
Supplementary Material 

Table S1. UHPLC-Q-TOF chromatograms of tentatively identified BAs in human plasma, feces and urine 

samples. 

Compounds 

RT 

(min) 

UHPLC-Q-TOF Qualification UHPLC-Q-TOF Chromatograms Reference/s 

Observed 

(m/z)1 

MS/MS 

fragments 

(Quantifier/

Qualifier 

ion) (m/z)2 

Occurrence3   

3-oxo-LCA-isomer 1 12.5 373.2728 373.2728 

 

F 

 

 

[13] 

3-oxo-LCA-isomer 2 12.9 373.2745 373.2745 

 

F 

 

 

[13]  

isoLCA 12.3 375.2899 375.2899 

 

F 

 

 

[13] 

LCA 12.8 375.2906 375.2906 

 

F 

 

 

Standard 

Nor-DCA 13.0 377.2685 377.2685 P F U [13] 

5α-cholanic acid-3,6-

dione isomer 1 

10.2 387.2544 387.2544 

 

F   

 

[13] 

5α-cholanic acid-3,6-

dione isomer 2 

10.5 387.2542 387.2542 

 

F   

 

[13] 

2x10
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0.6

0.8

1

1.2

-ESI Product Ion (12.479 min) Frag=85.0V CID@40.0 (373.2728[z=1] -> **) FOS_Feces_AutoMS_negative.d  

239.2376

102.9743

339.2534

508.2751
642.2272

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



5α-cholanic acid-3,6-

dione isomer 3 

11.1 387.2524 387.2524 

 

F   

 

[13] 

7-oxo-LCA isomer 1 9.1 389.2696 389.2696 

 

F   

 

[13] 

7-oxo-LCA isomer 2 9.5 389.2692 389.2692 

 

F   [13] 

7-oxo-LCA isomer 3 9.8 389.2683 389.2683 

 

F   [13] 

7-oxo-LCA isomer 4 10.1 389.2699 389.2699 

 

F   [13] 

7-oxo-LCA isomer 5 10.4 389.2698 389.2698 

 

F 

 

[13] 

7-oxo-LCA isomer 6 11.1 389.2683 389.2683 

 

F 

 

[13] 

7-oxo-LCA isomer 7 13.0 389.2701 389.2701 

 

F 

 

 

[13] 

MuriDCA 8.3 391.2842 391.2842 P F 

 

Standard 

UDCA 8.9 391.2845 391.2845 P F   

 

Standard 

2x10
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3

-ESI Product Ion (11.063 min) Frag=85.0V CID@10.0 (389.2683[z=1] -> **) FOS_Feces_AutoMS_negative.d  

391.2855

396.1863387.2524

Counts vs. Mass-to-Charge (m/z)
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-ESI Product Ion (9.057 min) Frag=85.0V CID@10.0 (389.2683[z=1] -> **) FOS_Feces_AutoMS_negative.d  

389.2696

61.9873
186.1133 663.2273562.1033

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

4x10

0
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1

-ESI Product Ion (8.257 min) Frag=85.0V CID@10.0 (391.2855[z=1] -> **) RRB Pool_AutoMS_negative.d  

391.2842

191.1052 347.1576 594.2099471.5928 732.6472

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

4x10
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1

-ESI Product Ion (8.900 min) Frag=85.0V CID@10.0 (391.2855[z=1] -> **) RRB Pool_AutoMS_negative.d  

391.2845

174.9562 705.6926600.1503

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



HDCA isomer 9.7 391.2853 391.2853 P F U 

 

[13] 

CDCA 10.8 391.2850 391.2850 P F 

 

Standard 

DCA 11.1 391.2846 391.2846 P F U 

 

Standard  

3α-hydroxy-6,7-

diketocholanic acid 

6.2 403.2479 403.2479 

 

  U [13] 

7-oxo-DCA isomer 1 4.8 405.2644 405.2644 

 

F   [13] 

7-oxo-DCA isomer 2 7.2 405.2639 405.2639   F   [13] 

7-oxo-DCA isomer 3 7.8 405.2634 405.2634   F   [13] 

β -MCA isomer 1 3.1 407.2809 407.2809 

 

F 

 

 

[13] 

β -MCA isomer 2 4.5 407.2804 407.2804 

 

F U [13] 

β -MCA isomer 3 4.9 407.2808 407.2808 

 

F U [13] 

5x10
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6

-ESI Product Ion (9.697 min) Frag=85.0V CID@10.0 (391.2839[z=1] -> **) FOS_Feces_AutoMS_negative.d  

391.2853

345.279461.9875 230.0221 515.8672

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500
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-ESI Product Ion (11.104 min) Frag=85.0V CID@10.0 (391.2855[z=1] -> **) RRB Pool_AutoMS_negative.d  

344.8839

391.2846

174.9548
61.9875 615.6780

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500
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-ESI Product Ion (7.807 min) Frag=85.0V CID@10.0 (405.2625[z=1] -> **) FOS_Feces_AutoMS_negative.d  

407.2794

405.2634

427.7885

Counts vs. Mass-to-Charge (m/z)

388 390 392 394 396 398 400 402 404 406 408 410 412 414 416 418 420 422 424 426 428 430 432 434 436 438 440



β -MCA isomer 4 5.3 407.2807 407.2807   F 

 

 

[13] 

β -MCA isomer 5 6.7 407.2805 407.2805   F 

 

[13] 

β-MCA 7.3 407.2797 407.2797 

 

F 

 

Standard  

HCA isomer 1 5.9 407.2814 407.2814 

 

F   [13] 

HCA isomer 2 8.1 407.2793 407.2793 

 

F 

 

[13] 

HCA isomer 3 8.4 407.2806 407.2806 

 

F 

 

[13] 

CA 8.7 407.2809 407.2809 P F 

 

 

Standard 

GLCA 11.1 432.3121 74.0242 P 

  

Standard 

Glyco-7-oxo-LCA isomer 

1 

4.6 446.2900 74.0247 P 

 

U No reference 

Glyco-7-oxo-LCA isomer 

2 

5.6 446.2910 74.0239 P 

  

No reference 

Glyco-7-oxo-LCA isomer 

3 

7.9 446.2894 74.0243 P F U No reference 

GUDCA isomer 1 6.7 448.3060 74.0244 P F 

 

 

Standard 

3x10

0

1

2

3

-ESI Product Ion (7.306 min) Frag=85.0V CID@10.0 (407.2790[z=1] -> **) FOS_Feces_AutoMS_negative.d  

407.2797

61.9877 290.2109

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

5x10

0

0.5

1

-ESI Product Ion (6.780 min) Frag=85.0V CID@40.0 (448.3073[z=1] -> **) RRB Pool_AutoMS_negative.d  

74.0244

448.3060
330.2472214.8070 795.9416

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



GUDCA isomer 2 7.6 448.3068 74.0243 P F U Standard 

GCDCA 8.9 448.3059 74.0242 P F 

 

Standard 

GDCA 9.3 448.3066 74.0246 P F 

 

 

Standard 

3-oxo-LCA-sulfate 

isomer 

8.1 453.2292 96.9599 

 

F 

 

 

 

[13] 

LCA-sulfate 8.3 455.2478 96.9598 

 

F 

 

[13] 

Glyco-12-oxo-CDCA 

isomer 

3.9 462.2860 74.0239 P 

  

 

 

No reference 

GHCA isomer 1 3.0 464.3006 74.0240 P 

 

U [13] 

GHCA isomer 2 3.4 464.3001 74.0245 P 

 

U [13] 

GHCA 4.7 464.3006 74.0242 P 

 

U [13] 

GCA 6.9 464.3023 74.0244 P F 

 

 

Standard 

4x10
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5

-ESI Product Ion (8.128 min) Frag=85.0V CID@40.0 (453.2317[z=1] -> **) FOS_Feces_AutoMS_negative.d  

96.9599

455.2476

407.2808
233.0835

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

3x10
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-ESI Product Ion (3.895 min) Frag=85.0V CID@40.0 (462.2859[z=1] -> **) RRB Pool_AutoMS_negative.d  

74.0239

367.1583
194.8594

464.2998
284.7611 594.0005

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



12-oxo-LCA-sulfate 3.3 469.2265 96.9599 

 

F 

 

 

[13] 

CDCA-sulfate isomer 1 3.8 471.2426 96.9598 

 

F 

 

[13] 

CDCA-sulfate isomer 2 6.5 471.2433 96.9597 

 

F U [13] 

CDCA-sulfate isomer 3 7.5 471.2425 96.9598 P F U [13] 

12-oxo-CDCA-sulfate 

isomer 1 

2.6 485.2220 96.9598 

 

F 

 

 

 

[13] 

CA-sulfate isomer 1 2.8 487.2377 96.9597 

 

F 

 

[13] 

CA-sulfate isomer 2 3.5 487.2368 96.9595 

 

F 

 

[13] 

TCDCA isomer 1 7.0 498.2896 79.9571 p 

  

Standard 

TCDCA isomer 2 7.7 498.2892 79.9567 P 

  

 

Standard 

TCDCA isomer 3 8.2 498.2889 79.9565 P 

  

Standard 

4x10

0

1

2

3

4

-ESI Product Ion (2.591 min) Frag=85.0V CID@40.0 (485.2208[z=1] -> **) FOS_Feces_AutoMS_negative.d  

96.9598

487.2375

255.1478 349.0715

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

4x10

0

0.5

1

-ESI Product Ion (7.679 min) Frag=85.0V CID@60.0 (498.2897[z=1] -> **) RRB Pool_AutoMS_negative.d  

498.289279.9567

355.2649222.0590 729.1905

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



TCA isomer 1 2.3 514.2837 514.2837/ 

79.9566 

P F 

 

[13,27] 

TCA isomer 2 3.2 514.2844 514.2844/ 

79.9573 

P 

  

 

[13,27] 

GCDCA-sulfate isomer 1 3.2 528.2627 74.0242/ 

96.9597 

  

U [13] 

GCDCA-sulfate isomer 2 7.0 528.2627 74.0245/ 

96.9598 

  

U [13] 

GCA-sulfate isomer 3.4 544.2591 96.9596/ 

464.3014 

  

U [28] 

Glucuronide-12-oxo-LCA 

isomer 1 

5.4 565.3009 389.2712/ 

75.0084 

  

U 

 

 

[27] 

Glucuronide-12-oxo-LCA 

isomer 2 

5.8 565.2995 389.2685/ 

75.0080 

P 

 

U 

 

 

[27] 

Glucuronide-12-oxo-LCA 

isomer 3 

6.4 565.3021 389.2704/ 

75.0082 

P 

  

 

 

[27] 

4x10

0
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1

1.25

-ESI Product Ion (3.209 min) Frag=85.0V CID@40.0 (514.2845[z=1] -> **) RRB Pool_AutoMS_negative.d  

96.9602

130.087379.9573 227.1073112.9860 154.8972 193.0712172.9933 211.0728

Counts vs. Mass-to-Charge (m/z)
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240

4x10

0

0.25
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0.75

1

1.25

-ESI Product Ion (3.209 min) Frag=85.0V CID@40.0 (514.2845[z=1] -> **) RRB Pool_AutoMS_negative.d  

514.2844

96.9602

369.1723
227.1073

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

2x10

0

2

4

6

-ESI Product Ion (5.441 min) Frag=85.0V CID@40.0 (565.3002[z=1] -> **) FOS_Urine_AutoMS_negative.d  

391.2851
389.2712

417.2844398.0374
413.1934

Counts vs. Mass-to-Charge (m/z)

388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421

2x10

0

1

2

3

-ESI Product Ion (5.874 min) Frag=85.0V CID@40.0 (565.3015[z=1] -> **) RRB Pool_AutoMS_negative.d  

441.1122397.1994382.7212
389.2685 448.6364376.6796 413.6228 461.0953

Counts vs. Mass-to-Charge (m/z)

375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470

3x10

0

0.5

1

-ESI Product Ion (6.425 min) Frag=85.0V CID@40.0 (565.3015[z=1] -> **) RRB Pool_AutoMS_negative.d  

565.3021

389.2704

441.1136 505.3054402.6329 521.2338419.0938 469.6300

Counts vs. Mass-to-Charge (m/z)

390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590

3x10

0

0.5

1

1.5

-ESI Product Ion (6.425 min) Frag=85.0V CID@40.0 (565.3015[z=1] -> **) RRB Pool_AutoMS_negative.d  

113.023775.0082

369.1743 565.3021

230.8432 441.1136 505.3054175.0273 314.7464

Counts vs. Mass-to-Charge (m/z)
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680



Glucuronide-CDCA 

isomer 1 

4.2 567.3178 391.2847/ 

75.0077  

  

U [27] 

Glucuronide-CDCA 

isomer 2 

6.7 567.3168 391.2858/ 

75.0078  

P 

 

U 

 

[27,29] 

Glucuronide-CDCA 

isomer 3 

8.5 567.3175 391.2845/ 

75.0080 

 

P 

 

U 

 

[27,29] 

Glucuronide-CA isomer 1 2.6 583.3137 407.2799/ 

75.0081 

P 

 

U 

 

[27,29] 

Glucuronide-CA isomer 2 4.0 583.3130 407.2804/ 

75.0085 

  

U [27,29] 

Glucuronide-CA isomer 3 5.3 583.3117 407.2800/ 

75.0086 

  

U [27,29] 

Glucuronide-CA isomer 4 5.9 583.3100 407.2798/ 

75.0071 

  

U [27,29] 

Glucuronide-GLCA 8.6 608.3425 432.3117/74

.0242 

P 

  

 

No reference 

Glucuronide-GCDCA 

isomer 1 

3.0 624.3400 448.3051/ 

74.0245 

P 

 

U No reference 

Glucuronide-GCDCA 

isomer 2 

7.0 624.3388 448.3070/ 

74.0246 

P 

 

U 

 

No reference 

3x10

0

0.2

0.4

0.6

0.8

1

-ESI Product Ion (5.360 min) Frag=85.0V CID@40.0 (583.3100[z=1] -> **) FOS_Urine_AutoMS_negative.d  

583.3117

113.0230

75.0086 407.2800

294.9681162.8352 539.3201251.1646 463.2312347.1207

Counts vs. Mass-to-Charge (m/z)

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680
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-ESI Product Ion (2.999 min) Frag=85.0V CID@40.0 (624.3393[z=1] -> **) RRB Pool_AutoMS_negative.d  

448.3051
624.3400

74.0245

113.0238

581.2048146.9371 332.7167232.8198 489.3013
417.8211

Counts vs. Mass-to-Charge (m/z)

25 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725

4x10

0
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1

1.5
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2.5

3

-ESI Product Ion (7.028 min) Frag=85.0V CID@40.0 (624.3393[z=1] -> **) RRB Pool_AutoMS_negative.d  

448.3070

624.3388

74.0246

175.0248 562.3380386.3058

Counts vs. Mass-to-Charge (m/z)

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500



Glucuronide-GCDCA 

isomer 3 

7.4 624.3385 448.3062/ 

74.0245 

  

U 

 

 

No reference 

Glucuronide-GCA isomer 

1 

2.2 640.3318 464.3014/ 

74.0234 

P 

 

U No reference 

Glucuronide-GCA isomer 

2 

2.9 640.3344 464.3017/ 

74.0240 

  

U 

 

No reference 

Glucuronide-GCA isomer 

3 

3.3 640.3345 464.3019/ 

74.0239 

P 

  

 

 

No reference 

1m/z corresponds to [M-H]1-.  

2MS/MS fragments: MS/MS fragments listed as Quantifier/Qualifier ion used in the UHPLC-QQQ method. 

Single transitions means the same ion was used as both quantifier and qualifier ion. 

3Detected in P, plasma; U, urine; F, feces.  

Abbreviations: cholic acid (CA), chenodeoxycholic acid (CDCA), deoxycholic acid (DCA), glycocholic acid 

(GCA), glycochenodeoxycholic acid (GCDCA), glycodeoxycholic acid (GDCA), glycolithocholic acid 

(GLCA), glycoursodeoxycholic acid (GUDCA), hyocholic acid (HCA), hyodeoxycholic acid (HDCA), 

lithocholic acid (LCA), β-muricholic acid (β-MCA), murideoxycholic acid (MuriDCA), taurocholic acid 

(TCA), taurochenodeoxycholic acid (TCDCA), taurodeoxycholic acid (TDCA), taurolithochoic acid 

(TLCA), tauroursodeoxycholic acid (TUDCA), taurohyodeoxycholic acid (THDCA), ursodeoxycholic acid 

(UDCA). 

  

3x10

0

1

2

3

4

5

6

7

-ESI Product Ion (7.414 min) Frag=85.0V CID@40.0 (624.3393[z=1] -> **) RRB Pool_AutoMS_negative.d  

627.3747

624.3385

656.8601

Counts vs. Mass-to-Charge (m/z)

614 616 618 620 622 624 626 628 630 632 634 636 638 640 642 644 646 648 650 652 654 656 658 660

3x10

0

0.5

1

1.5

2

-ESI Product Ion (3.273 min) Frag=85.0V CID@40.0 (640.3341[z=1] -> **) RRB Pool_AutoMS_negative.d  

464.3019

367.1586

96.9606
180.9112 307.165974.0239 229.0550146.9387 414.0678339.6597258.9173 447.5877

Counts vs. Mass-to-Charge (m/z)

80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460



Table S2. BA standards used for quantification of individual BA metabolites. 

Standard used for 

quantification 
BA Name 

CDCA CDCA 

TCDCA TCDCA 

TUDCA TUDCA 

GUDCA GUDCA 

GDCA GDCA 

THDCA THDCA 

TDCA TDCA 

MuriDCA MuriDCA 

UDCA UDCA 

HDCA HDCA 

CA CA 

 Glucuronide-CA isomer 1 

 Glucuronide-CA isomer 2 

 CA-sulfate isomer 1 

 CA-sulfate isomer 2 

GCA GCA 

 Glucuronide-GCA  

TCA TCA 

 TCA isomer 1 

 TCA isomer 2 

 TCA isomer 3 

β -MCA β -MCA 

 β -MCA isomer 

HCA HCA 

 HCA isomer 

GCDCA GCDCA 

 Glucuronide-GCDCA isomer 1 

 Glucuronide-GCDCA isomer 2 

 GCDCA-sulfate isomer 1 

 GCDCA-sulfate isomer 2 

 GCDCA-sulfate isomer 3 

GLCA GLCA 

 Glucuronide-GLCA 

 GLCA-sulfate 



TLCA TLCA 

 TLCA-sulfate 

LCA LCA 

 LCA-sulfate, isomer 1 

 LCA-sulfate, isomer 2 

 LCA-sulfate, isomer 3 

 LCA-sulfate, isomer 4 

 LCA-sulfate, isomer 5 

 3-OXO-LCA, isomer 1 

 3-OXO-LCA, isomer 2 

 3-OXO-LCA, isomer 3 

 3-OXO-LCA, isomer 4 

 Glyco-3-OXO-LCA, isomer 1 

 Glyco-3-OXO-LCA, isomer 2 

 Glyco-3-OXO-LCA, isomer 3 

 3-OXO-LCA-sulfate, isomer 1 

 3-OXO-LCA-sulfate, isomer 2 

 3-OXO-LCA-sulfate, isomer 3 

 3-OXO-LCA-sulfate, isomer 4 

 3-OXO-LCA-sulfate, isomer 5 

 3-OXO-LCA-sulfate, isomer 6 

 7-OXO-LCA isomer 1 

 7-OXO-LCA isomer 2 

 7-OXO-LCA isomer 3 

 7-OXO-LCA isomer 4 

 7-OXO-LCA isomer 5 

 7-OXO-LCA isomer 6 

 7-OXO-LCA isomer 7 

 7-OXO-LCA isomer 8 

 Glyco-7-oxo-LCA isomer 1 

 Glyco-7-oxo-LCA isomer 2 

 Glyco-7-oxo-LCA isomer 3 

 Glyco-7-oxo-LCA isomer 4 

 Glucuronide-12-oxo-LCA isomer 1 

 Glucuronide-12-oxo-LCA  isomer 2 

 Glucuronide-12-oxo-LCA  isomer 3 

 3α-hydroxy-6,7-diketo cholianic acid, isomer 1 

 3α-hydroxy-6,7-diketo cholianic acid, isomer 2 



 3α-hydroxy-6,7-diketo cholianic acid, isomer 3 

 9(11),(5β)-cholanic acid-3α-ol-12-one, isomer 1 

 9(11),(5β)-cholanic acid-3α-ol-12-one, isomer 2 

 9(11),(5β)-cholanic acid-3α-ol-12-one, isomer 3 

 9(11),(5β)-cholanic acid-3α-ol-12-one, isomer 4 

 9(11),(5β)-cholanic acid-3α-ol-12-one, isomer 5 

DCA DCA 

 nor-DCA, isomer 1 

 nor-DCA, isomer 2 

 nor-DCA, isomer 3 

 nor-DCA, isomer 4 

 nor-DCA, isomer 5 

 7-oxo-DCA isomer 1 

 12-oxo-CDCA-sulfate isomer 1 

 12-oxo-CDCA-sulfate isomer 2 

 Glyco-12-oxo-CDCA isomer 1 

 Glyco-12-oxo-CDCA isomer 2 

 Glyco-12-oxo-CDCA isomer 3 

 Glyco-12-oxo-CDCA isomer 4 

 Glucuronide-CDCA isomer 1 

 Glucuronide-CDCA isomer 2 

 Glucuronide-CDCA isomer 3 

 Glucuronide-CDCA isomer 4 

 Glucuronide-CDCA isomer 5 

 CDCA-sulfate isomer 1 

 CDCA-sulfate isomer 2 

 CDCA-sulfate isomer 3 

 CDCA-sulfate isomer 4 

Table S3. Nutritional composition of control and strawberry beverage (per 50 g portion)1 

 Control Strawberry 

Calories (kcal) 
180 172 

Total carbohydrate (g) 
44 39 

Total sugar (g) 
27 29 



Dietary fiber (g) 
5.2 8.0 

Anthocyanin (mg) 
0 141.7 

Ellagitannins (mg) 
0 160.2 

Phenolic acids (mg) 
0 13.6 

Flavan-3-ols (mg) 
0 99.0 

Flavonols (mg) 
0 36.2 

1 Data obtained from Huang et al., 2020 [50]. 


