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Supplemental Table 1. UHPLC-MSn identification of phenolic compounds in the aleurone fractions ingested by rats.

Rt 
(min) Compound

[M-H]- 

(m/z) MS2 ions (m/z) MS3 ions (m/z)

4.73 4-Hydroxybenzoic acid 137 93

8.52 4'-Coumaric acid 163 119

6.52 Caffeic acid 179 135

9.37 trans-Ferulic acid 193 149 (100), 178 (63), 134 (21)

9.59 Ferulic acid isomer 193 134 (100), 149 (63), 178 (30)

9.66 Diferulic acid 385 341 (100),317 (3), 249 (1) [341]: 326 (100), 297 (71), 282 (25), 217 (9)

9.70 trans-Sinapic acid 223 208 (100), 179 (61), 164 (13)

10.04 Sinapic acid isomer 223 179 (100), 208 (30), 164 (13)

10.72 Triferulic acid 577 533 (100), 509 (49), 441 (33), 531 (29), 489 (28), 513 (10) [533]: 409 (100), 445 (76), 367 (15)

10.94 Diferulic acid 385 341 (100), 297 (33), 317 (3), 249 (2), 323 (1) [341]: 297 (100), 326 (40), 282 (10), 323 (3)

12.06 Triferulic acid 577 489 (100), 441 (39), 509 (31), 531 (19), 533 (12) [533]: 417 (100), 193 (46), 409 (3)

12.66 Diferulic acid 385 341 (100), 317 (44), 249 (21), 339 (10), 367 (4), 349 (3) [341]: 309 (100),297 (4), 296 (1)

12.99 Diferulic acid 385 341 (100), 317 (7), 297 (6), 249 (2), 339 (2), 367 (1) [341]: 326 (100), 297 (93), 282 (23), 323 (3)

13.00 Triferulic acid 577 533 (100), 341 (35), 489 (33), 461 (271), 441 (19), 509 (18), 531 
(9)

[533]: 341 (100), 297 (4), 445 (2)

[341]: 297 (100), 326 (83), 282 (20), 217 (14)

13.55 Diferulic acid 385 341 (100), 326 (12), 370 (10), 282 (4), 297 (3), 342 (2), 367 (2), 
249 (1)

[341]: 326 (100), 282 (34), 297 (16), 249 (3), 323 (2)

13.94 diferulic acid 385 313 (100), 193 (26), 341 (8), 317 (2), 249 (1) [341]: 297 (100), 326 (77), 309 (57), 282 (17)



[193]: 149 (100), 178 (57), 134 (25)

14.16 diferulic acid 385 341 (100), 317 (1) [341]: 297 (100), 326 (70), 282 (17), 323 (4)

14.38 diferulic acid 385 341 (100), 313 (23), 193 (13), 317 (11), 249 (6), 316 (2) [341]: 326 (100), 297 (31), 282 (28), 323 (3)

[193]: 149 (100), 178 (68), 134 (22)

14.94 triferulic acid 577 385 (100), 441 (14), 531 (9), 341 (5), 533 (4) [385]: 341 (100), 370 (14), 326 (12), 282 (5), 297 (2), 
367 (1)

[341]: 326 (100), 282 (26), 297 (5),

15.05 triferulic acid 577 533 (100), 355 (17), 509 (7), 441 (5), 311 (5), 461 (3) [533]: 311 (100), 296 (7), 193 (1), 341 (1)

The relative ionic abundance for each ion is reported in round brackets. The ions in square brackets were fragmented in MS3 experiments.



Supplemental Figure 1. Comparison of chromatographic traces of ferulic acid-4’-O-sulphate in WA-B group and CT group and comparison of 
MS3 ion spectrum of the same urinary compound with those of corresponding standard.

 



Supplemental Figure 2. Comparison of chromatographic traces of 3-(phenyl)propionic acid-O-sulphate in WA-B group  and CT group and 
comparison of MS3 ion spectrum of the same urinary compound with MS2 ion spectrum of 3’-hydroxyphenylpropionic acid standard.



Supplemental Figure 3. Comparison of chromatographic traces of coumaric acid-O-sulphate in WA-B group and CT group and comparison of 
MS3 ion spectrum of the same urinary compound with MS2 ion spectrum of 4’-coumaric acid standard.



Supplemental Figure 4. Comparison of chromatographic traces of enterolactone-O-glucuronide in WA-B group and CT group and comparison 
of MS3 ion spectrum of the same urinary compound with MS2 ion spectrum of enterolactone standard.



Supplemental Figure 5. Cumulative urinary excretion of some phenolic metabolites in the 
acute feeding. CT: control group. WA-A: wheat aleurone A group. WA-B: wheat aleurone B 
group. Data are expressed as mean values of µmol excreted, with n=4 for each group. Letters 
are included for values significantly different among groups (p<0.05).



Supplemental figure 6. Excretion in the 24 h-urine of some phenolic metabolites in the 
chronic feeding. CT: control group. WA-A: wheat aleurone A group. WA-B: wheat aleurone 
B group. Data are expressed as mean values of µmol ± SEM, with n=6 for each group. 
Letters are included for values significantly different among groups (p<0.05).


