyl)lactate C03964  - 

2-Hydroxy-3-(2-hydroxyphenyl)propanoic acid - - 

88  262.1545  1.84E+04 217.0963  9.76E+03 484  C10H9NO3 
1H-Indole-4-acetic acid, 2,3-dihydro-2-oxo- 

191.0582  
- 122570-32-5 

5-Hydroxyindoleacetic acid C05635 54-16-0 

89  231.1706  3.11E+04 186.1114  6.45E+03 485  C7H12O4 

Pimelic acid 

160.0736  

C02656 111-16-0 

3-Methyladipic acid - 422955 

2,2-Dimethylglutaric acid - - 

 

http://www.genome.jp/dbget-bin/www_bget?cpd:C00642
http://www.genome.jp/dbget-bin/www_bget?cpd:C05593
http://www.genome.jp/dbget-bin/www_bget?cpd:C05852
http://www.genome.jp/dbget-bin/www_bget?cpd:C03672
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

89  231.1706  3.11E+04 186.1114  6.45E+03 485  C7H12O4 

3,3-Dimethylglutaric acid 

160.0736  

- 4839-46-7 

2-Propylsuccinic acid C16657 - 

3-Methyl-adipic acid - - 

2-Methyladipic acid - 626-70-0 

90  223.1426  1.85E+04 178.0847  3.43E+04 486  C8H8O3 

p-Hydroxyphenylacetic acid 

152.0473  

C00642 156-38-7 

3-Hydroxyphenylacetic acid C05593 621-37-4 

Parahydroxyphenylacetic acid - - 

2-Hydroxyphenylacetic acid C05852 614-75-5 

Phenoxyacetate C02181  122-59-8 

91  239.1379  1.80E+03 194.0802  3.29E+03 488  C8H8O4 

5-Methoxysalicylic acid 

168.0423  

- 260088 

Vanillic acid C06672 121-34-6 

Orsellinic acid C01839 480-64-8 

3-Methoxysalicylic acid - 877-22-5 

92  230.1847  1.01E+05 185.1279  5.92E+04 489  C7H13NO3 

4-hydroxystachydrine 

159.0895  

- - 

(-)-Betonicine C08269 515-25-3 

Medicanine - 91106-30-8 

3-Hydroxystachydrine C10151 51795-35-8 

Turicine - 515-24-2 

93  262.1536  7.19E+03 217.0962  3.66E+03 499  C10H9NO3 
Desmethyldeschlorobenzoyl Indomethacin 

191.0582  
- 71982-15-5 

5-Hydroxyindoleacetic acid C05635 54-16-0 

94  230.1847  5.20E+04 185.1281  1.43E+04 500  C7H13NO3 

4-Hydroxystachydrine 

159.0895  

- - 

(-)-Betonicine C08269 515-25-3 

Medicanine - 91106-30-8 

3-Hydroxystachydrine C10151 51795-35-8 

Turicine - 515-24-2 

95  223.1428  9.34E+03 178.0849  2.40E+04 504  C8H8O3 

p-Hydroxyphenylacetic acid 

152.0473  

C00642 156-38-7 

3-Hydroxyphenylacetic acid C05593 621-37-4 

Parahydroxyphenylacetic acid - - 

2-Hydroxyphenylacetic acid C05852 614-75-5 

Phenoxyacetate C02181  122-59-8 

96  237.1580  5.64E+04 192.1007  1.54E+04 508  C9H10O3 

Dihydro-3-coumaric acid 

166.0630  

C11457  621-54-5 

3-(4-Hydroxyphenyl)propionic acid - - 

3-(2-Hydroxyphenyl)propionic acid - - 

4-Methoxyphenylacetic acid - 104-01-8 

 

http://www.genome.jp/dbget-bin/www_bget?cpd:C00642
http://www.genome.jp/dbget-bin/www_bget?cpd:C05593
http://www.genome.jp/dbget-bin/www_bget?cpd:C05852
http://www.genome.jp/dbget-bin/www_bget?cpd:C00642
http://www.genome.jp/dbget-bin/www_bget?cpd:C05593
http://www.genome.jp/dbget-bin/www_bget?cpd:C05852


S8 

 

Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

96  237.1580  5.64E+04 192.1007  1.54E+04 508  C9H10O3 
4-Hydroxyhydratropate 

166.0630 
- - 

3-Phenoxypropionic acid - - 

97  250.1534  1.36E+05 205.0967  1.33E+05 511  C9H9NO3 

N-Acetylanthranilate 

179.0582  

C06332 89-52-1 

p-Acetaminobenzoic acid C19569 556-08-1 

Hippuric acid - 495-69-2 

98  269.1481  3.79E+03 224.0906  4.27E+03 515  C9H10O5 

Syringic acid 

198.0528  

C10833 530-57-4 

2-Hydroxy-3,4-dimethoxybenzoic acid - 5653-46-3 

3,4-O-Dimethylgallic acid - - 

99  243.1688  9.68E+03 198.1113  7.31E+03 519  C8H12O4 

4-Octenedioic acid 

172.0736  

- - 

3-Isopropenylpentanedioic acid - 6839-75-4 

2-Octenedioic acid - 5698-50-0 

100  237.1575  3.00E+04 192.1004  5.78E+04 520  C9H10O3 

Dihydro-3-coumaric acid 

166.0630  

C11457  621-54-5 

3-(4-Hydroxyphenyl)propionic acid - - 

3-(2-Hydroxyphenyl)propionic acid - - 

4-Methoxyphenylacetic acid - 104-01-8 

4-Hydroxyhydratropate - - 

3-Phenoxypropionic acid - - 

101  237.1574  5.62E+04 192.1000  9.35E+04 528  C9H10O3 

Dihydro-3-coumaric acid 

166.0630  

C11457  621-54-5 

3-(4-Hydroxyphenyl)propionic acid - - 

3-(2-Hydroxyphenyl)propionic acid - - 

4-Methoxyphenylacetic acid - 104-01-8 

4-Hydroxyhydratropate - - 

3-Phenoxypropionic acid - - 

102  262.1531  8.39E+04 217.0959  1.16E+05 529  C10H9NO3 
Desmethyldeschlorobenzoyl Indomethacin 

191.0582  
- 71982-15-5 

5-Hydroxyindoleacetic acid C05635 54-16-0 

103  229.1897  4.93E+03 184.1322  3.53E+03 530  C8H14O3 4-Hydroxycyclohexylacetic acid 158.0943  - - 

104  264.1685  1.99E+05 219.1123  1.54E+05 544  C10H11NO3 
(4-Hydroxy-2,3-dihydro-1H-indol-3-yl)acetic acid 

193.0739  
- - 

6-Hydroxy-1,2,3,4-tetrahydroisoquinoline-1-carboxylic acid - - 

105  267.1687  1.38E+04 222.1113  7.04E+03 547  C10H12O4 

2-Hydroxy-3-(4-methoxyphenyl)propanoic acid 

196.0736  

- 28030-15-1 

3-Hydroxy-3-(4-methoxyphenyl)propanoic acid - - 

2,4-Dimethoxyphenylacetic acid - - 

2-(3-Methoxyphenoxy)propanoic acid - - 

2-[4-(hydroxymethyl)phenoxy]propanoic acid - - 

a-Methyl-3,4-dihydroxyphenylpropionic acid - 53832-94-3 

 

http://www.genome.jp/dbget-bin/www_bget?cpd:C10833
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

105  267.1687  1.38E+04 222.1113  7.04E+03 547  C10H12O4 
Batatic acid 

196.0736 
- - 

2-(4-Methoxyphenoxy)propanoic acid - - 

106  273.2157  2.18E+04 228.1582  5.28E+03 561  C10H18O4 

2-Ethylsuberic acid 

202.1205  

- 3971-33-3 

2,6-Dimethyl-1,8-octanedioic acid - - 

Heptylmalonic acid - - 

107  296.1963  4.50E+03 233.1279  1.64E+03 583  C11H15NO4 
4-Hydroxy-3-methoxy-a-methylphenylalanine 

225.1001  
- - 

3-[Bis(2-hydroxyethyl)amino]benzoic acid - - 

108  315.2267  4.59E+03 270.1692  1.73E+03 585  C12H20O5 

 4-Acetyl-4-isopropylheptanedioic acid 

244.1311  

- 6279-92-1 

Polyethylene, oxidized - 68441-17-8 

4-Oxododecanedioic acid - 30828-09-2 

109  299.2311  4.76E+03 254.1741  3.76E+03 585  C12H20O4 

(-)-11-Hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-Hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-Dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-Dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-

carboxylic acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

110  256.1996  5.10E+04 211.1434  5.11E+03 589  C9H15NO3 
Pseudoecgonine 

185.1052  
C12449 - 

Ecgonine C10858  481-37-8 

111  297.1792  1.48E+04 252.1219  5.18E+03 590  C11H14O5 

Dihydrosinapic acid 

226.0841  

- - 

2,4,6-Trimethoxyphenylacetic acid - - 

3-(3,5-Dimethoxyphenoxy)propanoic acid - - 

2,3,4-Trimethoxyphenyl)acetic acid - - 

112  267.1685  1.61E+03 222.1115  1.58E+03 593  C10H12O4 

2-Hydroxy-3-(4-methoxyphenyl)propanoic acid 

196.0736  

- 28030-15-1 

3-Hydroxy-3-(4-methoxyphenyl)propanoic acid - - 

2,4-Dimethoxyphenylacetic acid - - 

2-(3-Methoxyphenoxy)propanoic acid - - 

2-[4-(Hydroxymethyl)phenoxy]propanoic acid - - 

a-Methyl-3,4-dihydroxyphenylpropionic acid - 53832-94-3 

Batatic acid - - 

2-(4-Methoxyphenoxy)propanoic acid - - 

113  262.1557  4.16E+04 217.0992  3.76E+03 594  C10H9NO3 Desmethyldeschlorobenzoyl indomethacin 191.0582  - 71982-15-5 

114  276.1683  3.29E+04 231.1117  5.18E+03 596  C11H11NO3 Indolelactic acid 205.0739  C02043 1821-52-9 

115  243.2052  1.08E+04 180.1373  5.53E+03 596  C9H16O3 9-Hydroxy-5Z-nonenoic acid 172.1099  - - 

116  315.2255  8.62E+04 270.1687  9.55E+03 597  C12H20O5  4-Acetyl-4-isopropylheptanedioic acid 244.1311  - 6279-92-1 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

116  315.2255  8.62E+04 270.1687  9.55E+03 597  C12H20O5 
Polyethylene, oxidized 

244.1311 
- 68441-17-8 

4-Oxododecanedioic acid - 30828-09-2 

117  303.1799  7.34E+04 258.1237  1.19E+04 603  C12H12N2O3 

N-[1H-indol-3-yl-acetyl]glycine acid 

232.0848  

- - 

Cinnoline-3-acetic acid, 6,7-dimethyl-4-hydroxy- - - 

5-Benzoimidazol-1-yl-5-oxo-pentanoic acid - - 

2-(3-(4-Methoxyphenyl)-1H-pyrazol-1-yl)acetic acid - - 

3-[3-(3-Methylphenyl)-1,2,4-oxadiazol-5-yl]propanoic acid - - 

3-(3-Methoxyquinoxalin-2-yl)propanoic acid - - 

4-(4-Oxoquinazolin-3(4H)-yl)butanoic acid - - 

118  315.2255  4.28E+04 252.1579  9.34E+03 605  C12H20O5 

 4-Acetyl-4-isopropylheptanedioic acid 

244.1311  

- 6279-92-1 

Polyethylene, oxidized - 68441-17-8 

4-Oxododecanedioic acid - 30828-09-2 

119  283.1638  8.19E+03 238.1065  3.77E+03 606  C10H12O5 

Vanillactic acid 

212.0685  

- 2475-56-1 

3-(3,4-Dihydroxyphenyl)-2-methoxypropionic acid - - 

3-Hydroxy-4-methoxyphenyllactic acid - - 

120  267.1688  6.86E+03 222.1115  3.80E+03 608  C10H12O4 

2-Hydroxy-3-(4-methoxyphenyl)propanoic acid 

196.0736  

- 28030-15-1 

3-Hydroxy-3-(4-methoxyphenyl)propanoic acid - - 

2,4-Dimethoxyphenylacetic acid - - 

2-(3-Methoxyphenoxy)propanoic acid - - 

2-[4-(Hydroxymethyl)phenoxy]propanoic acid - - 

a-Methyl-3,4-dihydroxyphenylpropionic acid - 53832-94-3 

Batatic acid - - 

2-(4-Methoxyphenoxy)propanoic acid - - 

121  237.1586  1.61E+04 192.1004  3.71E+04 609  C9H10O3 

Dihydro-3-coumaric acid 

166.0630  

C11457  621-54-5 

3-(4-Hydroxyphenyl)propionic acid - - 

3-(2-Hydroxyphenyl)propionic acid - - 

4-Methoxyphenylacetic acid - 104-01-8 

4-Hydroxyhydratropate - - 

3-Phenoxypropionic acid - - 

122  243.2044  4.10E+04 198.1472  4.00E+04 618  C9H16O3 9-Hydroxy-5Z-nonenoic acid 172.1099  - - 

123  287.2318  3.74E+03 224.1633  1.51E+03 624  C11H20O4 

2-Heptylbutanedioic acid 

216.1632  

- 35986-06-2 

n-Octylmalonic acid - - 

2,2,6,6-Tetramethylpimelic Acid - - 

3-Butyl-3-ethylpentanedioic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

123  287.2318  3.74E+03 224.1633  1.51E+03 624  C11H20O4 (2R)-2-Propyloctanedioic acid 216.1632  - - 

124  283.2001  2.29E+03 238.1426  1.55E+03 624  C11H16O4 

4-Methyl-5-oxo-2-pentyl-2,5-dihydro-3-furancarboxylic acid 

212.1049  

- - 

6-Propoxycarbonylcyclohex-3-ene-1-carboxylic acid - - 

6-(Ethoxycarbonyl)spiro[3.3]heptane-2-carboxylic acid - - 

2,5-Cyclohexadiene-1-carboxylic acid, 1-ethyl-3,5-dimethoxy- - - 

5-(Methoxycarbonyl)bicyclo[3.2.1]octane-1-carboxylic acid - - 

125  243.2055  5.21E+03 198.1476  8.41E+03 627  C9H16O3 9-Hydroxy-5Z-nonenoic acid 172.1099  - - 

126  267.1685  2.61E+03 222.1117  1.54E+03 634  C10H12O4 

2-hydroxy-3-(4-methoxyphenyl)propanoic acid 

196.0736  

- 28030-15-1 

3-hydroxy-3-(4-methoxyphenyl)propanoic acid - - 

2,4-Dimethoxyphenylacetic acid - - 

2-(3-Methoxyphenoxy)propanoic acid - - 

2-[4-(hydroxymethyl)phenoxy]propanoic acid - - 

a-Methyl-3,4-dihydroxyphenylpropionic acid - 53832-94-3 

Batatic acid - - 

2-(4-Methoxyphenoxy)propanoic acid - - 

127  266.1848  9.10E+03 221.1268  3.18E+03 639  C10H13NO3 

Metyrosine 

195.0895  

C07921 - 

alpha-Methyl-m-tyrosine C11820  305-96-4 

L-Homotyrosine C18622  - 

128  271.1994  3.40E+04 226.1449  8.81E+03 653  C10H16O4 Matsutakic acid A 200.1049  - - 

129  255.2050  1.04E+04 210.1474  7.09E+03 654  C10H16O3 

3-isopropenyl-6-oxoheptanoic acid 

184.1099  

- - 

9-oxo-2-decenoic acid - - 

5-oxo-7E-decenoic acid - - 

Nepetalic acid - - 

10-Oxo-8-decenoic acid - - 

130  276.1683  1.66E+05 231.1117  4.78E+04 659  C11H11NO3 
5-Methoxyindoleacetate 

205.0739  
C05660 3471-31-6 

Cinnamoylglycine - 16534-24-0 

131  257.2209  3.59E+03 212.1634  1.73E+03 659  C10H18O3 

10-hydroxy-2E-decenoic acid 

186.1256  

- - 

9-hydroxy-2E-decenoic acid - - 

6-hydroxy-3-isopropenylheptanoic acid - - 

(3R)-6-Hydroxy-3-isopropenyl-heptanoate C11404 - 

(3S)-6-Hydroxy-3-isopropenyl-heptanoate C11417 - 

(5S)-6-Hydroxy-5-isopropenyl-2-methylhexanoate C11420 - 

(5R)-6-Hydroxy-5-isopropenyl-2-methylhexanoate C11406 - 

10-hydroxy-2Z-decenoic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

131  257.2209  3.59E+03 212.1634  1.73E+03 659  C10H18O3 

10-hydroxy-8E-decenoic acid 

186.1256 

- - 

(R,E)-9-Hydroxy-2-decenoic acid - - 

(S,E)-(+)-9-Hydroxy-2-decenoic acid - - 

132  317.1946  4.97E+04 272.1377  3.08E+03 663  C13H14N2O3  Nigellicine 246.1004  - 87-32-1 

133  297.1792  9.14E+03 252.1219  2.40E+03 667  C11H14O5 

Dihydrosinapic acid 

226.0841  

- - 

2,4,6-Trimethoxyphenylacetic acid - - 

3-(3,5-Dimethoxyphenoxy)propanoic acid - - 

2,3,4-Trimethoxyphenyl)acetic acid - - 

134  271.1995  2.93E+04 208.1322  3.25E+03 668  C10H16O4 Matsutakic acid A 200.1049  - - 

135  317.2411  3.16E+04 272.1848  6.90E+03 670  C12H22O5 
3-Hydroxydodecanedioic acid 

246.1467  
- 34574-69-1 

6-Hydroxydodecanedioic acid - - 

136  286.2106  2.08E+04 241.1534  1.74E+03 671  C10H17NO4 

Dihydrokainic acid 

215.1158  

C12027 - 

NSC51132 - - 

SCHEMBL1526290 - - 

2,2'-(1-Methylpiperidine-4,4-diyl)diacetic acid - - 

137  353.2419  3.63E+03 290.1749  2.07E+03 677  C15H22O5 

Pisumic acid 

282.1467  

- - 

Epidihydrophaseic acid - 60102-38-7 

dihydrophaseic acid C15971 - 

138  258.2151  1.16E+05 213.1593  3.07E+04 679  C9H17NO3 (E)-2-Butenyl-4-methyl-threonine 187.1208  C12029  81135-57-1 

139  273.2146  8.66E+04 228.1575  6.21E+04 680  C10H18O4 

2-Ethylsuberic acid 

202.1205  

- 3971-33-3 

2,6-Dimethyl-1,8-octanedioic acid - - 

Heptylmalonic acid - - 

140  317.2416  6.83E+03 254.1738  2.34E+03 695  C12H22O5 
3-Hydroxydodecanedioic acid 

246.1467  
- 34574-69-1 

6-Hydroxydodecanedioic acid - - 

141  258.2158  1.67E+04 213.1589  1.56E+03 696  C9H17NO3 (E)-2-Butenyl-4-methyl-threonine 187.1208  C12029  81135-57-1 

142  299.2311  3.64E+03 254.1741  3.25E+03 712  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

143  311.1947  2.40E+04 266.1375  2.99E+03 716  C12H16O5 

3-(3,4,5-Trimethoxyphenyl)propanoic acid 

240.0998  

- 25173-72-2 

3-Methoxy-5-(3-methoxypropoxy)benzoic acid - - 

3-[2-(2-Methoxyethoxy)ethoxy]benzoic acid - - 

http://www.genome.jp/dbget-bin/www_bget?cpd:C12027
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

143  311.1947  2.40E+04 266.1375  2.99E+03 716  C12H16O5 3-(2,3,4-Trimethoxyphenyl)propionic acid 240.0998 - - 

144  297.2157  1.27E+04 252.1587  5.75E+03 720  C12H18O4 

Tuberonic acid 

226.1205  

- - 

epi-4'-hydroxyjasmonic acid - - 

3,7-Dimethyl-2E,6E-decadien-1,10-dioic acid - - 

12-hydroxyjasmonic acid - - 

5-Dodecynoic acid, 7-hydroxy-4-oxo- - - 

ACMC-20apjz - - 

NSC25338 - - 

145  299.2313  1.19E+04 254.1737  6.16E+03 724  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

146  273.2166  7.97E+03 228.1583  4.61E+03 725  C10H18O4 

2-Ethylsuberic acid 

202.1205  

- 3971-33-3 

2,6-Dimethyl-1,8-octanedioic acid - - 

Heptylmalonic acid - - 

147  351.2263  1.02E+04 288.1583  1.79E+03 734  C15H20O5 

Hirusten-12-oic acid 

280.1311  

- - 

8'-Hydroxyabscisate - - 

Phaseic acid - - 

Nigellic acid - 91897-25-5 

13-Hydroxyabscisic acid - 25841-53-6 

148  495.3757  1.58E+05 450.3203  1.88E+03 739  C24H40O6 

1b,3a,7a,12a-Tetrahydroxy-5b-cholanoic acid 

424.2825  

- - 

3a,7a,12a,19-Tetrahydroxy-5b-cholanoic acid - - 

3,6,7,12-Tetrahydroxycholan-24-oic acid - - 

3a,6b,7b,12a-Tetrahydroxy-5b-cholanoic acid - - 

3a,4b,7a,12a-Tetrahydroxy-5b-cholanoic acid - - 

3α,6α,7α,12α-Tetrahydroxy-5β-cholan-24-oic Acid - - 

3α,6α,7β,12α-Tetrahydroxy-5β-cholan-24-oic Acid - - 

149  239.2099  2.43E+04 194.1525  1.97E+04 763  C10H16O2 

cis, cis-stillingic acid 

168.1150  

- - 

2,3-decadienoic acid - - 

3,4-decadienoic acid - - 

3,5-decadienoic acid - - 

4E,9-decadienoic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

149  239.2099  2.43E+04 194.1525  1.97E+04 763  C10H16O2 

5E,9-decadienoic acid 

168.1150  

- - 

7,9-decadienoic acid - - 

Chrysanthemic acid C09842 - 

(+)-cis-chrysanthemic acid - - 

(-)-cis-chrysanthemic acid - - 

trans-2-Methyl-5-isopropylhexa-2,5-dienoic acid C11943 65860-54-0 

cis-2-Methyl-5-isopropylhexa-2,5-dienoic acid C11944 65860-56-2 

 C10:2n-6,8 - - 

 C10:2n-4,6 - - 

C10:2n-7,8 - - 

C10:2n-5,8 - - 

C10:2n-2,7 - - 

C10:2n-4,8 - - 

C10:2n-6,7 - - 

C10:2n-2,6 - - 

C10:2n-1,6 - - 

C10:2n-1,5 - - 

C10:2n-2,5 - - 

C10:2n-2,4 - - 

C10:2n-1,3 - - 

3,7-dimethyl-2Z,6E-octadienoic acid - - 

150  299.2311  4.73E+03 254.1741  3.38E+03 764  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

151  299.2311  2.16E+04 254.1738  6.25E+03 776  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

152  479.3808  1.41E+05 434.3245  1.70E+03 817  C24H40O5 

3a,4b,7a-Trihydroxy-5b-cholanoic acid 

408.2876  

- - 

1b,3a,12a-Trihydroxy-5b-cholanoic acid - - 

3a,6b,7b-Trihydroxy-5b-cholanoic acid - - 

1β,3α,7α-Trihydroxy-5β-cholan-24-oic Acid - - 

3α,5β,7α-Trihydroxycholan-24-oic Acid - - 

3α,6β,7α-Trihydroxy-5β-cholan-24-oic Acid - - 

3α,5β,12α-Trihydroxycholan-24-oic Acid - - 

(22R)-3α,7α,22-Trihydroxy-5β-cholan-24-oic Acid - - 

(23R)-3α,7α,23-Trihydroxy-5β-cholan-24-oic Acid - - 

3β,6α,12α-Trihydroxy-5β-cholan-24-oic Acid - - 

6a,12a-Dihydroxylithocholic acid - - 

3b,7a,12a-Trihydroxy-5a-Cholanoic acid - - 

3a,4b,12a-Trihydroxy-5b-cholanoic acid - - 

153  317.2205  4.57E+03 272.1633  2.37E+03 831  C15H18O3 4-Oxo-4-(pentamethylphenyl)but-2-enoic acid 246.1256  - - 

154  479.3802  1.66E+06 434.3253  3.00E+03 840  C24H40O5 

3a,4b,7a-Trihydroxy-5b-cholanoic acid 

408.2876  

- - 

1b,3a,12a-Trihydroxy-5b-cholanoic acid - - 

3a,6b,7b-Trihydroxy-5b-cholanoic acid - - 

1β,3α,7α-Trihydroxy-5β-cholan-24-oic Acid - - 

3α,5β,7α-Trihydroxycholan-24-oic Acid - - 

3α,6β,7α-Trihydroxy-5β-cholan-24-oic Acid - - 

3α,5β,12α-Trihydroxycholan-24-oic Acid - - 

(22R)-3α,7α,22-Trihydroxy-5β-cholan-24-oic Acid - - 

(23R)-3α,7α,23-Trihydroxy-5β-cholan-24-oic Acid - - 

3β,6α,12α-Trihydroxy-5β-cholan-24-oic Acid - - 

6a,12a-Dihydroxylithocholic acid - - 

3b,7a,12a-Trihydroxy-5a-Cholanoic acid - - 

3a,4b,12a-Trihydroxy-5b-cholanoic acid - - 

155  477.3650  1.42E+06 432.3092  1.13E+04 848  C24H38O5 

(22E)-3α,6β,7β-Trihydroxy-5β-chol-22-en-24-oic Acid 

406.2719  

- - 

(22E)-3α,7α,12α-Trihydroxy-5β-chol-22-en-24-oic Acid - - 

3α,7α,12α-Trihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

156  373.3038  1.08E+04 310.2358  2.58E+03 851  C16H30O5 
7-hydroxyhexadecanedioic acid 

302.2093  
- 38076-53-8 

8-hydroxyhexadecanedioic acid - 38076-48-1 

157  477.3666  2.89E+04 432.3085  6.10E+04 873  C24H38O5 
6α,7α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid 

406.2719  
- - 

3α,6α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid - - 

 



S16 

 

Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

157  477.3666  2.89E+04 432.3085  6.10E+04 873  C24H38O5 

3β,12α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid 

406.2719 

- - 

3α,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3β,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3α,12β-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-15-oxo-5β,14β-cholan-24-oic Acid - - 

6β,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

6α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

3α,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3β,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,6α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,6β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

158  477.3650  2.41E+05 432.3092  1.27E+04 896  C24H38O5 

6α,7α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid 

406.2719  

- - 

3α,6α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid - - 

3β,12α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3β,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3α,12β-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-15-oxo-5β,14β-cholan-24-oic Acid - - 

6β,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

6α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

3α,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3β,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,6α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,6β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

159  327.2620  7.03E+03 282.2044  3.43E+03 915  C14H24O4 5-Nonyltetrahydro-2-oxo-3-furancarboxylic acid 256.1675  - - 

160  299.2311  4.85E+03 254.1741  3.47E+03 933  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

2Z-Dodecenedioic acid - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

161  461.3702  4.01E+05 416.3143  1.06E+04 943  C24H38O4 7a-Hydroxy-3-oxo-5b-cholanoic acid 390.2770  - 4185-00-6 

http://www.hmdb.ca/metabolites/HMDB00503
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

161  461.3702  4.01E+05 416.3143  1.06E+04 943  C24H38O4 

12β-Hydroxy-3-oxo-5β-cholan-24-oic Acid 

390.2770 

- - 

6α-Hydroxy-3-oxo-5β-cholan-24-oic Acid - - 

12α-Hydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3β,12α-Dihydroxychol-5-en-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-8-en-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-8(14)-en-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-6-en-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

3β,6β-Dihydroxychol-4-en-24-oic Acid - - 

162  477.3650  1.97E+04 432.3092  8.45E+03 948  C24H38O5 

3,7-Dihydroxy-12-oxocholanoic acid 

406.2719  

- 2458-08-4 

2β,3β-Dihydroxy-6-oxo-5α-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-6-oxo-5β-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-6-oxo-5α-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3β,7α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3β,7β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3β,7α-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3β,7β-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

7α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

7α,12α-Dihydroxy-3-oxo-5α-cholan-24-oic Acid - - 

3β,7α,12α-Trihydroxychol-5-en-24-oic Acid - - 

(22E)-3α,6β,7β-Trihydroxy-5β-chol-22-en-24-oic Acid - - 

(22E)-3α,7α,12α-Trihydroxy-5β-chol-22-en-24-oic Acid - - 

3α,7α,12α-Trihydroxy-5α-chol-22-en-24-oic acid - - 

3α,11α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,11β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α,15β-Trihydroxy-5β-chol-8(14)-en-24-oic Acid - - 

3α,12α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,7α,12α-Trihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

3α,7α,12β-Trihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

3α,7α-Dihydroxy-22-oxo-5β-cholan-24-oic Acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

162  477.3650  1.97E+04 432.3092  8.45E+03 948  C24H38O5 3-Oxocholic acid 406.2719 - 2304-89-4 

163  401.3352  3.13E+04 356.2777  2.15E+03 966  C18H34O5 

11,12,13-trihydroxy-9-octadecenoic acid 

330.2406  

- - 

9,10,13-trihydroxy-11-octadecenoic acid C14835 - 

9,12,13-trihydroxy-10-octadecenoic acid - - 

9,10-Dihydroxy-12,13-epoxyoctadecanoate C14837 - 

9S,12S,13S-trihydroxy-10E-octadecenoic acid C14833 - 

11,12,13-TriHOME - - 

9,10,13-TriHOME(11) - - 

9,12,13-TriHOME(10) - - 

9S,10S,11R-trihydroxy-12Z-octadecenoic acid - - 

164  387.3554  5.97E+04 342.2982  3.69E+03 977  C18H36O4 

2,3-dihydroxy stearic acid 

316.2613  

- - 

5,6-dihydroxy stearic acid - - 

15,16-dihydroxy-octadecanoic acid - - 

4,14-dihydroxy-octadecanoic acid - - 

9,14-dihydroxy-octadecanoic acid - - 

165  385.3402  3.51E+04 340.2827  7.74E+03 994  C18H34O4 

hydroxy-epoxy-stearic acid isomer 

314.2457  

- - 

Dihydroxy-octadecenoic acid isomers - - 

DHOME isomers - - 

166  353.2453  7.71E+03 265.1532  4.70E+03 998  C15H22O5 

Pisumic acid 

282.1467  

- - 

Epidihydrophaseic acid - 60102-38-7 

dihydrophaseic acid C15971 - 

167  463.3858  8.08E+05 418.3291  5.52E+03 1001  C24H40O4 

Chenodeoxycholic Acid 

392.2627  

C02528 474-25-9 

3b,12b-Dihydroxy-5b-cholanoic acid - 84848-09-9 

3b,7a-Dihydroxy-5b-cholanoic acid - 566-24-5 

Hyodeoxycholic acid - 83-49-8 

3α,6α-Dihydroxy-5β-cholan-24-oic Acid - - 

Lagodeoxycholic C17646  - 

Allochenodeoxycholic acid - 15357-34-3 

3β,12α-Dihydroxy-5beta-cholan-24-oic Acid - - 

Allodeoxycholic acid - 1912-55-6 

Murocholic acid - 668-49-5 

Isodeoxycholic acid - 566-17-6 

168  459.3549  3.66E+05 414.2988  8.09E+03 1013  C24H36O4 
3,6-Dioxo-5-cholan-24-oic Acid 

388.2614  
- - 

3,7-Dioxo-5-cholan-24-oic Acid - - 

 

http://www.hmdb.ca/metabolites/HMDB02585
http://www.hmdb.ca/metabolites/HMDB00361
http://www.hmdb.ca/metabolites/HMDB00514
http://www.hmdb.ca/metabolites/HMDB00478
http://www.hmdb.ca/metabolites/HMDB00811
http://www.hmdb.ca/metabolites/HMDB02536
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

168  459.3549  3.66E+05 414.2988  8.09E+03 1013  C24H36O4 

3,12-Dioxo-5-cholan-24-oic Acid 

388.2614  

- - 

7,12-Dioxo-5-cholan-24-oic Acid - - 

3α-Hydroxy-12-oxo-5-chol-9(11)-en-24-oic Acid - - 

3α-Hydroxy-11-oxo-5β-chol-8-en-24-oic Acid - - 

3,11-Dioxo-5β-cholan-24-oic Acid - - 

3β-Hydroxy-19-oxochol-5-en-24-oic Acid - - 

3α-Hydroxy-7-oxo-5β-chol-11-en-24-oic Acid - - 

3α-Hydroxy-12-oxo-5β-chol-7-en-24-oic Acid - - 

3α-Hydroxy-12-oxo-5β-chol-8-en-24-oic Acid - - 

3α-Hydroxy-12-oxo-5β-chol-8(14)-en-24-oic Acid - - 

3α-Hydroxy-12-oxo-5β-chol-6-en-24-oic Acid - - 

3β-Hydroxy-11-oxo-5β-chol-8-en-24-oic Acid - - 

3α-Hydroxy-15-oxo-5β-chol-8-en-24-oic Acid - - 

3β-Hydroxy-7-oxochol-5-en-24-oic Acid - - 

169  443.3611  1.52E+04 380.2938  2.57E+03 1075  C24H36O3 

cholacalcioic acid  

372.2664  

- - 

(22E)-3β-Hydroxy-5α-chola-7,22-dien-24-oic Acid - - 

3α-Hydroxy-5β-chola-8,14-dien-24-oic Acid - - 

(20S,22E)-3β-Hydroxychola-5,22-dien-24-oic Acid - - 

(22E)-3β-Hydroxychola-5,22-dien-24-oic Acid - - 

3α-Hydroxy-5β-chola-8(14),11-dien-24-oic Acid - - 

3α-Hydroxy-5β-chola-7,9(11)-dien-24-oic Acid - - 

(22E)-3β-Hydroxy-5α-chola-16,22-dien-24-oic Acid - - 

3β-Hydroxychola-5,7-dien-24-oic Acid - - 

3β-Hydroxychola-5,16-dien-24-oic Acid - - 

(20S)-3β-Hydroxychola-5,16-dien-24-oic Acid - - 

170  461.3706  5.29E+05 416.3141  4.44E+03 1092  C24H38O4 

7a-Hydroxy-3-oxo-5β-cholanoic acid 

390.2770  

- 4185-00-6 

6α-Hydroxy-3-oxo-5β-cholan-24-oic Acid - - 

7α-Hydroxy-3-oxo-5α-cholan-24-oic Acid - - 

7α-Hydroxy-12-oxo-5β-cholan-24-oic Acid - - 

12α-Hydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3β,6β-Dihydroxychol-4-en-24-oic Acid - - 

3β,7α-Dihydroxychol-4-en-24-oic Acid - - 

3β,7α-Dihydroxychol-5-en-24-oic Acid - - 

3β,12α-Dihydroxychol-5-en-24-oic Acid - - 

 

http://www.hmdb.ca/metabolites/HMDB00460
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

170  461.3706  5.29E+05 416.3141  4.44E+03 1092  C24H38O4 

3α,12α-Dihydroxy-5β-chol-6-en-24-oic Acid 

390.2770  

- - 

3α,12α-Dihydroxy-5β-chol-7-en-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-8-en-24-oic Acid - - 

(22E)-3α,7α-Dihydroxy-5β-chol-22-en-24-oic Acid - - 

3α,7α-Dihydroxy-5β-chol-11-en-24-oic Acid - - 

7α,12α-Dihydroxy-5β-chol-2-en-24-oic Acid - - 

3β,19-Dihydroxychol-5-en-24-oic Acid - - 

3α,7α-Dihydroxy-5β-chol-16-en-24-oic Acid - - 

6alpha-Hydroxy-3-oxo-5beta-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

171  335.2351  4.67E+03 247.1315  7.44E+03 1109  C15H20O4 (±)Abscisic Acid 264.1362  - 14375-45-2 

172  447.3919  6.61E+04 402.3348  2.69E+03 1151  C24H40O3 

3β-Hydroxy-5α-cholan-24-oic Acid 

376.2977  

- - 

Allolithocholic acid - 2276-94-0 

Isoallolithocholic acid - 2276-93-9 

6α-Hydroxy-5β-cholan-24-oic Acid - - 

Isolithocholic acid - 1534-35-6 

173  463.3871  8.05E+03 400.3186  3.89E+03 1225  C24H40O4 

Chenodeoxycholic Acid 

392.2627  

C02528 474-25-9 

3b,12b-Dihydroxy-5b-cholanoic acid - 84848-09-9 

3b,7a-Dihydroxy-5b-cholanoic acid - 566-24-5 

Hyodeoxycholic acid - 83-49-8 

3α,6α-Dihydroxy-5β-cholan-24-oic Acid - - 

Lagodeoxycholic C17646  - 

Allochenodeoxycholic acid - 15357-34-3 

3β,12α-Dihydroxy-5beta-cholan-24-oic Acid - - 

Allodeoxycholic acid - 1912-55-6 

Murocholic acid - 668-49-5 

Isodeoxycholic acid - 566-17-6 

174  369.3451  8.22E+04 324.2876  7.44E+03 1258  C18H34O3 

9-hydroxy-12Z-octadecenoic acid 

298.2508  

- - 

12-hydroxy-10E-octadecenoic acid - - 

9-hydroxy-10Z-octadecenoic acid - - 

17-hydroxy-9Z-octadecenoic acid - - 

12R-hydroxy-9Z-octadecenoic acid - - 

5-hydroxy-2-octadecenoic acid - - 

8-hydroxy-9-octadecenoic acid - - 

 

http://www.hmdb.ca/metabolites/HMDB00381
http://www.hmdb.ca/metabolites/HMDB00713
http://www.hmdb.ca/metabolites/HMDB00717
http://www.hmdb.ca/metabolites/HMDB02585
http://www.hmdb.ca/metabolites/HMDB00361
http://www.hmdb.ca/metabolites/HMDB00514
http://www.hmdb.ca/metabolites/HMDB00478
http://www.hmdb.ca/metabolites/HMDB00811
http://www.hmdb.ca/metabolites/HMDB02536
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

174  369.3451  8.22E+04 324.2876  7.44E+03 1258  C18H34O3 

9-hydroxy-10E-octadecenoic acid 

298.2508 

- - 

9R-hydroxy-12E-octadecenoic acid - - 

10-hydroxy-8-octadecenoic acid - - 

11-hydroxy-9-octadecenoic acid - - 

3S,7,11-Trimethyl-6,10-dodecadienoic acid - - 

2R-hydroxy-oleic acid - - 

Isoricinoleic Acid - - 

HOME isomers - - 

175  369.3444  1.20E+05 324.2878  8.85E+03 1280  C18H34O3 

9-hydroxy-12Z-octadecenoic acid 

298.2508  

- - 

12-hydroxy-10E-octadecenoic acid - - 

9-hydroxy-10Z-octadecenoic acid - - 

17-hydroxy-9Z-octadecenoic acid - - 

12R-hydroxy-9Z-octadecenoic acid - - 

5-hydroxy-2-octadecenoic acid - - 

8-hydroxy-9-octadecenoic acid - - 

9-hydroxy-10E-octadecenoic acid - - 

9R-hydroxy-12E-octadecenoic acid - - 

10-hydroxy-8-octadecenoic acid - - 

11-hydroxy-9-octadecenoic acid - - 

3S,7,11-Trimethyl-6,10-dodecadienoic acid - - 

2R-hydroxy-oleic acid - - 

Isoricinoleic Acid - - 

HOME isomers - - 

176  367.3299  2.19E+04 322.2726  4.97E+03 1283  C18H32O3 

(±)9-HODE 

296.2351  

- 98524-19-7 

Dimorphecolic acid - - 

Densipolic acid - - 

(±)13-HODE - 73804-64-5 

alpha-artemisic acid - - 

6-hydroxy-9Z,12Z-octadecadienoic acid - - 

9S-hydroxy-10E,12E-octadecadienoic acid - - 

12R-hydroxy-9Z,15Z-octadecadienoic acid - - 

13R-hydroxy-9E,11Z-octadecadienoic acid - - 

13S-hydroxy-9E,11Z-octadecadienoic acid - - 

8S-HODE C08318 - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

176  367.3299  2.19E+04 322.2726  4.97E+03 1283  C18H32O3 

Avenoleic acid 

296.2351  

- - 

2R-hydroxy-linoleic acid - - 

6-HODE - - 

beta-Dimorphecolic acid - - 

12R-HODE - - 

12-Hydroxy-8,10-octadecadienoic acid - 170171-31-0 

10R-HODE - - 

10S-HODE - - 

8R-HODE - - 

177  365.3142  4.14E+03 320.2558  1.72E+03 1290  C18H30O3 

alpha-kamlolenic acid 

294.2195  

- - 

beta-kamlolenic acid - - 

2-hydroxy-9Z,12Z,15Z-octadecatrienoic acid - - 

9-oxo-10,12-octadecadienoic acid - - 

(9E,11E)-13-oxooctadeca-9,11-dienoic acid - - 

9-OxoODE C14766 54232-59-6 

12,13S-EpODE C04594 - 

13-OxoODE C14765 54739-30-9 

9(S)-HOTrE C16326 89886-42-0 

13-HOTE - - 

α-9(10)-EpODE - - 

α-12(13)-EpODE - - 

α-15(16)-EpODE - - 

γ- 6(7)-EpODE - - 

γ- 9(10)-EpODE - - 

γ- 12(13)-EpODE - - 

13(S)-HOTrE C16316 87984-82-5 

10-oxo-11-phytoenoic acid - - 

15,16-dihydro-12-oxo-10-phytoenoic acid - - 

10,11-dihydro-12-oxo-15-phytoenoic acid - - 

Colneleic acid C19827 - 

9-HOTE - - 

17-Hydroxylinolenic acid C16346 - 

2-HoTrE - - 

9S,10-epoxy-10,12Z-octadecadienoic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

177  365.3142  4.14E+03 320.2558  1.72E+03 1290  C18H30O3 

2R-hydroxy-9Z,12Z,15Z-octadecatrienoic acid 

294.2195  

- - 

15,16-Epoxy-9,12-octadecadienoic acid - - 

12,13-Epoxy-9,15-octadecadienoic acid - 88159-18-6 

2-Hydroxylinolenic acid - - 

(9Z,12Z,14E)-16-Hydroxy-9,12,14-octadecatrienoic acid - 81325-65-7 

3,4-Dimethyl-5-pentyl-2-furanheptanoic acid - 92745-17-0 

178  369.3440  2.32E+05 324.2875  3.44E+04 1391  C18H34O3 

11-Oxooctadecanoic acid 

298.2508  

- 2388-83-2 

17-oxo-octadecanoic acid - - 

16-oxo-octadecanoic acid - - 

15-oxo-octadecanoic acid - - 

14-oxo-octadecanoic acid - - 

13-oxo-octadecanoic acid - - 

12-oxo-octadecanoic acid - - 

5-Hexyltetrahydro-2-furanoctanoic acid - 61781-98-4 

10-Oxooctadecanoic acid - 4158-12-7 

9-Oxooctadecanoic acid - 4114-74-3 

8-oxo-octadecanoic acid - - 

7-keto-stearic acid - - 

6-keto stearic acid - - 

5-Oxooctadecanoic acid - 16694-31-8 

4-keto stearic acid - - 

3-Oxooctadecanoic acid - - 

2-oxo-octadecanoic acid - - 

6R,7S-epoxy-octadecanoic acid - - 

9,10-epoxyoctadecanoic acid - - 

179  248.1405  4.12E+04 203.0839  9.42E+03 469  C9H7NO3 5-Hydroxyindol-2-carboxylic acid 177.0426  - 21598-06-1 

180  258.1799  8.33E+03 213.1224  1.57E+03 470  C8H13NO4 

 2-Keto-6-acetamidocaproate 

187.0845  

C05548 - 

N2-Acetyl-L-aminoadipate semialdehyde C12988  - 

6-Acetamido-3-oxohexanoate C03682 - 

181  278.1478  7.91E+04 233.0910  8.63E+04 471  C10H9NO4 
4-(2-Aminophenyl)-2,4-dioxobutanoic acid 

207.0532  
C01252  - 

2-Formaminobenzoylacetate C05835 - 

182  245.1849  4.08E+03 200.1312  1.81E+03 472  C8H14O4 

2-Propylglutaric acid 

174.0892  

C16658 32806-62-5 

3-Methylpimelic acid - 10200-31-4 

Ethyladipic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

183  209.1272  4.25E+03 164.0696  1.15E+04 472  C7H6O3 

Salicylic acid 

138.0317  

C00805 69-72-7 

m-Salicylic acid C00587 99-06-9 

p-Salicylic acid C00156 99-96-7 

184  201.1224  3.20E+03 156.0633  1.54E+03 472  C5H6O4 

1,1-Cyclopropanedicarboxylic acid 

130.0266  

- 598-10-7 

Mesaconic acid C01732 498-24-8 

Glutaconic acid C02214 1724-02-3 

Citraconic acid C02226 498-23-7 

Itaconic acid C00490 97-65-4 

185  229.1538  5.58E+03 184.0960  2.29E+03 472  C7H10O4 
2-Isopropylmaleate 

158.0579  
- 44976-69-4 

1,1-cyclopentanedicarboxylic acid C02631 5802-65-3 

186  274.2117  1.62E+03 229.1538  5.58E+03 472  C9H17NO4 

 L-Glutamic acid n-butyl ester 

203.1158  

- 152726-66-4 

 2-[(tert-Butoxycarbonyl)amino]butanoic acid - - 

 3-((tert-Butoxycarbonyl)amino)butanoic acid - - 

 3-[(tert-Butoxycarbonyl)amino]-2-methylpropanoic acid - - 

 3-Amino-2,2-diethylpentanedioic acid - - 

4-Amino-5-(tert-butoxy)-5-oxopentanoic acid - - 

2-Amino-5-butoxy-5-oxopentanoic acid - - 

3-(Methoxycarbonylamino)-2,2,3-trimethylbutanoic acid - - 

187  246.1798  2.08E+04 201.1224  3.20E+03 472  C7H13NO4 
N-Carboxyethyl-γ-aminobutyric acid 

175.0845  
- - 

2-Aminoheptanedioic acid - - 

188  213.1591  1.80E+03 150.0904  1.12E+04 472  C7H10O3 7-Hydroxy-5-heptynoic acid 142.0630  C03767 - 

189  237.1219  2.04E+03 192.0647  1.60E+03 484  C8H6O4 

Terephthalic acid 

166.0266  

C06337 100-21-0 

3-Formylsalicylic acid C14096 610-04-8 

4-Formylsalicylic acid C14100 51572-88-4 

190  251.1485  1.97E+04 206.0914  6.60E+03 484  C8H8N2O3 
Nicotinuric acid 180.0535  C05380 583-08-4 

Isonicotinylglycine 180.0535  C16623 2015-20-5 

191  173.1635  6.20E+03 128.1058  1.04E+04 486  C5H10O2 

(±)-2-Methylbutyric acid 

102.0681  

C18319 116-53-0 

Isovaleric acid C08262 503-74-2 

Pivalic acid - 1184-88-9 

192  173.1625  3.59E+04 128.1048  6.05E+04 490  C5H10O2 

(±)-2-Methylbutyric acid 

102.0681  

C18319 116-53-0 

Isovaleric acid C08262 503-74-2 

Pivalic acid - 1184-88-9 

193  200.1382  2.34E+03 155.0803  5.05E+03 531  C5H7NO3 
Pyrroline hydroxycarboxylic acid 

129.0426  
C04281  22573-88-2 

Pyroglutamic acid C01879 98-79-3 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

193  200.1382  2.34E+03 155.0803  5.05E+03 531  C5H7NO3 

N-Acryloylglycine 

129.0426  

- - 

L-1-Pyrroline-3-hydroxy-5-carboxylate C04281  - 

4-Oxoproline C01877  - 

1-Pyrroline-4-hydroxy-2-carboxylate C04282  - 

(R)-(+)-2-Pyrrolidone-5-carboxylic acid C02237  4042-36-8 

194  235.1425  9.01E+03 147.0429  9.05E+03 549  C9H8O3 

3-(4-Hydroxyphenyl)acrylic acid 

164.0473  

- 7400-08-0 

m-Coumaric acid C12621  588-30-7 

2-Hydroxycinnamic acid C01772  583-17-5 

p-Coumaric acid C00811  501-98-4 

Phenylpyruvic acid C00166  156-06-9 

Enol-phenylpyruvate C02763 5801-57-0 

4-Hydroxycinnamic acid C00811  - 

cis-2-Hydroxycinnamate C05838 - 

3-Oxo-3-phenylpropanoate C07114 29285-17-4 

9-hydroxy-7E-Nonene-3,5-diynoic acid - - 

9-hydroxy-7Z-Nonene-3,5-diynoic acid - - 

cis-p-Coumaric acid - 4501-31-9 

195  288.1693  8.19E+03 243.1116  5.74E+03 588  C12H11NO3 
3-Methylindolepyruvate 

217.0739  
C05644 - 

(S)-beta-Methylindolepyruvate C03914  - 

196  201.1585  1.29E+04 156.1010  1.56E+03 595  C6H10O3 

2-Methyl-3-ketovaleric acid 

130.0629  

- 14925-93-0 

Ketoleucine C00233  816-66-0 

3-Methyl-2-oxovaleric acid C03465  1460-34-0 

2-Ketohexanoic acid C00902 - 

(R)-3-methyl-2-oxo-Pentanoic acid C06008 - 

3-oxo-4-methyl-pentanoic acid C03467  - 

3-keto-n-caproic acid C02122  - 

4-keto-n-caproic acid - - 

5-keto-n-caproic acid C02129  - 

Adipate semialdehyde C06102  - 

2-keto-n-caproic acid - - 

197  278.1842  2.29E+03 190.0852  2.08E+03 597  C11H13NO3 

N-Acetyl-L-phenylalanine 

207.0895  

C03519 2018-61-3 

1-Isoquinolinecarboxylic acid, 1,2,3,4-tetrahydro-6-hydroxy-1-methyl- - - 

Phenylpropionylglycine - - 

N-Acetyl-D-phenylalanine C05620 10172-89-1 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

198  248.1743  3.41E+03 203.1162  1.89E+03 605  C10H11NO2  Plantagonine 177.0790  - 21857-97-6 

199  257.1842  2.15E+04 212.1268  1.52E+04 618  C9H14O4 

cis-2-Carboxycyclohexyl-acetic acid 

186.0892  

C14112  14715-37-8 

5-(2-Methylpropyl)tetrahydro-2-oxo-3-furancarboxylic acid - - 

5-Butyltetrahydro-2-oxo-3-furancarboxylic acid - - 

4-Methylcyclohexane-1,1-dicarboxylic acid - - 

200  288.1692  1.07E+04 243.1115  6.69E+03 619  C12H11NO3 
3-Methylindolepyruvate 

217.0739  
C05644 - 

(S)-beta-Methylindolepyruvate C03914  - 

201  337.2457  1.30E+04 292.1950  1.73E+03 656  C15H22O4 

Gemfibrozil M1 

266.1518  

- 80373-12-2 

Gemfibrozil M4 - 80373-14-4 

Xanthoxic acid C13454 - 

4'-Dihydroabscisic acid - 84026-26-6 

202  257.2208  6.82E+03 212.1633  5.69E+03 681  C10H18O3 

10-hydroxy-2E-decenoic acid 

186.1256  

- - 

9R-hydroxy-2E-decenoic acid - - 

9S-hydroxy-2E-decenoic acid - - 

6-hydroxy-3-isopropenylheptanoic acid - - 

(3R)-6-Hydroxy-3-isopropenyl-heptanoate C11404 - 

(3S)-6-Hydroxy-3-isopropenyl-heptanoate C11417 - 

(5S)-6-Hydroxy-5-isopropenyl-2-methylhexanoate C11420 - 

(5R)-6-Hydroxy-5-isopropenyl-2-methylhexanoate C11406 - 

9-hydroxy-2E-decenoic acid - - 

10-hydroxy-2Z-decenoic acid - - 

10-hydroxy-8E-decenoic acid - - 

(R,E)-9-Hydroxy-2-decenoic acid - - 

(S,E)-(+)-9-Hydroxy-2-decenoic acid - - 

203  423.2836  1.25E+04 378.2257  1.54E+03 689  C19H28O6 Idebenone Metabolite (QS-10) 352.1886  - 58185-99-2 

204  327.2614  4.19E+03 264.1944  1.96E+03 697  C14H24O4 
5-Nonyltetrahydro-2-oxo-3-furancarboxylic acid 

256.1675  
- - 

Monomenthyl succinate - 188709-97-9 

205  329.1847  1.73E+03 284.1258  1.54E+03 701  C15H14O4 
4'-Hydroxyfenoprofen 

258.0892  
- 107265-16-7 

2,2-Bis(4-hydroxyphenyl)-propanoic acid C13633 92549-67-2 

206  227.2103  5.52E+03 182.1527  1.03E+04 707  C9H16O2 

6-methyl-5-octenoic acid 

156.1150  

- - 

2-amyl 3-butenoic acid - - 

α-nonylenic acid - - 

β-nonylenic acid - - 

8-nonylenic acid - - 

 

http://www.genome.jp/dbget-bin/www_bget?cpd:C13633
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

206  227.2103  5.52E+03 182.1527  1.03E+04 707  C9H16O2 

2E-nonenoic acid 

156.1150 

- - 

3Z-nonenoic acid - - 

4E-nonenoic acid - - 

6E-nonenoic acid - - 

2,6-Dimethyl-5-heptenoic acid - - 

6Z-Nonenoic acid - - 

C9:1n-7 - - 

C9:1n-6 - - 

C9:1n-5 - - 

C9:1n-3 - - 

207  285.2157  9.52E+03 240.1583  3.88E+03 717  C11H18O4 

alpha-Carboxy-delta-decalactone 

214.1205  

- - 

2-Carboxy-5,7-dimethyl-4-octanolide - - 

2,2'-(3-methylcyclohexane-1,1-diyl)diacetic acid - - 

5-Hexyltetrahydro-2-oxo-3-furancarboxylic acid - - 

208  423.3196  1.55E+04 378.2618  1.57E+03 730  C20H32O5 

Prostaglandin E2 

352.2250  

- 363-24-6 

Prostaglandin D2 - 41598-07-6 

20-Hydroxy-leukotriene B4 - 79516-82-8 

Thromboxane A2  - 57576-52-0 

209  301.2470  5.47E+03 256.1894  1.56E+03 745  C12H22O4 2,2,7,7-Tetramethyloctanedioic acid 230.1518  - 16386-99-5 

210  271.2364  5.10E+03 226.1788  3.67E+03 746  C11H20O3 

Pelargonyl acetic acid 

200.1412  

- - 

3-capryl propionic acid - - 

4-heptanoyl butyric acid - - 

8-propionyl caprylic acid - - 

9-acetyl pelargonic acid - - 

2-hydroxy-10-undecenoic acid - - 

2-oxo-undecanoic acid - - 

9-Hydroxy-10-undecenoic acid - - 

5-hydroxy-2-undecenoic acid - - 

211  225.1946  3.00E+03 180.1372  4.75E+03 757  C9H14O2 

(E)-2,6-Dimethyl-2,5-heptadienoic acid 

154.0994  

- 261949-42-2 

8-Nonynoic acid - - 

7-Nonynoic acid - - 

6-Nonynoic acid - - 

5-Nonynoic acid - - 

4-Nonynoic acid - - 

 

http://www.hmdb.ca/metabolites/HMDB01220
http://www.hmdb.ca/metabolites/HMDB01403
http://www.hmdb.ca/metabolites/HMDB01509
http://www.hmdb.ca/metabolites/HMDB01452
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

211  225.1946  3.00E+03 180.1372  4.75E+03 757  C9H14O2 

2-Nonynoic acid 

154.0994 

- - 

C9:2n-2,4 - - 

C9:2n-5,7 - - 

2,6-nonadienoic acid - - 

212  313.2468  2.46E+04 268.1895  4.61E+03 760  C13H22O4 2-Carboxy-4-dodecanolide 242.1518  - - 

213  314.2433  1.61E+04 269.1869  1.52E+03 762  C12H21NO4 8-Acetamido-2-methyl-7-oxononanoic acid 243.1471  - - 

214  335.2312  3.76E+03 290.1736  1.58E+03 765  C15H20O4 

(±)Abscisic Acid 

264.1362  

- 14375-45-2 

Hirsutic acid C C09683  3650-17-7 

γ-CEHC - 178167-75-4 

215  227.2103  8.53E+03 182.1527  1.14E+04 766  C9H16O2 

6-methyl-5-octenoic acid 

156.1150  

- - 

2-amyl 3-butenoic acid - - 

α-nonylenic acid - - 

β-nonylenic acid - - 

8-nonylenic acid - - 

2E-nonenoic acid - - 

3Z-nonenoic acid - - 

4E-nonenoic acid - - 

6E-nonenoic acid - - 

2,6-Dimethyl-5-heptenoic acid - - 

6Z-Nonenoic acid - - 

C9:1n-7 - - 

C9:1n-6 - - 

C9:1n-5 - - 

C9:1n-3 - - 

216  357.2836  8.28E+03 312.2271  1.59E+03 777  C14H26N2O4 N-Acetyl-leucyl-leucine 286.1893  C11333 - 

217  357.2154  4.00E+04 312.1580  1.63E+04 778  C17H18O4 

Bifemelane (M5) 

286.1205  

- 101948-34-9 

Bifemelane (M4) - 101948-33-8 

Diphenolic acid C14294 126-00-1 

218  299.2311  5.29E+03 254.1741  4.11E+03 782  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

9,12-dioxo-dodecanoic acid - - 

2Z-Dodecenedioic acid - - 

5-Heptyltetrahydro-2-oxo-3-furancarboxylic acid - - 

2-Butenedioic acid (2Z)-, monoisooctyl ester - - 

 

http://www.genome.jp/dbget-bin/www_bget?cpd:C11333
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

218  299.2311  5.29E+03 254.1741  4.11E+03 782  C12H20O4 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid 

228.1362  

- - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

Dodecanoic acid, 9,12-dioxo- - - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

 2-(tert-Butoxycarbonyl)cyclohexane-1-carboxylic acid - - 

219  291.2082  7.90E+03 246.1511  1.52E+03 785  C13H16O3 2-Isopropyl-3-Methoxycinnamic Acid 220.1099  - - 

220  299.2311  5.87E+03 254.1741  4.42E+03 792  C12H20O4 

(-)-11-hydroxy-9,10-dihydrojasmonic acid 

228.1362  

- - 

(-)-12-hydroxy-9,10-dihydrojasmonic acid - - 

9,12-dioxo-dodecanoic acid - - 

2Z-Dodecenedioic acid - - 

5-Heptyltetrahydro-2-oxo-3-furancarboxylic acid - - 

2-Butenedioic acid (2Z)-, monoisooctyl ester - - 

 2,2'-(4,4-dimethylcyclohexane-1,1-diyl)diacetic acid - - 

8,8a-dihydroxy-4a-methyl-1,2,3,4,5,6,7,8-octahydronaphthalene-2-carboxylic 

acid 
- - 

Dodecanoic acid, 9,12-dioxo- - - 

1-(Carboxymethyl)-2-propylcyclohexane-1-carboxylic acid - - 

 2-(tert-Butoxycarbonyl)cyclohexane-1-carboxylic acid - - 

221  325.2468  1.49E+04 280.1895  5.48E+03 802  C14H22O4 

C75 

254.1518  - 

191282-48-1 

(+)-trans-C75 1234694-20-2 

(-)-trans-C75 1234694-22-4 

222  295.2361  2.95E+03 250.1800  1.58E+03 804  C13H20O3 13-Oxo-9,11-tridecadienoic acid 224.1412  - 125407-60-5 

223  227.2104  6.94E+03 182.1529  3.32E+03 841  C9H16O2 

6-methyl-5-octenoic acid 

156.1150  

- - 

2-amyl 3-butenoic acid - - 

α-nonylenic acid - - 

β-nonylenic acid - - 

8-nonylenic acid - - 

2E-nonenoic acid - - 

3Z-nonenoic acid - - 

4E-nonenoic acid - - 

6E-nonenoic acid - - 

2,6-Dimethyl-5-heptenoic acid - - 

6Z-Nonenoic acid - - 

C9:1n-7 - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

223  227.2104  6.94E+03 182.1529  3.32E+03 841  C9H16O2 

C9:1n-6 

156.1150  

- - 

C9:1n-5 - - 

C9:1n-3 - - 

224  265.2257  2.02E+04 220.1683  1.03E+04 911  C12H18O3 
 Jasmonic Acid 

210.1256  
C08491 6894-38-8 

Sedanonic acid - - 

225  477.3650  2.41E+05 432.3092  1.27E+04 913  C24H38O5 

3,7-Dihydroxy-12-oxocholanoic acid 

406.2719  

- 2458-08-4 

6α,7α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

2β,3β-Dihydroxy-6-oxo-5α-cholan-24-oic Acid - - 

3α,6α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-6-oxo-5β-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-6-oxo-5α-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3β,7α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3β,7β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3α,7β-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3β,7α-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3β,7β-Dihydroxy-12-oxo-5α-cholan-24-oic Acid - - 

3β,12α-Dihydroxy-7-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3β,12α-Dihydroxy-7-oxo-5α-cholan-24-oic Acid - - 

3α,12β-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α-Dihydroxy-15-oxo-5β,14β-cholan-24-oic Acid - - 

7α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

7α,12α-Dihydroxy-3-oxo-5α-cholan-24-oic Acid - - 

3β,7α,12α-Trihydroxychol-5-en-24-oic Acid - - 

(22E)-3α,6β,7β-Trihydroxy-5β-chol-22-en-24-oic Acid - - 

(22E)-3α,7α,12α-Trihydroxy-5β-chol-22-en-24-oic Acid - - 

6β,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

6α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic Acid - - 

3α,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3β,9α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,7α,12α-Trihydroxy-5α-chol-22-en-24-oic acid - - 

3α,11α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

 



S31 

 

Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

225  477.3650  2.41E+05 432.3092  1.27E+04 913  C24H38O5 

3α,11β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid 

406.2719  

- - 

3α,7α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,12α,15β-Trihydroxy-5β-chol-8(14)-en-24-oic Acid - - 

3α,12α-Dihydroxy-11-oxo-5β-cholan-24-oic Acid - - 

3α,7α,12α-Trihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

3α,7α,12β-Trihydroxy-5β-chol-9(11)-en-24-oic Acid - - 

3α,6α-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,6β-Dihydroxy-12-oxo-5β-cholan-24-oic Acid - - 

3α,7α-Dihydroxy-22-oxo-5β-cholan-24-oic Acid - - 

3-Oxocholic acid - 2304-89-4 

7-Ketodeoxycholic acid - 911-40-0 

226  338.2417  1.57E+04 250.1419  6.32E+03 914  C14H21NO4 Metoprolol acid 267.1471  - 56392-14-4 

227  399.3198  4.35E+03 336.2519  1.94E+03 922  C18H32O5 

9S,11R,15S-trihydroxy-2,3-dinor-13E-prostaenoic acid-cyclo[8S,12R] 

328.2250  

C14795 - 

9,12,13-trihydroxy-10,15-octadecadienoic acid - - 

9-hydroperoxy-12,13-epoxy-10-octadecenoic acid - - 

11-hydroperoxy-12,13-epoxy-9-octadecenoic acid - - 

9,12,13,TriHODE - - 

9S,10S,11R-trihydroxy-12Z,15Z-octadecadienoic acid - - 

9S,12S,13S-trihydroxy-10E,15Z-octadecadienoic acid - - 

Corchorifatty acid F - 95341-44-9 

228  329.2781  7.28E+03 284.2208  2.54E+03 940  C14H26O4 

2-methyl-tridecanedioic acid 

258.1831  

- - 

3-methyl-tridecanedioic acid - - 

4-methyl-tridecanedioic acid - - 

229  477.3650  1.18E+04 432.3092  7.68E+03 941  C24H38O5 

3,7-Dihydroxy-12-oxocholanoic acid 

406.2719  

- 2458-08-4 

6α,7α-Dihydroxy-3-oxo-5β-cholan-24-oic acid - - 

2β,3β-Dihydroxy-6-oxo-5α-cholan-24-oic acid - - 

3α,6α-Dihydroxy-7-oxo-5β-cholan-24-oic acid - - 

3α,7α-Dihydroxy-6-oxo-5β-cholan-24-oic acid - - 

3α,7β-Dihydroxy-6-oxo-5α-cholan-24-oic acid - - 

3α,7β-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3β,7α-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3β,7β-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3α,7α-Dihydroxy-12-oxo-5α-cholan-24-oic acid - - 

3α,7β-Dihydroxy-12-oxo-5α-cholan-24-oic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

229  477.3650  1.18E+04 432.3092  7.68E+03 941  C24H38O5 

3β,7α-Dihydroxy-12-oxo-5α-cholan-24-oic acid 

406.2719  

- - 

3β,7β-Dihydroxy-12-oxo-5α-cholan-24-oic acid - - 

3β,12α-Dihydroxy-7-oxo-5β-cholan-24-oic acid - - 

3α,12α-Dihydroxy-7-oxo-5α-cholan-24-oic acid - - 

3β,12α-Dihydroxy-7-oxo-5α-cholan-24-oic acid - - 

3α,12β-Dihydroxy-11-oxo-5β-cholan-24-oic acid - - 

3α,12α-Dihydroxy-15-oxo-5β,14β-cholan-24-oic acid - - 

7α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic acid - - 

7α,12α-Dihydroxy-3-oxo-5α-cholan-24-oic acid - - 

3β,7α,12α-Trihydroxychol-5-en-24-oic acid - - 

(22E)-3α,6β,7β-Trihydroxy-5β-chol-22-en-24-oic acid - - 

(22E)-3α,7α,12α-Trihydroxy-5β-chol-22-en-24-oic acid - - 

6β,12α-Dihydroxy-3-oxo-5β-cholan-24-oic acid - - 

6α,12α-Dihydroxy-3-oxo-5β-cholan-24-oic acid - - 

3α,9α-Dihydroxy-11-oxo-5β-cholan-24-oic acid - - 

3β,9α-Dihydroxy-11-oxo-5β-cholan-24-oic acid - - 

3α,7α,12α-Trihydroxy-5α-chol-22-en-24-oic acid - - 

3α,11α-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3α,11β-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3α,7α-Dihydroxy-11-oxo-5β-cholan-24-oic acid - - 

3α,12α,15β-Trihydroxy-5β-chol-8(14)-en-24-oic acid - - 

3α,12α-Dihydroxy-11-oxo-5β-cholan-24-oic acid - - 

3α,7α,12α-Trihydroxy-5β-chol-9(11)-en-24-oic acid - - 

3α,7α,12β-Trihydroxy-5β-chol-9(11)-en-24-oic acid - - 

3α,6α-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3α,6β-Dihydroxy-12-oxo-5β-cholan-24-oic acid - - 

3α,7α-Dihydroxy-22-oxo-5β-cholan-24-oic acid - - 

3-Oxocholic acid - 2304-89-4 

7-Ketodeoxycholic acid - 911-40-0 

230  399.3194  5.25E+03 354.2619  1.51E+03 986  C18H32O5 

9S,11R,15S-trihydroxy-2,3-dinor-13E-prostaenoic acid-cyclo[8S,12R] 

328.2250  

C14795 - 

9,12,13-trihydroxy-10,15-octadecadienoic acid - - 

9-hydroperoxy-12,13-epoxy-10-octadecenoic acid - - 

11-hydroperoxy-12,13-epoxy-9-octadecenoic acid - - 

9,12,13,TriHODE - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

230  399.3194  5.25E+03 354.2619  1.51E+03 986  C18H32O5 

9S,10S,11R-trihydroxy-12Z,15Z-octadecadienoic acid 

328.2250  

- - 

9S,12S,13S-trihydroxy-10E,15Z-octadecadienoic acid - - 

Corchorifatty acid F - 95341-44-9 

231  446.3781  8.49E+03 401.3214  3.40E+03 1003  C23H37NO3 N-Arachidonoyl-L-Alanine 375.2773  - 401941-73-9 

232  383.3252  1.70E+04 320.2570  8.17E+03 1198  C18H32O4 

8,13-dihydroxy-9,11-octadecadienoic acid 

 

C14831 - 

9,14-dihydroxy-10,12-octadecadienoic acid C07338 - 

7S,8S-DiHODE - - 

9-hydroxy-10-oxo-12(Z)-octadecenoic acid C19618 - 

α-9,10-DiHODE C14827 29774-12-7 

α-12,13-DiHODE C04717 33964-75-9 

α-15,16-DiHODE - - 

γ- 6,7-DiHODE - - 

γ- 9,10-DiHODE - - 

γ- 12,13-DiHODE - - 

8,13-DiHODE - - 

9,14-DiHODE - - 

9-hydroxy-10-oxo-12-octadecenoic acid - - 

9-hydroxy-12-oxo-10-octadecenoic acid - - 

9-hydroxy-13-oxo-10-octadecenoic acid - - 

9-oxo-13-hydroxy-11-octadecenoic acid - - 

10-oxo-13-hydroxy-11-octadecenoic acid - - 

12-oxo-13-hydroxy-9-octadecenoic acid - - 

9,10-dioxo-octadecanoic acid - - 

9-hydroxy-10-oxo-12Z-octadecenoic acid - - 

12-oxo,13-hydroxy-9Z-octadecenoic acid - - 

8R,11S-DiHODE - - 

5S,8R-DiHODE - - 

233  321.2884  9.91E+03 276.2308  5.67E+03 1283  C16H26O2 

4,7,10-Hexadecatrienoic acid 

250.1933  

- - 

5E,8E,11E-hexadecatrienoic acid - - 

6,9,12-Hexadecatrienoic acid - - 

Hiragonic acid - - 

7,10,13-Hexadecatrienoic acid - - 

9,12,15-Hexadecatrienoic acid - - 

7,10,13-Hexadecatrienoic acid - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

233  321.2884  9.91E+03 276.2308  5.67E+03 1283  C16H26O2 

C16:3n-6,9,12 

250.1933  

- - 

C16:3n-5,8,11 - - 

C16:3n-4,7,10 - - 

C16:3n-1,4,7 - - 

C16:4n-3,6,9,12 - - 

16:3(6Z,9Z,12Z) - - 

7Z,10Z,13Z-hexadecatrienoic acid - - 

234  349.3190  5.39E+04 304.2616  1.55E+04 1339  C18H30O2 

Linolenelaidic acid 

278.2246  

- 28290-79-1 

Calendic acid - 28872-28-8 

Gamma-Linolenic acid - 506-26-3 

235  337.2506  2.65E+05 274.1864  3.97E+03 1361  C15H22O4 

Gemfibrozil M1 

266.1518  

- 80373-12-2 

Gemfibrozil M4 - 80373-14-4 

Xanthoxic acid C13454 - 

4'-Dihydroabscisic acid - 84026-26-6 

236  309.2555  1.70E+04 221.1522  1.02E+04 1380  C14H22O3 

(9R,13R)-1a,1b-dihomo-jasmonic acid 

238.1569  

- - 

(9S,13S)-1a,1b-dihomo-jasmonic acid - - 

7-Oxo-11E,13-Tetradecadienoic acid - - 

237  311.3038  1.20E+04 266.2464  6.94E+03 1429  C15H28O2 

2-Pentadecenoic acid 

240.2089  

- - 

14-Pentadecenoic acid - - 

10Z-Pentadecenoic acid - - 

6-Pentadecenoic acid - - 

2,5-Dimethyl-2E-tridecenoic acid - - 

9-Pentadecenoic acid - 15451-50-0 

238  313.3190  6.30E+05 268.2617  3.54E+05 1473  C15H30O2 

Pentadecylic acid 

242.2246  

C16537 1002-84-2 

(+)-12-Methyl myristic acid C16665 5502-94-3 

Isopentadecylic acid - - 

4,12-Dimethyl-tridecanoic acid - - 

2-Methyl-tetradecanoic acid - 7620-57-7 

3,7,11-Trimethyl-dodecanoic acid - - 

3-Methyl-tetradecanoic acid - - 

11-Methyl-tetradecanoic acid - - 

2,6,10-Trimethyldodecanoic acid - 168254-98-6 

3,5-Dimethyltridecanoic acid - - 

239  387.3349  7.14E+03 342.2773  2.51E+03 1526  C21H32O2 C21:5n-3,6,9,12,15 316.2402  - - 

 

http://www.hmdb.ca/metabolites/HMDB30964
http://www.hmdb.ca/metabolites/HMDB30962
http://www.hmdb.ca/metabolites/HMDB03073
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

240  339.3349  5.05E+04 294.2773  2.32E+04 1564  C17H32O2 
10Z-Heptadecenoic acid 

268.2402  
- - 

9-Heptadecylenic acid C16536 - 

241  339.2665  2.67E+04 276.2014  3.19E+03 1720  C15H24O4 Acoric acid 268.1675  - 5956-06-9 

242  377.3500  1.22E+05 332.2929  2.49E+04 1720  C20H34O2 

11,14,17-Eicosatrienoic acid 

306.2559  

C16522 17046-59-2 

Eicosatrienoic acid - 27070-56-0 

2E,4E,8Z-eicosatrienoic acid - - 

Podocarpric acid - - 

5,8,11-Eicosatrienoic acid  - 20590-32-3 

243  367.3659  5.03E+04 322.3085  1.61E+04 1753  C19H36O2 Nonadeca-10(Z)-enoic acid 296.2715  - 67228-95-9 

244  403.3652  4.36E+05 358.3076  4.14E+04 1769  C22H36O2 

4,7,10,13-Docosatetraenoic acid 

332.2715  

- - 

8,12,16,19-Docosatetraenoic acid - - 

cis-4,10,13,16-Docosatetraenoic acid - 122068-08-0 

10-[3]-Ladderane-decanoic acid - - 

8, 12, 16, 19 (20)-Docosatetraenoic acid; C22:4n-3,6,10,14 - - 

245  429.3812  4.92E+03 384.3247  3.32E+03 1780  C24H38O2 
Tetracosapentaenoic acid (24:5n-6) 

358.3872  
- - 

Tetracosapentaenoic acid (24:5n-3) - - 

246  403.3652  1.03E+05 358.3076  9.84E+03 1820  C22H36O2 

4,7,10,13-Docosatetraenoic acid 

332.2715  

- - 

8,12,16,19-Docosatetraenoic acid - - 

cis-4,10,13,16-Docosatetraenoic acid - 122068-08-0 

10-[3]-Ladderane-decanoic acid - - 

8, 12, 16, 19 (20)-Docosatetraenoic acid; C22:4n-3,6,10,14 - - 

247  421.3062  7.86E+03 376.2570  1.62E+05 1891  C20H30O5 

PGE3 

350.2093  

C06439 802-31-3 

PGK2 - 275816-51-8 

15-Keto-PGE2 C04707 - 

PGI3 - 68324-96-9 

TXA3 - - 

Lipoxin A5 - 110657-98-2 

15-Dehydro-prostaglandin D2 C04758 - 

Resolvin E1 - - 

15-Oxo-LXA4 - - 

10,11-Dihydro-12-oxo-Resolvin E1 - - 

18S-Resolvin E1 - - 

5,6,18-TriHEPE - - 

248  435.4283  5.70E+03 390.3708  1.54E+03 2076  C24H44O2 5,9-Tetracosadienoic acid 364.3341  - - 
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

249  423.4284  1.31E+04 378.3702  2.12E+03 2122  C23H44O2 

22-Tricosenoic acid 

352.3341  

- - 

14-Tricosenoic acid - - 

16-Tricosenoic acid - - 

17-Tricosenoic acid - - 

18-Tricosenoic acid - - 

20:1(5Z)(11Me,15Me,19Me) - - 

250  311.2721  8.98E+03 223.1673  6.41E+03 2191  C14H24O3 

(1S,2S)-3-Oxo-2-pentyl-cyclopentanebutanoic acid 

240.1725  

- - 

(1R,2R)-3-Oxo-2-pentyl-cyclopentanebutanoic acid - - 

7-Oxo-11-Tetradecenoic acid - - 

251  437.4437  7.28E+04 392.3864  7.85E+03 2220  C24H46O2 
Nervonic acid 

366.3498  
C08323 506-37-6 

(E)-2-Tetracosenoic acid - 33228-63-6 

252  191.1196  6.29E+03 146.0620  7.96E+03 470  C7H4O2     
253  285.1796  2.53E+03 240.1221  1.64E+03 481  C10H14O5     
254  254.1489  7.28E+03 209.0915  4.97E+03 483  C8H9NO4     
255  228.1686  4.17E+04 183.1113  1.02E+04 485  C7H11NO3     
256  304.1645  3.04E+03 259.1060  3.09E+03 486  C12H11NO4     
257  278.1477  8.92E+04 233.0905  1.14E+05 488  C10H9NO4     
258  223.0910  4.18E+04 178.0343  1.36E+04 493  C3H4O7     
259  261.2160  6.43E+03 198.1477  3.10E+03 500  C9H18O4     
260  303.0985  3.79E+04 258.0417  9.14E+03 504  C11H4O6     
261  313.2213  2.09E+03 268.1643  2.68E+03 505  C11H18N2O4     
262  304.1641  8.25E+03 259.1064  4.21E+03 512  C12H11NO4     
263  244.2005  2.71E+04 199.1432  4.02E+03 525  C8H15NO3     
264  246.1259  4.60E+03 201.0682  3.86E+03 532  C9H5NO3     
265  242.1842  4.16E+04 197.1274  6.86E+03 537  C8H13NO3     
266  359.2887  1.10E+04 296.2210  1.56E+03 542  C11H24N6O3     
267  242.1842  3.46E+04 197.1274  5.66E+03 537  C8H13NO3     
268  244.2001  3.61E+04 199.1432  4.66E+03 543  C8H15NO3     
269  304.1642  7.11E+03 259.1065  3.65E+03 549  C12H11NO4     
270  242.1846  1.70E+04 197.1275  2.18E+03 555  C8H13NO3     
271  301.2467  2.28E+04 256.1894  4.03E+03 573  C12H22O4     
272  242.1845  2.26E+04 197.1275  3.07E+03 574  C8H13NO3     
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

273  414.1641  1.18E+04 369.1065  2.75E+03 576  C17H13NO7     
274  244.2001  6.27E+04 199.1432  1.18E+04 587  C8H15NO3     
275  286.2105  3.22E+04 241.1535  2.44E+03 596  C10H17NO4     
276  313.2111  2.59E+03 268.1532  1.62E+03 599  C12H18O5     
277  244.2001  1.34E+05 199.1432  1.00E+05 599  C8H15NO3     
278  317.1139  4.99E+04 272.0572  1.56E+04 610  C12H6O6     
279  357.2727  7.35E+03 294.2050  1.56E+03 610  C15H26O5     
280  367.2313  4.08E+04 304.1643  1.52E+03 611  C14H20N2O5     
281  403.2210  7.48E+03 358.1635  2.02E+03 620  C18H20O6     
282  238.1897  1.62E+03 193.1323  1.55E+03 625  C9H13NO2     
283  278.1842  1.10E+05 233.1270  2.61E+04 628  C11H13NO3     
284  398.1691  2.14E+04 353.1113  6.06E+03 629  C17H13NO6     
285  300.2257  8.22E+04 255.1693  6.95E+03 638  C11H19NO4     
286  256.1998  3.76E+04 211.1429  4.05E+03 644  C9H15NO3     
287  309.2266  2.18E+04 264.1695  2.03E+03 657  C12H18N2O3     
288  275.2319  3.68E+03 230.1740  1.52E+03 663  C10H20O4     
289  331.1997  3.14E+03 286.1414  2.32E+03 665  C15H16O4     
290  422.3100  5.66E+03 377.2534  1.49E+04 672  C18H29N3O4     
291  288.2254  6.73E+04 243.1689  5.37E+03 673  C10H19NO4     
292  401.2054  2.97E+04 338.1368  1.13E+04 675  C18H18O6     
293  333.2156  1.22E+04 288.1581  4.22E+03 679  C15H18O4     
294  331.1999  3.84E+03 286.1425  2.64E+03 679  C15H16O4     
295  262.1899  3.24E+03 217.1322  2.37E+03 681  C11H13NO2     
296  387.2248  1.01E+05 342.1680  2.77E+04 682  C18H20O5     
297  401.2051  2.33E+04 356.1480  4.36E+03 685  C18H18O6     
298  331.2106  3.00E+04 286.1534  2.59E+03 687  C14H16O3N2     
299  401.2051  1.74E+04 356.1480  4.03E+03 693  C18H18O6     
300  315.1818  2.68E+04 270.1246  2.71E+03 697  C13H12N2O3     
301  401.2051  1.95E+04 356.1480  4.23E+03 698  C18H18O6     
302  258.1609  5.39E+04 213.1045  1.65E+04 698  C11H9NO2     
303  275.2317  5.13E+03 212.1637  1.64E+03 702  C10H20O4     
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

304  295.2004  6.81E+03 232.1349  1.52E+03 703  C12H16O4     
305  340.2563  1.35E+05 295.2004  6.81E+03 703  C14H19NO4     
306  401.2038  1.28E+05 356.1470  3.17E+04 706  C18H18O6     
307  270.2148  1.12E+05 225.1572  2.35E+04 707  C10H17NO3     
308  302.1839  4.21E+04 214.0853  2.44E+03 711  C13H13NO3     
309  351.2362  1.91E+04 263.1375  4.21E+03 713  C14H20N2O4     
310  270.2148  1.14E+05 225.1572  2.58E+04 717  C10H17NO3     
311  310.2110  3.65E+03 247.1426  1.52E+03 718  C12H17O4N     
312  269.2209  3.18E+03 224.1631  2.04E+03 723  C11H18O3     
313  343.2570  3.22E+04 298.1999  2.05E+03 725  C14H24O5     
314  401.2051  2.99E+04 356.1477  7.28E+03 734  C18H18O6     
315  272.2314  2.21E+04 227.1743  2.09E+03 742  C10H19NO3      
316  270.2150  2.26E+05 225.1569  3.84E+03 759  C10H17NO3     
317  323.2312  2.72E+04 278.1735  1.43E+04 762  C14H20O4     
318  383.2994  5.19E+03 320.2315  4.17E+03 773  C16H28N2O4     
319  342.2734  3.83E+03 297.2158  3.48E+03 773  C14H25NO4     
320  460.2352  4.09E+04 415.1792  3.89E+03 786  C22H19N3O4     
321  294.2157  2.80E+04 249.1585  1.53E+03 787  C12H17O3N     
322  272.2314  3.41E+04 227.1745  2.38E+03 793  C10H19NO3     
323  301.2461  5.26E+04 256.1891  2.75E+04 793  C12H22O4     
324  460.2352  4.09E+04 415.1792  3.28E+03 796  C22H19N3O4     
325  297.2513  2.20E+04 252.1956  9.36E+03 807  C13H22O3     
326  462.2511  2.70E+04 417.1934  4.53E+03 810  C22H21N3O4     
327  296.2309  1.38E+05 251.1735  3.32E+03 811  C12H19NO3     
328  294.2147  7.83E+04 249.1585  3.06E+03 818  C12H17NO3     
329  315.2044  5.33E+03 270.1468  3.34E+03 830  C15H16O3     
330  309.2172  2.99E+03 264.1589  1.56E+03 925  C13H18O4     
331  291.2414  1.28E+04 246.1840  6.80E+03 966  C14H20O2     
332  556.4148  2.36E+03 511.3592  1.51E+03 1054  C18H43N7O8     
333  414.2420  2.32E+03 351.1785  2.14E+03 1170  C19H21NO5     
334  377.3129  1.88E+06 332.2568  8.19E+03 1196  C19H30O3     
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Table S2. Detected carboxylated metabolites in mice feces (continued). 

No. 

m/z 

(DMED 

labeled) 

Intensity 

(cps) 

m/z 

(fragment 

ions) 

Intensity 

(cps) 
RI 

Formular 

(unlabeled) 
Name MW. KEGG No. CAS No. 

335  377.3143  9.03E+03 289.2144  7.08E+03 1327  C19H30O3     
336  344.2642  1.12E+04 299.1989  1.20E+04 1361  C12H23N3O4     
337  358.2701  8.11E+03 313.2144  3.36E+04 1363  C14H25NO5     
338  436.3394  1.18E+05 373.2704  1.46E+04 1396  C17H35NO7     
339  350.3229  3.12E+04 305.2650  3.64E+03 1438  C11H29N5O3     
340  374.3221  2.64E+04 329.2661  1.12E+04 1458  C13H29N5O3     
341  358.2706  2.87E+03 313.2144  6.53E+03 1464  C14H25NO5     
342  351.2820  3.53E+04 306.2339  2.18E+04 1541  C15H24N2O3     
343  353.2938  4.34E+04 308.2454  2.45E+04 1657  C15H26N2O3     
344  392.2853  6.23E+04 329.2204  4.12E+04 1771  C13H27N3O6     
345  398.2854  9.09E+03 335.2213  1.72E+03 1780  C14H25N5O4     
346  358.2723  3.67E+03 295.2051  4.93E+03 1937  C14H25NO5     
347  406.3291  1.76E+04 343.2610  4.20E+03 1941  C16H33NO6     
348  460.2669  1.25E+04 415.2073  3.98E+05 2006  C17H27NO9     
349  483.2458  5.22E+03 438.1947  5.01E+03 2007  C30H20O2     
350  360.2863  2.18E+04 315.2306  1.23E+04 2189  C14H27NO5     
351  339.2659  4.26E+05 276.2025  1.61E+04 2191  C15H24O4     
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Figure S1. Chemical reactions between derivatization reagents and compounds 

carrying different functional groups. (A) Labeling of carboxyl-containing compounds 

by DMED. (B) Labeling of carbonyl-containing compounds by cyclohexylhydrazine. 

(C) Labeling of amine-containing compounds by DMPI. (D) Labeling of cis-diol-

containing compounds by 2-methyl-4-PAMBA. 
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Figure S2. ISF-TOF MS spectra of 36 DMED-derived carboxylated metabolites under 

the DP value of 170±70 and source temperature of 600°C. 
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Figure S2. ISF-TOF MS spectra of 36 DMED-derived carboxylated metabolites under 

the DP value of 170±70 and source temperature of 600°C (continued).  
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Figure S3. Schematic illustration of the in-source fragmentation pathways of DMED-

derived carboxylated compounds (A) and (C), and hydroxyl-modified carboxylated 

compounds (B). 
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Figure S4. ISF-TOF MS spectra of 36 carboxylated metabolites without derivatization 

under the DP value of 170±70 and source temperature of 600°C. 
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Figure S4. ISF-TOF MS spectra of 36 carboxylated metabolites without derivatization 

under the DP value of 170±70 and source temperature of 600°C (continued). 
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Figure S5. Effect of DP value on signal intensities of the precursor ions and fragment 

ions of 36 DMED-derived carboxylated metabolites. Blue lines represent precursor ions, 

red lines represent fragment ion of [M + H]+ －45.0578, green lines represent fragment 

ion of [M + H]+ －63.0684, yellow lines represent fragment ion of [M + H]+ －88.1000, 

and gray lines represent other fragment ions. 
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Figure S5. Effect of DP value on signal intensities of the precursor ions and fragment 

ions of 36 DMED-derived carboxylated metabolites. Blue lines represent precursor ions, 

red lines represent fragment ion of [M + H]+ －45.0578, green lines represent fragment 

ion of [M + H]+ －63.0684, yellow lines represent fragment ion of [M + H]+ －88.1000, 

and gray lines represent other fragment ions (continued). 

 

  



S48 

 

Figure S6. Effect of source temperature on signal intensities of the precursor ions of 36 

DMED-derived carboxylated metabolites. 

 

 

  



S49 

 

Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach.   
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued).            
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 

 



S71 

 

Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 



S77 

 

Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP 

value of 170±70 and CID voltage of 30±5 by DISF-IDA-based LC-Q-TOF MS 

approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S7. MSn spectra of 35 DMED-derived carboxylated metabolites under the DP value of 170±70 and CID voltage of 30±5 by DISF-IDA-

based LC-Q-TOF MS approach (continued). 
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Figure S8. An example annotation pipeline of feature 13 detected in mice feces, 

through matching m/z, retention index, putative MS2 spectrum with those recorded in 

the CLMD database. 
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Figure S9. Filtering the METLIN-suggested candidates of feature 121 detected in mice feces according to the MSn spectra interpretation.  
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Figure S10. MSn spectra of DMED-derived carboxylated metabolites from mice feces, 

and proposed fragmentation pathways of the detected carboxylated metabolites in mice 

feces. 
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Figure S10. MSn spectra of DMED-derived carboxylated metabolites from mice feces, and proposed fragmentation pathways of the detected 

carboxylated metabolites in mice feces (continued). 

 


