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Figure S1. CID-MS" mass spectra in negative ion mode for compound 1: (A) CID-MS? spectrum of
the precursor ion at m/z 377; (B) CID-MS? mass spectrum of the product ion at m/z 341.
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Figure S2. CID-MS" mass spectra in negative ion mode for compound 2: (A) CID-MS? spectrum of
the precursor ion at m/z 195; (B) CID-MS® mass spectrum of the product ion at m/z 129.
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Figure S3. CID-MS" mass spectra in negative ion mode for compound 3: (A) CID-MS? spectrum of
the precursor ion at m/z 539; (B) CID-MS? mass spectrum of the product ion at m/z 503.
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Figure S4. CID-MS" mass spectra in negative ion mode for compound 1: (A) CID-MS? spectrum of
the precursor ion at m/z 377; (B) CID-MS?® mass spectrum of the product ion at m/z 341.
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Figure S5. CID-MS" mass spectra in negative ion mode for compound 5: (A) CID-MS? spectrum of
the precursor ion at m/z 191; (B) CID-MS? mass spectrum of the product ion at m/z 111.
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Figure S6. CID-MS" mass spectra in negative ion mode for compound 6: (A) CID-MS? spectrum of
the precursor ion at m/z 135; (B) CID-MS?® mass spectrum of the product ion at m/z 117
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Figure S7. -MS" mass spectra in positive ion mode for compound 7: (A) CID-MS? spectrum of the
precursor ion at m/z 284; (B) CID-MS?® mass spectrum of the product ion at m/z 152.
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Figure S8. CID-MSn mass spectra in negative ion mode for compound 8: (A) CID-MS2 spectrum of
the precursor ion at m/z 447; (B) CID-MS3 mass spectrum of the product ion at m/z 315.



Plants 2023, 12, 594. 5 of 13

Intens.

-MS2(195),4.71min #190
x1044 A

129
4

3

I T
100 200 300 400 500 600 700 800 900 m'z

Intensa;_ -MS3(195->129),4.77min #192
x10

0.8 1

0.6
0.4

0.2 1

0-0|‘|||||| r+r+ |+ g5 nr |, . rr o rr.r..,r 115111t 1 1T T T

T T T T T
100 200 300 400 500 600 700 800 900 m'z

Figure §9. CID-MS" mass spectra in negative ion mode for compound 9: (A) CID-MS? spectrum of
the precursor ion at m/z 447; (B) CID-MS?® mass spectrum of the product ion at m/z 315.
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Figure S10. CID-MS" mass spectra in positive ion mode for compound 10: (A) CID-MS? spectrum of
the precursor ion at m/z 195; (B) CID-MS® mass spectrum of the product ion at m/z 177.
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Figure S11. CID-MS" mass spectra in negative ion mode for compound 11: (A) CID-MS? spectrum
of the precursor ion at m/z 355; (B) CID-MS?® mass spectrum of the product ion at m/z 193.

Intens.
x10°3

1.00
0.75
0.50

o
N
[&)]

1

0.004

A

193

217
134 |

-MS2(355), 25.75min #1058

L. L
| L

17
100 200

T
300

400

500

T
600 700 800 900 m'z

Intens._]
x104]

W
|

B

134

-MS3(355->193), 25.81min #1060

100

T
300

400

500

T
600 700

900

800 m'z

Figure S12. CID-MS" mass spectra in negative ion mode for compound 12: (A) CID-MS? spectrum
of the precursor ion at m/z 355; (B) CID-MS?® mass spectrum of the product ion at m/z 193.
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Figure S13. CID-MS" mass spectra in positive ion mode for compound 13: (A) CID-MS? spectrum of
the precursor ion at m/z 169; (B) CID-MS?® mass spectrum of the product ion at m/z 137.
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Figure S14. CID-MS" mass spectra in positive ion mode for compound 14: (A) CID-MS? spectrum of
the precursor ion at m/z 757; (B) CID-MS® mass spectrum of the product ion at m/z 303.
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Figure S15. CID-MS" mass spectra in positive ion mode for compound 15: (A) CID-MS? spectrum of
the precursor ion at m/z 476; (B) CID-MS?® mass spectrum of the product ion at m/z 177.
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Figure S16. CID-MS" mass spectra in positive ion mode for compound 16: (A) CID-MS? spectrum of
the precursor ion at m/z 771; (B) CID-MS® mass spectrum of the product ion at m/z 317.
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Figure S17. CID-MS" mass spectra in positive ion mode for compound 17: (A) CID-MS? spectrum of
the precursor ion at m/z 562; (B) CID-MS?® mass spectrum of the product ion at m/z 314.
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Figure S18. CID-MS" mass spectra in positive ion mode for compound 18: (A) CID-MS? spectrum of
the precursor ion at m/z 611; (B) CID-MS® mass spectrum of the product ion at m/z 303.
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Figure S19. CID-MS" mass spectra in positive ion mode for compound 19: (A) CID-MS? spectrum of
the precursor ion at m/z 447; (B) CID-MS? mass spectrum of the product ion at m/z 285.
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Figure S20. CID-MS" mass spectra in positive ion mode for compound 20: (A) CID-MS? spectrum of
the precursor ion at m/z 461; (B) CID-MS® mass spectrum of the product ion at m/z 299.
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Figure S21. CID-MS" mass spectra in positive ion mode for compound 21: (A) CID-MS? spectrum of
the precursor ion at m/z 314; (B) CID-MS? mass spectrum of the product ion at m/z 177.
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Figure S22. CID-MS" mass spectra in positive ion mode for compound 22: (A) CID-MS? spectrum of
the precursor ion at m/z 595; (B) CID-MS® mass spectrum of the product ion at m/z 287.
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Figure S23. CID-MS" mass spectra in positive ion mode for compound 23: (A) CID-MS? spectrum of
the precursor ion at m/z 625; (B) CID-MS?® mass spectrum of the product ion at m/z 317.
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Figure S24. CID-MS" mass spectra in positive ion mode for compound 24: (A) CID-MS? spectrum of
the precursor ion at m/z 547; (B) CID-MS?® mass spectrum of the product ion at m/z 299.
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Figure S25. CID-MS" mass spectra in positive ion mode for compound 25: (A) CID-MS? spectrum of
the precursor ion at m/z 547; (B) CID-MS? mass spectrum of the product ion at m/z 299.



