Peak area

RT m/z exp. Molecular m/z calc. Error
C (min) (M-H) formula (M-H) (ppm) A Proposed compound
(M-H) HT NJ HG VM

1 1976 1450621  CsHoN:0s 1450619  -13 210, 265 L-glutamine 229226019040 1825419+155114 1698453140672 2795044133643
2 2063 131.0471  CHN,0s  131.0462 6.9 212, 265 L-asparagine 8506428£469622 6274957625 361454+7870 48998424187
3 2077 1350295  CHiOs 1350299 2.6 nd. Threonic acid 54239427208 36425014874 7635878434 5186706867

4 2077 1460472  CsHoNOs  146.0459 -89 212, 265 L-glutamic acid 1322409£34459 1458807492003 1265847+154273 1724694497441
5 2127 1910565  CHpOs  191.0561  -18 nd. Quinic acid 1487200+111596 2103974142135 2719505178366 127856690260
6 2145 1650407  CsHuOs  165.0405 12 212, 265 Xylonic/arabinonic/ribonic acid 844451£13701 66976118551 7667158147 609632954176
7 2176 3411092  CyuHpOn 3411089 0.7 214, 267 Hexosyl hexose 4147403£263297 326751498770 3043562105108 627093079304
8 2244  209.0671  CHuO;  209.0667  -1.9 nd. Sedoheptulose (altro-heptulose) 1832113475996 2107331106624 1942958494105 1883125453373
9 2427 1330138  CGHeOs  133.0142 35 nd. Malic acid 52989865921 334950992641 71854746176 62826712869
10 8079  353.0899  CigHisOs  353.0878  -6.0 22;16’, f;z CaffeOqu”i"iZiic;;j (chlorogenic 2736023175731 569079245203 10169161+120618 14541919+1563909
11 9350  311.0287  CisHiuOs  311.0409 389 238,296,324 Caffe"y::i:)aigs:gf fcaﬁaric 1132550+28334 1313382477596 1357182+112509 1020386481591
12 9351  337.0939  CigHisOs  337.0929  -2.2 235,314 p-coumaroylquinic acid 279312644355 2659591252746 2025679104521 4270106£269607
13 9.501 517.1565 C22H30014 517.1565 -0.0 n.d. Feruloylhexosylhexose isomer 1 871332481449 0+0 00 500847+26047
14 9884 3671060  CisHxoOs  367.1035  -68 234,296,324 Feruloylquinic acid 23635588730469 5366567+220900 10131041+503659 9026796355690
15 10153 311.0278  CusHuOs  311.0409  42.1 238,296,324 Caffe"y::i:)aigg;:fz(caﬁaric 1267822423486 140704882355 1573148+122746 1341883+191169
16 10304 3551041  CigHxOs  355.1035  -1.8 nd. Feruloylhexose 69985319067 3979146435012 3235044464694 1453456493822




Dicaffeoyltartaric acid (chicoric

17 10324 473.0828  CpHis0,  473.0725  -216 nd. aci) 92372148233 56770230051 1661990483128 834010£4073
18 10.353 517.1582 C22H30014 517.1565 -3.6 n.d. Feruloylhexosylhexose isomer 2 745087116083 0+0 00 349217410391
19 12327 6251417  CyHpOp 6251410  -1.1 248, 266 Quercetin diglucoside 950740252389 928247285499 6190374639911 7994585£101437
20 13363 7552073  CsHeoOp 7552040  -4.4 nd. Quercetin ':‘;“;':is;" rutinoside 201275994663042 3152642106 4563710300 0:0

21 14918 771.1985  CsHaO; 7711989 05 255,265,355  Quercetin glucosyl rutinoside 7624301£160923 5921412297805 4266983£130022 43079624387431
22 16038 609.1481  CoMsoOis  609.1461  -32 255,267,355  Quercetin-3-O-rutinoside (rutin) 54082180+1154936 67130326+657784 84873352+1162535 63630856+1000844
23 16122 463.0914  CxMxOn  463.0882  -6.8 255,355 Quercetin-3-O-glucoside 1363837442235 60193442307 713604£70798 62609237605
24 16791 7552039  CsHaoOo 7552040 0.2 263, 355 Quercetin rf’;";':is; I rutinoside 4011007077 9014416999 7712124413 243452226

25 17227 7852147  CuMuO; 7852146 0.1 560, 353 Isorhamnetin glucosyl rutinoside 6376902404 1660945710 830537517 129876415393
26 18397 593.1529  CyMsoOis  593.1512  -2.9 265, 355 Kaempz‘:‘riz;g;&rig;m"sme 6758127458067 3292686204097 4941639+161068 2257003+232401
27 18597 477.1054  CypH»On  447.1038  -16 255,265,353 Isorhamnetin-3-O-glucoside 70322845383 0£0 0£0 0£0

28 18882 623.1652  CusHnOis  623.1618  -55 255,265,355 "“"ham”f;;j;g;;”“”“ide 13512891638437 1673614172307 3278567+155844 1218339£157905
29 19432 263.1290  CisHoOs  263.1289  -0.4 262 Abscisic acid 2052915496 20233443110 11249912000 18314249516

30 22361 4212115  CiHsOn 4212079  -86 265, 368 Unknown 8345038560 34385812778 2065899505 730735£19417
31 25001 383.1164  CahO;  383.1136  -72 246,300,317 Dicoumnaroyl glycerol 1141389439071 60783014666 2319478476753 1161059+139362
32 25019 4131272 CaoHnOs 4131242 72 251,296,315 Coumaroyl feruloyl glycerol 2338362 £34428 1040980427051 3780796172626 1293633457152
33 25034 4431368  CxHuO  443.1348  -46 251,300,313 Diferuoloyl glycerol 43703245577 2165246863 68126630491 165814411784




Table S1. HPLC-ESI-TOF/MS data on the compounds identified. From left to right: compound number, retention time, experimental m/z,
molecular formula, calculated m/z, error (ppm), maximum wavelength, proposed compound, and peak area for each variety.



