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Table S1. Secoiridoids metabolites detected in plasma and/or urine from humans and rats.

Food or supplement Compounds Metabolites Parent mass Fragments Ref
Hydroxytyrosol 153 123 [1,2]
Dihydroxyphenyl acetic acid 167 123 [1,3]
Hydroxytyrosol-glucuronide 329 153 [1]
Hydroxytyrosol-sulfate 233 153 [1,4]
Hydroxytyrosol acetate sulfate 275 195 [4]
Homovanillic acid 181 137 [1,3]
Homovanillic acid-glucuronide 357 181 [1]

. Homovanillic alcohol 167 152 [1,3]
Oleuropein and/or Homovanillic alcohol-sulfate 247 167 [1]
oleacein

Elenolic acid 241 139 [13]
EVOO Elenolic acid-sulfate 321 241 ’
Elenolic acid-glucuronide 417 241
Methyloleuropein aglycone-sulfate 471 391 [1]
Oleuropein aglycone-glucuronide 553 377
Oleacein 319 195 5]
Oleacein-sulfate 399 319
Oleacein-glucuronide 495 319/153 [5,6]
Oleocanthal-hydrate 319 153
Oleocanthal-H,O 321 201
Oleocanthal OLC-hydrate-glucuronide 481 217 7]
OLC-H,O-glucuronide 497 321

EVOO: Extra virgin olive oil.



Table S2. Phenolic alcohol metabolites detected in plasma and/or urine from humans and rats.

Food or supplement Compounds Metabolites Parent mass Fragments Ref
Hydroxytyrosol-glucuronide 329 153 [1,2,5,8-12]
Hydroxytyrosol-sulfate 233 153/123 [1,2,4-6,8,10-12]
Hydroxytyrosol acetate-sulfate 275 195 [4,5,10,12]
Hydroxytyrosol acetate-glucuronide 371 195 [5]
Homovanillic alcohol 167 151/91 [5,13]
Homovanillic alcohol-glucuronide 343 167 [5,9,10,12]
Hydroxytyrosol Homovanillic alcohol-sulfate 247 167 [5,10,12,13]
EVOO Homovanillic acid 181 137 [1,2,5,6]
Homovanillic acid-sulfate 261 181 [2,4-6,10-12]
Homovanillic acid-glucuronide 357 181 [5,12]
Hydroxytyrosol acetate 195 91/123 [5,13]
Dihydroxyphenylacetic acid 169 123/110 [13]
Tyrosol 139%* 121/91
Tyrosol-glucuronide 313 137 [2,9]
Tyrosol Tyrosol-sulfate 217 137 [2,6,11]

EVOO: Extra virgin olive oil. *In positive mode.



Table S3. Flavonoids metabolites detected in plasma and/or urine from humans and rats.

Food or supplement Compounds Metabolites l:::;z:t Fragments Ref
Flavan-3-ols
Cocoa, cocoa drink, wine, grape extract or (Epi)catechin 289 245/205/179/137/151 [14-19]
epicatechin standard
Black tea, cocoa, cocoa cream and drink, (Epi)catechin-glucuronide 465 289/245/205/179/203/289/245 [15-29]
chocolate, dark chocolate, grape (extract and
omace drink), almond, (epi)catechin standard, . . 15-19,22-26,28—
» lyphenol—riczljuice, pur(e phe el mhenolrich (Epi)catechin-sulfate 369 280/303/217/137/245 L o
berry fruits.
Cocoa drink, grape (pomace drink and extract, (Epi)catechin-glucuronide-sulfate 545 465/369/289 [19,27,28,30]
polyphenol-rich juice
(Epic)catechin standard Methyl-(Epi)catechin 305 179/147/139/137 [18,20]
Cocoa cream, catechin standard, Cocoa, cocoa
drink, dark chocolate, chocolate, almond, grape Methyl-(Epi)catechin-glucuronide 479 179/139//137/303/289/175/461 [15-21,24-26,31]
extract, epicatechin standard, cranberry extract
Cocoa cream, catechin standard Black tea, cocoa,
cocoa cream and drink, chocolate, dark chocolate, [15,16,18—
grape (extract and pomace drink), almond, Methyl-(Epi)catechin-sulfate 383 289/303/245/217/137 20 §2 ’2 4-2730]
(epi)catechin standard, polyphenol-rich juice, e ’
puree of (poly)phenol-rich berry fruits.
Cocoa drink, chocolate Methyl-(Epi)catechin-glucuronide-sulfate 559 289 [24,30]
Chocolate (Epi)catechin Methyl-(Epi)catechin-diglucuronide-sulfate 639 383 [24]
Catechin-hydrate 287 /
Cranberry syrup Catechin-hydrate-glucuronide 463 / [32]
Chocolate, epicatechin standard (Epi)catechin-glucoside 451 289/313/161 [18,24]
Epicatechin standard (Epi)catechin-sulfate-glucoside 531 369/289/451/313 [18]
Grape extract (Epi)gallocatechin 305 225 [19]
Polyphenol-rich juice (Epi)gallocatechin-glucuronide 481 305 [28]
Black tea Dimethyl-(Epi)gallocatechin-sulfate 413 / [30]
Grape extract, polyphenol-rich juice Methyl-epigallocatechin-glucuronide 495 319 [19,28]
Almond, green tea Hydroxyphenyl-y-valerolactone 191 147 [26,33]
Green tea, chocolate Hydroxyphenyl-y-valerolactone-glucuronide 367 207/197/191 [24,33]
Green tea, epicatechin standard, chocolate, almond Hydroxyphenyl-y-valerolactone-sulfate 271 191 [18,24,26,33]
Green tea, grape extract, epicatechin standard, Dihydroxyphenyl-y-valerolactone 207 163/161/147/ 135/122/109 [18,19,24,26,33,3
chocolate, almond, concord grape juice 4]
Green tea, chocolate, almond, epicatechin standard Dihydroxyphenyl-y-valerolactone-glucuronide 383 207/175/163/135/122/113 [24,26]
Green tea, epicatechin standard Dihydroxyphenyl-y-valerolactone-sulfate 287 207 [18,33]
Dihydroxyphenyl-y-valerolactone-di-sulfate 367 287
Green tea Trihydroxyphenyl-y-valerolactone 223 179 331
Catechin standard Methoxy-hydroxyphenyl-y-valerolactone 223 205/164/163 [21]




Methoxy-hydroxyphenyl-y-valerolactone-glucuronide 399 381/223/205
Methoxy-hydroxyphenyl-y-valerolactone-sullfate 303 285/223/163
. . Dihydroxyphenyl-y-valeric acid-sulfate 289 209/147/101
Epicatechin standard Trihydroxyphenyl-y-valeric acid-sulfate 305 225/207/123 [18]
Methyl-epicatechin-glucoside-sulfate 545 383/303/245/327/501/217
Green tea, chocolate, almond, epicatechin standard Methoxyl-hydroxyphenyl-y-valerolactone-glucuronide 397 175/221/206/177/162/123 [18,24,26,33]
Almond, epicatechin standard Methoxyl-hydroxyphenyl-y-valerolactone-sulfate 301 221 [18,26]
Almond Hydroxyphenylpropionic acid 165 121 [26]
. . Hydroxyphenylpropionic acid-glucuronide 341 175/165/121/113
Epicatechin standard Hydroxyphenylpropionic acid-sulfate 245 165/121 (18]
Almond Dihydroxyphenylpropionic acid 181 137 [26]
Methyl-dihydroxyphenylpropionic acid-sulfate 275 195
Dihydroxyphenylacetic acid-sulfate 261 181/137/217
Hydroxyphenylacetic acid-sulfate 231 151/217
Benzonic acid-sulfate 217 137
Epicatechin standard Tetrahydroxyphenylpropanol-glucuronide 451 275/217 [18]
Tetrahydroxyphenylpropanol-sulfate 355 275
Pentahydroxyphenylpropanol-sulfate 371 291/247/353/245
Methyl-pentahydroxyphenylpropanol-sulfate 385 305
Methyl-pentahydroxyphenylpropanol-glucuronide 481 305
Methyl-dihydroxyphenylacrylic acid-sulfate 273 193/229
. Isorhamnetin-glucuronide 491 315
Almond Isorhamnetin Isorhamnetin-sulfate 395 315 [26]
Green and black tea Methyl-epicatechin-sulfate 383 / [30,35]
Green tea, grape extract Epigallocatechin-glucuronide 481 305 [14,15,19]
. . Methyl-epigallocatechin-sulfate 399 /
Epigallocatechin/ Epicatechingallate-sulfate 521 /
epicatechingallate/ pieateching -
Black tea epigallocatechingallat Eplcatechlpgallatc':-glucuromde-sulfate 697 / (30]
e Methyl-epicatechingallate-sulfate 535 /
Methyl-epicatechingallate-glucuronide-sulfate 711 /
Epigallocatechingallate-sulfate 537 /
Methyl-epigallocatechingallate-sulfate 551 / [36]
Black tea, yerba mate, orange juice, cranberry Kaempferol Kaempferol-glucuronide 461 363/285/257/229/175/113/85 [30,35,37-41]
juice, strawberry, beans
. Phenyl-y-valerolactone-glucuronide 367 191
Wine Phenylvalerolactones Phenyl-y-valerolactone-sulfate 271 191 [42]
Lo Dihydroxyphenyl-y-valerolactone 207 163
Proanthocyanidin Methoxy-hydroxyphenyl-y-valerolactone 221 163
Cocoa Dihydroxyphenyl-y-valerolactone-glucuronide 383 207 [15]
Hydroxyphenyl- Dihydroxyphenyl-y-valerolactone-sulfate 287 207
valerolactones Methoxy-hydroxyphenyl-y-valerolactone-glucuronide 397 221
Cocoa, chocolate Methoxy-hydroxyphenyl-y-valerolactone-sulfate 301 221/206/162/161/147 [15,24]
Chocolate Methoxy-hydroxyphenyl-y-valerolactone-sulfate 317 222/179/163/137/125/113 [24]




Dihydroxyphenyl-y-valerolactone-sulfate 303 165/136/124/123/121
Cocoa, wine Procyanidin B1 577 425,289 [14,42]
Wine Procyanidin B2 577 425, 289 ’
Cranberry syrup Myricetin 317 /
Myricetin Methyl-myricetin 331 317 [32]
Methyl-myricetin-glucuronide 507 317
Tomato sauce, cran‘t;eerarynssyrup, grape extract, Quercetin 301 151 [19.32,41.43]
Tomato sauce, applesauce emfiched with apple peel Quercetin-sulfate 331 301/151 [43-45]
and onion, quercetin standard
Tomato sauce, cranberry (juice and syrup),
applesauce enriched with apple Quercetin-glucuronide 477 301/151 [32,38,43-45]
peel and onion, quercetin standard
Applesauce enriched with apple Quercetin-diglucuronide 653 477/301 [44,45]
peel and onion, quercetin standard Quercetin-glucuronide-sulfate 557 477/380/301 i
Quercetin standard, cranberry syrup . Methyl-quercetin 315 300/151 [32,44]
Yerba mate, applesauce enriched with apple peel Quercetin . .
. . Methyl-quercetin-glucuronide 491 315/300 [32,44-46]
and onion, quercetin standard, cranberry syrup
Applesauce enriched with apple Methyl-quercetin-diglucuronide 667 491/315/300 [44,45]
peel and onion or quercetin standard
Methyl-quercetin-sulfate 395 380/301
. Methyl-quercetin-glucuronide-sulfate 571 491/315/301
Quercetin standard Dimethyl-quercetin 329 315/301 [44]
Dimethyl-quercetin-glucuronide 505 491/315/301
Cranberry syrup Methoxy-quercetin-galactoside 477 / [32]
Grape extract Dihydroquercetin 303 223 [19]
Applesauce enriched with apple peel and onion Quercetin-glutathione 651 / [45]
Flavones
EVOO Apigenin Apigenin-glucuronide 445 269 [6,11]
Luteolin standard Luteolin Luteolin-glucuronide 461 285 [47]
Isoflavones
Daidzein standard Daidzein Equol 241 212/135/121 [48]
Daidzein standard, chocolate Equol-glucuronide 417 175/241/113 [48,49]
Chocolate Equol Equol-sulfate 321 241 [49]
Black soybean or daidzein standard Daidzein Genistein 269 225/181/201 [48,50]
Genistein-glucuronide 445 269/175
Chocolate, black soybean Genistein Gentcinsulfate 349 269/303/225 [49.50]
Hydroxygenistein-glucuronide 461 286/175
Black soybean Daidzein 253 225/209/197 (501
Chocolate, black soybean, daidzein standard Da}dze}n—glucuromde 429 253/175 [48-50]
Daidzein Da}dze%n-m‘llfate 333 253
Black soybean Daidzein-disulfate 413 333/253 (50]
Daidzein-glucuronide-sulfate 509 333/253
Daidzein standard Daidzein-hydrate 255 135/254/149 [48]




Daidzein-dihydrate 257 137/161/147
Hydroge-daidzein-glucuronide 431 255/175
Black soybean Hydroge-daidzein-sulfate 335 255/253/207 [30]
Daidzein standard Methyl-daidzein 267 252
Daidzein-glucoside 415 253/252/295 [48]
Daidzin-glucoside 579 2755/481
Black soybean, daidzein standard Daidzin 415 253/191/155 [48,50]
Black soybean Daidzin-sulfate 495 415/253 [50]
Puerarin 415 295
Methyl-genistein 283 268
Dimethyl-genistein 285 270/149 48]
Glucosygenistin 593 269/431/433/271/178
Hydroxygenistein 285 257/229/217
Daidzein standard Hydroxygenistein-glucosides 447 285/327/255
Glycitein 283 268/240
Glycitein-glucuronide 459 283/268/240 [50]
Glycitein-sulfate 363 283/268/240
Dihydroxyphenyl-chromane-diol 275 151
Hydroxyphenyl-chromene-triol. 271 165/151 [48]
Hydroxyphenyl-chromen-ol 239 147/195/197
Flavanones
Tomato sauce, orange juice Naringenin 271 253/235//151/119/107/93/83 [37,43]
Tomato sauce, almond Naringenin-glucuronide 447 271 [26,43,51]
Naringenin Nar@ngen@n—di glucgronide : 623 447/313/271/1757151/113 [37,52]
Orange juice Naringenin-glucoside-glucuronide 609 489/447/429/313/271/175/151/113
Naringenin-glucoside-sulfate 513 433/351/313/271/187/177/151/119 (37]
Naringenin-sulfate 351 271/177/164/119/107/93
Methylnaringenin-glucuronide 461 285/270/243/175/164/151/113/85
Orange juice or hesperetin standard Hesperetin 301 286/255/242/215/201/164/151/136 [37,53]
Orange juice, p"lyp:;z;‘gi'rrfh““ce’ hesperetin Hesperetin-glucuronide 477 301/175/151/459 [28,37,52,53]
Orange juice, hesperetin standard Hesperetin-diglucuronide 653 477/301/286/242/175/113/85 [37,52,53]
’ Hesperetin-sulfate 381 301/286/257/242/229/164/151/149 [37,53]
Orange juice Hesperetin Hesperetin-disulfate 461 381/365/301/286/231/113 [37]
Orange juice, polyphenol-rich juice Hesperetin-glucuronide-sulfate 557 477/381/301/286/254/242/229/113 [28,37,52]
Hesperetin standard Hesperetin-glucoside 463 175/445/151 [53]
Orange juice Hesperetin-sulfate-glucoside 543 463/423/381/373/301/286/257/242 [37]
Isosakuranetin-glucuronide 461 285 [52]
Dihesperetin-glucuronide 955 477/301/175/113/85
Hesperidin 609 301/286/257
Hesperidin standard Hesperidin Hesperidin-glucuronide 477 301/459 [37]
Hesperidin-sulfate 381 229/149/134/151
Hesperidin-diglucuronide 653 477/301




Hesperidin-glucoside 611 413/197/443
Hesperidin-demethoxylate 433 271/256/257//415
Hesperidin-demethylate 595 577/559/529/487
Eriodictyol-glucuronide-sulfate 543 463/367/287/254/187/175/151/135
Orange juice Eriodictyol Eriodictyol-glucuronide 463 427/287/151/135/113/85
Eriodictyol-sulfate 367 287/151/135/107
Homoeriodictyol 301 286/242/201/174/151/136/108/107
Anthocyanidins
. Cyanidin Cyanidin-glucoside 449 287 [36,39,54,55]
Chokeberry extract, strawberry drink Cyanidin-ghucuronide 263 287 [54]
Pelargonidin Pelargonidin-glucuronide 447 /
Strawberry drink Pelargonidin-glucoside 433 271/121 [36,39,40]
Pelargonidin-rutinoside 579 433/271
Peonidin-arabinoside  Delphinidin-glucuronide 479 303
Bilberry Malvidin Malvidin-arabinoside-glucuronide 639 331
Cyanidin Peonidin-glucoside-glucuronide 639 301
Petunidin Malvidin-glucoside-glucuronide 669 339 [56]
Peonidin Petunidin-glucoside-glucuronide 655 317
Hydroxybenzoic acid 137 93
Red raspberry Hydroxybenzoic acid-sulfate 233 153
Red raspberry, yerba mate Dihydroxybenzoic acid 153 109 [46,55]
Ferulic acid-glucuronide 369 351/325/193/175/149/134/113/178
Red raspberry Hippuric acid 178 134 [55]
Hydroxyhippuric acid 194 100/150
Phenylacetic acid 135 91
Almond Anthocyanins Hydroxyphenylacetic acid 151 107 [26]
Dihydroxyphenylacetic acid 167 123/137
Red raspberry, almond Methoxy-hydroxyphenylacetic acid 181 137/109/121 26,531
Dihydrocaffeic acid-sulfate 261 181/109/121
Red raspberry F erul?c ac?d . 193 134/178/149
Ferulic acid-glucuronide 369 351/325/193/175/149/134/113/178 [55]
Isoferulic acid-glucuronide 369 193/178/113/134//175
Isoferulic acid-sulfate 273 193/178/134/149
Cranberry extract Peonidin-glucoside 461 264 [31]
Dihydrochalcones
Polyphenol-rich juice, apple Phloretin Phloretin-glucuronide 449 273 [28,57]
Polyphenol-rich juice Phloretin-glucuronide-sulfate 529 353/449/273 [28]




Table S5. Metabolites of phenolic acids detected in plasma and/or urine from humans and rats.

Food or

Compounds Metabolites Parent mass Fragments Ref

supplement
Hydroxybenzoic acids
Cocoa, EVOO, cranberry juice Vanillic acid 167 152/123 [6,14,15,38]
Orange juice, grape pomace drink, puree of L .
(poly)phenol-rich berry fruits Vanillic acid-glucuronide 343 167 [27,29,52]
EVOO, orange juice, cranberry juice, grape pomace
drink, puree of (poly)phenol-rich berry fruits, grape Vanillic acid-sulfate 247 203, 167, 123 [6,11,19,27,29,38,41,52]
extract
Cranberry juice Isovanillic acid 167 / [38]
Cocoa, grape extract, cranberry juice, almond, beans Protocatechuic acid 153 109 [14,15,19,26,38,41]
Grape extract Protocatechuic-glucoside 315 153 [19]
Grape pomace drink Protocatechuic Protocatechuic acid-glucuronide 329 153 [27]
Grape pomace, puree of (poly)phenol-rich berry fruits acid Protocatechuic acid-sulfate 233 153 [27,29]
c d .. Mandelic acid 151 73 34]

oncord grape juice Benzoic acid Benzoic acid 105 77
Grape pomace drink Benzoic acid-sulfate 217 137 [27]
Cocoa, coffee., beans, orange juice, red raspberry, . ' [14,15,19.26.27,31,32,32,34,
strawberry, wine, cranberry (juice, syrup, and extract), Hydroxybenzoic acid 137 93

o 36,38,41,42,52,58]
almond, grape and concord grape juice
Coffee, cranberry juice, cranberry syrup Dihydroxybenzoic acid 153 109 [32,38,58]
Coffee, concord grape juice Methoxy-hydroxybenzoic acid 167 123 [34,58]
Tomato sauce, black tea, orange juice, wine, cranberry
(juice and syrup), grape (extract, pomace drink, and Benzoic acid Hippuric acid 178 134 [19.27,30,32,34,38,41-
i 43,52,59]
juice) and beans
Almond, black tga, beans. cocoa, coffee, orange juice, ) _ ) ) ) [14,19,26,27,30,32,34,38 41
tomato sauce, wine, yerba mate, cranberry (juice and Hydroxybenzoic acid Hydroxyhippuric acid 194 100
. . —43,46,52,58,59]

syrup), and grape (extract, pomace drink, and juice).
Wine, cranberry juice, grape pomace drink. Gallic acid 169 125 [19,27,38]
Puree of (poly)phenol-rich berry fruits. Gallic acid-glucuronide 345 169 [29]
Grape extract, puree of (poly)phenol-rich berry fruits Methyl-gallic acid 183 139/95 [19,29]
Black tea, cranberry juice, grape extract, polyphenol- 0 o g Methyl-gallic acid-sulfate 263 183 [19,28-30,38]
rich juice, puree of (poly)phenol-rich berry fruits
Grape extract Dimethyl-gallic acid 197 182/153/137 [19]
Cranberry juice, grape extract Syringic acid 197 137 [19,38]
Hydroxycinnamic acids
Cocoa, wine, cranberry juice, almond, coffee, beans, Coumaric acid 163 119591 [14,15,19,26,38.41,60]
grape extract
Wine, coffee Coumaric acid Coumaric acid-glucuronide 339 163/113/119 [42,58,60]
EVOO, coffee Coumaric acid-sulfate 243 199/163/119 [6,11,58,60,61]
Coffee. yerba mate Dihydrocoumaric acid 165 121/106/59 [46,58,60,62]

ottee, ¥ Dihydrocoumaric acid-glucuronide 341 113/121/59/165 [46,58,60]




Dihydrocoumaric acid-sulfate 245 165/121/59 [46,58,60,62]
Dihydrocoumaroylquinic acid 339 165 [46,58]
Wine, cranberry syrup Coumaroyl-glucose 325 / [32,63]
Coffee, yerba mate Coumaroylquinic acid 337 163 [46,58]
Con(foat, coffe;, EVQQ, torlnato (sialtl)ce, wmte, %ra%e Caffel " 170 13 [6,14,15,19,26,38 41—
extract, cranberry juice, almond, beans, standar affeic aci 43,51,58.60.63,64]
solution
Tomato sauce, coffee, yerba mate, grape extract,
EVOO, polyphenol-rich juice, puree of (poly)phenol- Caffeic acid-sulfate 259 215/179/135 [6,19,28-30,43,58,60—62]
rich berry fruits Caffeic acid
Z(ﬁﬁ?gr’l:auce’ wine, cranberry juice, beans, standard Caffeic acid-glucuronide 355 311/179/135 [38,41-43,51,60,61,64]
Caffeic acid-glucoside 341 179
Cranberry syrup — - [32]
Caffeic acid-glucoside hydrate 339 /
Hydroxyglucuronyl crylic acid 355 32/71/ gé/ll/ %33/179/1
Standard solution [64]
Glucuronylhydroxy crylic acid 355 3373112677179/
veronyTydroxy eryme 75/135/113
Tomato sauce, coffee, yerba mate, grape extract, Caffeic acid Dihydrocaffeic acid 181 137/109 [38,43,46,58,60,62]
cranberry juice
Tomato sauce, coffee, yerba mate, cranberry juice, . . . [27,28,38,41,43,46,58,60,62
grape pomace drink, beans, polyphenol-rich juice Dihydrocaffeic Dihydrocaffeic acid-sulfate 261 1817113 ]
Tomato sauce, coffee, yerba mate, grape extract, acid . . . . 339/313/295/181/1
cranberry juice Dihydrocaffeic acid-glucuronide 357 75/166/137/113 [19,38,43,46,58,60,61]
Coffee, yerba mate Caffeoylquinic acid 353 191/179 [46,58,60,62]
L Caffeoylquinic-sulfate 433 191/353/179
Coffee Caffeic acid Caffcoylquinic-lactone 335 161/133 [60]
Coffee, yerba mate Dihydrocaffeoylquinic acid 355 181 [46,58]
Yerba mate Caffeoylquinic lactone-sulfate 415 335 [46]
Cocoa, tomato sauce, c.offee, wine, cranberry juice, Ferulic acid 193 134/178/149 [14,15,26,38,42,43,51,58,60,
almond, standard solution 64]
Tomato sauce, coffee, yerba mate, orange juice, [6,19,28,29,38,41—
EVOO, cranberry juice, beans, polyphenol-rich juice, Ferulic acid-sulfate 273 193/149/134/178 S em co
. - 43,46,52,58,60-62]
puree of (poly)phenol-rich berry fruits, grape extract
E(\)/n(;a(go sgrflfé COf'fzie(;g er?z:l Iemger}lzzaenﬁﬁm’ Undefined or ferulic Ferulic acid-glucuronide 369 351/325/193/175/1 [6,27,29,38.41-
: Ty Juice, grape poma ’ acid g 49/134 43,46,51,52,58,60-62]
puree of (poly)phenol-rich berry fruits Ferulic acid
Coffece cruic act Methyl-ferulic acid 207 103/163 [60.62]
Methyl-dihydroferulic acid 209 150/165 [60]
;{g:a mate, cranberry juice, coffee, polyphenol-rich Dihydroferulic acid 197 136 [28,38,43,46,58,60,62]
Yerba mate, grape extract, cranberry (juice and syrup), Dihydroferulic acid-glucuronide 373 195/175/136 [19,32,38,41,43,46,60,62]

coffee, beans




Yerba mate, grape extract, coffee, orange juice, beans,

[19,28,38,41,43,46,52,60,62

(poly)phenol-rich berry fruits Dihydroferulic acid-sulfate 277 195 ]
Tomato sauce, coffee, yerba mate, cranberry juice, Isoferulic acid 193 178/134 [38,43,46,58,60,62,64]
standard solution
Coffec, yerba mate, orange juice, wine, cranberry Isoferulic acid-glucuronide 369 193/134 [29,38,42,46,52,58,60,62]
juice, puree of (poly)phenol-rich berry fruits
Coffee, yerba mate, polyphenol-rich juice Dihydroisoferulic acid 195 136 [28,46,58]
g:afrfze yerba mate, orange juice, cranberry juice, Dihydroisoferulic acid-glucuronide 371 195/136 [38,41,46,52,58]
Coffee, yerba mate, EVOO, cranberry juice Dihydroisoferulic acid-sulfate 273 195/136 [11,38,46,58]
Coffee, yerba mate Feruloylquinic acid 367 191 [46,58,60,62]
Feruloylquinic-sulfate 447 191/193
Coffee Feruloylquinic-glucuronide 543 191/193 [60]
Feruloylquinic-lactone 349 175/160
Coffee, yerba mate Dihydroferuloylquinic acid 369 195 [46,58]
Coffee Feruloylquinic lactone-glucuronide 525 349 [58]
Coffee, yerba mate, orange juice, grape pomace drink, Feruloylglycine 250 191/134 [27,28,46,52,58]
polyphenol-rich juice
Coffee, yerba mate Isoferuloylglycine 250 191/134 [46,58]
Cranberry juice, beans Sinapic acid 223 / [38,41]
Grape pomace drink Sinapic acid-sulfate 303 223 [27]
Cinnamic acid 147 103 [60]
Coffee Methoxy-cinnamic acid 177 133/117
Dimethoxy-cinnamic Dimethoxy-cinnamic acid 207 103 (58]
acid Dimethoxy-dihydrocinnamic acid 209 /
Almond Methoxy-hydroxycinnamic acid 193 134 [26]
Tomato sauce, cranberry juice. Chlorogenic acid 353 191 [38,43]
Hydroxychlorogenic acid 369 /
Cranberry syrup Chlorogenic acid + H,0 371 353 32]
Caffeoylquinic acid lactone-sulfate 415 335/161/135
Feruloylquinic acid 367 193
Ferulic acid-sulfate 273 193/178/149/134
Feruloylglycine 250 206/191/177/149
Chlorogenic acid Dihydroferulic acid-sulfate 277 195/171/151
Coffee Dihydroferulic acid-glucuronide 371 195/173/113
Isoferulic acid-sulfate 273 193/178 [65]
Isoferulic acid-glucuronide 369 193/175/113
Dihydro(iso)ferulic acid-glucuronide 371 195/175/113
Caffeic acid-sulfate 259 179/135
Dihydrocaffeic acid 181 137/119
Dihydrocaffeic acid-glucuronide 357 181/175/137/113
Dihydrocaffeic acid-sulfate 261 181/137/119

Hydroxyphenilacetic acids




Cocoa, coffee, wine, grape extract, cranberry juice,

concord grape juice, wine i}ifgroxyphenylacetlc Hydroxyphenylacetic acid 151 107 [14,15,19,34,38,38,42,58]
Tomato sauce Hydroxyphenylacetic acid-sulfate 231 213/187/151/143 [51]
Cocoa, yerba mate, coffee, grape extract, cranberry Dihydroxyphenylacetic acid 167 123/137 [14,15,19,34,38,46,58]
juice, concord grape juice
Orange juice Dihydroxyphenylacetic acid-sulfate 247 167 [52]
Sv(i)g:a, yerba mate, wine, coffee, concord grape juice, {a)cli}zlydroxyphenylacetlc Methoxy-hydroxyphenylacetic acid 181 137 [14,15,34,34,42,46,58]
Black soybean Hydroxymethoxyl-phenylacetic acid-sulfate 261 181/125 [50]
Concord grape juice Phenoxyacetic acid 151 165/147/135/73 [34]
Cocoa, cranberry juice Phenylacetic acid 135 91 [14,15,38]
Grape extract, cranberry juice Homovanillic acid 181 137 [19.38]
Grape extract, beans, cranberry juice Homovanillic acid-sulfate 261 181 ’
Hydroxyphenylpropanoic acids
Coffee Phenylpropionic acid 149 105 [60]
Wine Hydroxyphenylpropionic acid- sulfate 245 165 [42]
Hydroxyphenylpropionic acid-glucuronide 341 165
Coffee . Methoxy-phenylpropionic acid 179 135 [60]
Ph.enylp ropronic Methoxy-hydroxyphenylpropionic acid-sulfate 275 195
. acid — -
Wine Methoxy-hydroxyphenylpropionic acid- [42]
. 371 195
glucuronide
Wine, orange juice Methoxy-hydroxyphenylpropionic acid 195 136 [42,59]
Tomato sauce, cocoa; yerba mate, wine, coffee, - .
concord grape juice, cranberry juice, standard solution Hydroxyphenylpropionic acid 165 121 [15,34,42,43,46,51,58]
. . Hydroxyphenyl Lo
Tomato sauce, wine, grape pomace drink propionic acid Hydroxyphenylpropionic acid-sulfate 245 227/201/165/121 [27,42]
Wine, orange juice Io)rﬁlcy;ig)(;(yphenylpropl Dihydroxyphenylpropionic aci- glucuronide 357 181 [42,66]
Black tea Homovanillic acid Hydroxymethoxyphenylcarboxylic acid-sulfate 261 / [30]
qu‘l’ccg"‘ concord grape juice, cranberry juice, orange Dihydroxyphenylpropionic acid 181 137 [14,15,34,38,59]
Apple, orange juice Dihydroxyphenylpropionic acid-sulfate 261 181 [57,66]
Dihydroxyphenylmethyoxypropionic acid 211 184/167/123
Dihydroxyphenyllactic acid 197 179/153/135/73
. Trihydroxyphenyllactic acid 213 195/169/151
Standard solution Hydroxymethylphenyl lactic acid 211 193/165/123 [64]
Hydroxymethyloxyphenyl lactic acid 211 193/148/134
Dihydroxyphenyllactic acid methyl ester 211 193/182/165/156
Hydroxyphenylpentanoic acids
. . Phenyl-y-valerolactone-sulfate 271 191
Cranberry juice, grape pomace drink, apple Phenyl-y-valerolactone-glucuronide 367 191 [27,67.68]
Grape pomace drink, apple Phenyl y-valerolactone-glucuronide-sulfate 463 287/207 [27,68]
Cocoa Hydroxyphenyl-y-valerolactone 191 147 [22]
Black tea, cocoa, cranberry extract Hydroxyphenyl-y-valerolactone-sulfate 271 191 [22,30,31]




Black tea, cocoa Hydroxyphenyl-y-valerolactone-glucuronide 367 191 [22,30]
Cocoa, cranberry juice, grape pomace drink Dihydroxyphenyl-y-valerolactone 207 163 [22,27,67]
S(le(r)l:erry juice, apple, grape pomace drink, black tea, Dihydroxyphenyl-y-valerolactone-sulfate 287 207 [22,30,38,67,68]
Cranberry juice, grape pomace drink, apple, black tea Dihydroxyphenyl-y-valerolactone-glucuronide 383 207 [27,30,67,68]
Black tea, cranberry juice, cocoa Is?llllgéieroxyphenyl y-valerolactone-glucuronide- 463 287 [30,67]
Trihydroxy-y-valerolactone-sulfate 303 /
Black tea Tr¥hyd.roxy-y-Valerolactone-glucuron}de 399 / [30]
Hydroxyphenyl-y- Trihydroxy-y-valerolactone-glucuronide-
479 /
valerolactone sulfate
Cocoa, black tea, cranberry juice x;:ft:[}él-dlhydroxyphenyl-y-valerolactone- 301 221 [22]
Cocoa, black tea Methyl-d.lhydroxyphenyl-y-valerolactone- 397 1 [22,30]
glucuronide
Methyl-trihydroxyphenyl-y-valerolactone- 317 /
Black tea sulfate [30]
Methyl-trihydroxyphenyl-y-valerolactone- 413 /
glucuronide
Cranberry juice, grape pomace drink, apple Phenyl-y-valerolactone-methoxy-sulfate 301 221/206 [27,67,68]
Cranberry juice, apple Phenyl-y-valerolactone-methoxy-glucuronide 397 221 [67,68]
Chocolate, cranberry extract Dihydroxyphenylvaleric acid 209 193/179/150/137 [24,31]
Cocoa, chocolate Trihydroxyvaleric acid 225 170/163/147/135 [22,24]
Cranberry extract Dihydroxyvaleric acid-sulfate 289 / [31]
Trihydroxyvaleric acid-sulfate 305 225/208/163/148
Black tea, cocoa, chocolate, apple Trihvd leric acid/ Trihydroxyvaleric acid-glucuronide 401 225/207/163/123 [22,24,30,68]
Black tea T::ltrZh r(()i)r(g)\(/a e;ilgrfcm Methyl-dihydroxyphenylvaleric acid-sulfate 303 / [30]
Black tea, chocolate acid Y v Methyl-trihydroxyphenylvaleric acid-sulfate 319 239/163/123/95/79  [24,30]
Black tea Methyl-te.:trahyd.roxyphenylvalerlc acid- 531 / [30]
glucuronide
Apple Methoxy-hydroxyphenylvaleric acid-sulfate 319 239 [68]




Table S5. Metabolites of enterolignans, stilbenes and ellagitannins detected in plasma and/or urine from humans and rats.

Food or supplement Compounds Metabolites Parent mass Fragments Ref
Enterolignans
Enterodiol 301 253
Cocoa Enterolactone 577 289 [14]
Stilbenes
Wine, resveratrol pill and standard trans-/cis-resveratrol 227 185 [69-71]
Wine, grape extract, resveratrol pill and standard Z:Z:i:;z,:::iz:zzzgg}:i‘fﬁ;?mde ;‘8; ;5; [19,69-71]
. trans-resveratrol-glucuronide-sulfate 483 307
Resveratrol pill trans-resveratrol-ﬁiglucuronide 579 403 (711
Resveratrol trans-/cis-piceid 389 227
Wine trans-/cis-piceid-glucuronide 565 389, 227 [69]
trans-/cis-piceid-sulfate 469 389, 227
. . Dihydroresveratrol 229 123
Wine, resveratrol pill Dihzdroresveratrol-glucuronide 405 229 [69.71]
Wine, grape extract Dihydroresveratrol-sulfate 309 229 [19,69]
Grape extract, resveratrol pill Dihydroresveratrol-glucuronide sulfate 485 309/ 233/ 175 [19,71]
Ellagitannins
Urolithin A 227 182/171
Urolithin A-glucuronide 403 175/171
Urolithin A-sulfate 307 175/113
Red raspberry Ellagitannins Isourolithin A-glucuronide 403 171/175 [55]
(iso)Urolithin A-glucuronide-sulfate 483 403/277/307/175
Urolithin B 211 117/167
Urolithin B-glucuronide 387 175/113
Dimethylellagic acid-glucuronide 505 113/175




Table S6. Metabolites of other phenolic compounds detected in plasma and/or urine from humans and rats.

Food or supplement Compounds Metabolites l:::;i:t Fragments Ref
Wine, concord grape juice Tartaric acid 149 / [34,63]
Ethyl hydrogen-sulfate 125 /
Monoglyceride citrate 265 /
Galactosylglycerol 253 /
Methylisocitric acid 187 / [63]
Isopropyl-oxosuccinate 219 /
Wine Dihydrloxy-methoxyacetophenone- 343 /
glucoside
Ethyl maltol 139 /
Phloroglucinol 125 / [42,63]
a-terpinyl cinnamate 283 /
Licarin C/kanzonol R 369 / [63]
Kanzonol I 435 /
Grape extract, concord grape juice Pyrogallol 125 97 [19,34]
Black tea, cranberry juice, beans, puree of (poly)phenol-rich berry fruits Pyrogallol Pyrogallol-sulfate 204 125 [29,30,38,41]
Cranberry juice, grape pomace drink, beans, puree of (poly)phenol-rich berry fruits Methylpyrogallol-sulfate 218 139, 124 [29]
Black tea, puree of (poly)phenol-rich berry fruits Pyrogallol-glucuronide 301 125 [29,30]
Black tea Pyrogallol Dihydroxyphenyl-sulfate 209 129 [72]
Grape extract Methylpyrogallol 139 124 [29]
Sprziberry (juice and extract), grape pomace drink, beans, puree of (poly)phenol-rich berry fruits, Catechol-sulfate 189 109 [27.29.31,38.41,57]
Puree of (poly)phenol-rich berry fruits Catechol-glucuronide 285 [29]
Cranberry juice, grape pomace drink, beans, puree of (poly)phenol-rich berry fruits, apple Methylcatechol-sulfate 203 123 [27,29,38,41,57]
Puree of (poly)phenol-rich berry fruits Methylcatechol-glucuronide 299 [29]
Black tea Resorcinol g;gﬁ:ﬁg}fg;fc;?mde ?gg ; [30]
Cranberry juice, beans Hydroxybenzaldehyde 121 / [38,41]
Cranberry juice Dihydroxybenzaldehyde 137 / [38]
EVOO, almond Vanillin 151 136 [6,26]
Vanillin-sulfate 231
EVOO Vanillin-glucuronide 327 1317136 [6]
Scopoletin 193 /
Methyl-scopoletin 207 /
Cranberry syrup Dihydroxycoumarin-glucuronide 355 / [32]
Methyl-hydroxycoumarin-glucuronide 353 /
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