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Figure S1. Representative UPLC-QTof MS chromatograms of the 70% methanol extracts of the original cultivars at low CE scan (6 eV)
for precursor (up) and high CE scan (20-50 eV) for fragment ions (down). (a) ‘Heaven’s gate’ (No. 1), (b) ‘Citrine’ (No. 13), (c)
‘Pumpkin Pie’ (No. 19), (d) ‘Route 66’ (No. 25), and () ‘Moonbeam’ (No. 31).
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Figure S2. ESI-QTof-MS spectrum of taxifolin-7-O-glucoside (peak 1)
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Figure S3. ESI-QTof-MS spectrum of chlorogenic acid (peak 2)
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Figure S4. ESI-QTof-MS spectrum of taxifolin-3-O-glucoside (peak 3)
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Figure S5. ESI-QTof-MS spectrum of vanillic acid-4-glucoside (peak 4)
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Figure S6. ESI-QTof-MS spectrum of flavomarein (peak 5)
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Figure S7. ESI-QTof-MS spectrum of isookanin-7-O-rutinoside (peak 6)

Item name: 20090944 _neg_13
Item description:

Channel name: Low energy : Time 5.8455 +/- 0.0177 minutes

1.8e5
595.16486
1.5e54
w
=
5 ]
S, 100000
2
o 367.10129
z 596.16858
c /
— 50000
368.10530 S93TABITH 1714556
191.05284 / 435.08841 509.22223 565.14947— . 663.15678 694.08093
O T T I T T T 1 I 393>1I7‘?01 I T T I : ! l L T k l I I L T L

100 150 200 250 300 350 400 450 500 550 600 650 700
Item name: 20090944 _neg_13 Channel name: High energy : Time 5.8455 +/- 0.0177 minutes
Item description:

5.58e4
135..04489 151.00278 _287.25450
b ..: L3
7 40000
5 595.16614
S
= 191..(]5490
: 'Y
‘2 20000 26904267 | 309.03270 459.11134
= e N Mass error: -3.1 mDa 596.16610
LY - 0 45911134 N 577..1 5072 |/ 617.14007 648.07287
‘ o | —649.08544
0 [ 1
1 T T T T 1 1 1 T 1 1 1 1
100 150 200 250 300 350 400 450 500 550 600 650 700

Observed mass [m/z]




Figure S8. ESI-QTof-MS spectrum of luteolin-7-O-sophoroside (peak 7)
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Figure S9. ESI-QTof-MS spectrum of butin-7-O-glucoside (peak 8)
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Figure S10. ESI-QTof-MS spectrum of 8-methoxyeriodictyol-7-O-glucoside (peak 9)
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Figure S11. ESI-QTof-MS spectrum of coreolanceoline B (peak 10)
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Figure S12. ESI-QTof-MS spectrum of lanceolin (peak 11)
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Figure S13. ESI-QTof-MS spectrum of naringenin-7-O-glucoside (peak 12)
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Figure S14. ESI-QTof-MS spectrum of okanin-4,4"-O-diglucoside (peak 13)
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Figure S15. ESI-QTof-MS spectrum of 4',7,8-trihydroxyflavone-O-diglucoside (peak 14)
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Figure S16. ESI-QTof-MS spectrum of fisetin-3,7-O-diglucoside (peak 15)
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Figure S17. ESI-QTof-MS spectrum of isookanin (peak 16)
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Channel name: Low energy : Time 6.6443 +/- 0.0172 minutes
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Figure S18. ESI-QTof-MS spectrum of taxifolin (peak 17)
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Figure S19. ESI-QTof-MS spectrum of 4',5,7,8-tetrahydroxyflavanone-7-O-(6-O-arabinosyl-glucoside) (peak 18)
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Figure S20. ESI-QTof-MS spectrum of sulfuretin-6-O-glucoside (peak 19)
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Channel name: Low energy : Time 6.9412 +/- 0.0172 minutes
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Figure S21. ESI-QTof-MS spectrum of quercetin-7-O-glucoside (peak 20)
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Item description:

Channel name: Low energy : Time 6.9650 +/- 0.0172 minutes
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Figure S22. ESI-QTof-MS spectrum of maritimein (peak 21)
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Item description:

Channel name: Low energy : Time 7.0137 +/- 0.0172 minutes
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Figure S23. ESI-QTof-MS spectrum of luteolin-7-O-glucoside (peak 22)
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Item description:

Channel name: Low energy : Time 7.0280 +/- 0.0172 minutes
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Figure S24. ESI-QTof-MS spectrum of marein (peak23)
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Channel name: Low energy : Time 7.1510 +/- 0.0172 minutes
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Figure S25. ESI-QTof-MS spectrum of taxifolin 3',7-dimethyl ether 3-O-glucoside (peak 24)
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Figure S26. ESI-QTof-MS spectrum of 3,3’,4'-trihydroxy-7-methoxyflavone 3-O-glucoside (peak 25)
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Figure S27. ESI-QTof-MS spectrum of qurcetagetin-7-O-(6"-caffeoylglucoside) (peak 26)
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Figure S28. ESI-QTof-MS spectrum of 3,5-dicaffeoylquinic acid (peak 27)
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Figure S29. ESI-QTof-MS spectrum of sulfuretin (peak 28)

Item name: 20090965_neg_30
Item description:
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Figure S30. ESI-QTof-MS spectrum of luteolin-6-O-rhamnoside (peak 29)
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Figure S31. ESI-QTof-MS spectrum of coreopsin (peak 30)
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Figure S32. ESI-QTof-MS spectrum of 4,5-dicaffeoylquinic acid (peak 31)

ltem name: 20090965 _neg 30
ltem description:

Channel name: Low energy : Time 8.0475 +/- 0.0172 minutes

5.17e5
5e5-] 51511867
4e5-] 271.06067
7
H 3e5 193.04992
v 51310257
& \
2
E 2e54 529,09743
461.10812 545.09273
100000 272.06345 511.08739
! Y .
19405328 ! 33283234 46211254 jsm 10602
- 7. 42017474 ! 561.08799
13302979 16102391 J7a0ss0 321152 39106883 3TeTT 1708680 | |o|eTsess | |‘|f|—56?.0?3?4 61202668
a . : — . L A . . . . I | ' T— . —" o TR M ' L . I
75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600
Item name: 20090965 _neg_30 Channel name: High energy : Time 8.0475 +/- 0.0772 minutes
Item description:
173.04314 3.12e5
3e5 o
2,585
i) 2e5 -
5
é 179.33437
B 1565 133.02895 , L
< Mass error: -0.6 mDa 149.02376
£ & 191.05550 353.08667
100000 121.02887 2 Mass error: -1.1 mDa
Be
9303385 o 10301425 255.02000 31omes
50000 & . Mass error: -0.9 mDa 28302386 o 375.06992 46110828
o) g
1 —284.03077 335.07609 . 446.08531 48211070 - -
105.03300 | ‘ ] || (| [2onorses 2e0e3se ‘ 267.06791 H emoaree / S1SAT970 53710238 ggpqy7sy  58E04TT2
0 . ‘| 1 . L \I | I| il | . . | . 1 |I i L L I I . : . | . . . T ol . L .
75 100 125 150 175 200 225 250 275 300 325 350 375 400 423 450 475 500 525 550 575 600

Observed mass [m/z]



Figure S33. ESI-QTof-MS spectrum of okanin (peak 32)
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Figure S34. ESI-QTof-MS spectrum of eriodictyol chalcone-O-diglucoside (peak 33)
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Figure S35. ESI-QTof-MS spectrum of eriodictyol chalcone (peak 34)
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Item description:

Channel name: Low energy : Time 8.7311 +/- 0.0173 minutes
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Figure S36. ESI-QTof-MS spectrum of kaempferide (peak 35)

Item name: 20090965_neg_30
Item description:

Channel name: Low energy : Time 8.7377 +/- 0.0172 minutes
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Figure S37. ESI-QTof-MS spectrum of luteolin (peak 36)

Item name: 20090965_neg_30
Item description:

Channel name: Low energy : Time 8.8062 +/- 0.0172 minutes
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Figure S38. ESI-QTof-MS spectrum of 4-methoxylanceoletin-4'-O-glucoside (peak 37)
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Figure S39. ESI-QTof-MS spectrum of butein (peak 38)

Item name: 20090965_neg_30
Item description:

Channel name: Low energy : Time 9.2057 +/- 0.0172 minutes
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Figure S40. ESI-QTof-MS spectrum of apigenin (peak 39)

Item name: 20090965_neg_30
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Channel name: Low energy : Time 9.2780 +/- 0.0172 minutes
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Figure S41. ESI-QTof-MS spectrum of unknown (peak 40)

Item name: 20090965_neg_30
Item description:
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Figure S42. ESI-QTof-MS spectrum of lobetyolinin (peak 41)
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Figure S43. Validation plot of the OPLS-DA obtained from 200 permutation test.
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