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Top: LO1AT
Precursor m/z: 191.0563 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 191.0560 Charge: 1
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Figure S1. Mass spectrum of the compound (1S,3R,4S,5R)-1,3,4,5-tetrahydroxycyclohexane-1-carboxylic acid. The
upper panel corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the
reference spectrum from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was
performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 210.0608 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 210.0610 Charge: 1
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Figure S2. Mass spectrum of the compound citric acid. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social
Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 130.0496 Charge: O

Bottom: GNPS-Library
Precursor m/z: 130.0860 Charge: 1
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Figure S3. Mass spectrum of the compound pipecolic acid. The upper panel corresponds to the experimental spectrum
of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 175.1190 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 175.1190 Charge: 1
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Figure S4. Mass spectrum of the compound arginine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social
Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 166.0859 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 166.0860 Charge: 1
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Figure S5. Mass spectrum of the compound phenylalanine. The upper panel corresponds to the experimental spectrum
of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 293.1458 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 293.1450 Charge: 0
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Figure S6. Mass spectrum of the compound glutamine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social
Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 147.0758 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 147.1130 Charge: 1
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Figure S7. Mass spectrum of the compound lysine. The upper panel corresponds to the experimental spectrum of sample
LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social Molecular

Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LOTAT
Precursor m/z: 182.0810 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 182.0810 Charge: 1
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Figure S8. Mass spectrum of the compound tyrosine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LOTAT
Precursor m/z: 457.1561 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 457.1570 Charge: 1
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Figure S9. Mass spectrum of the compound trehalose. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LOTAT
Precursor m/z: 360.1489 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 360.1500 Charge: 1
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Figure S10. Mass spectrum of the compound sucrose. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social
Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 304.3006 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 304.3010 Charge: 1
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Figure S11. Mass spectrum of the compound 5,6-epoxy-87,117,14Z-eicosatrienoic acid. The upper panel corresponds to
the experimental spectrum of sample LOLAT, while the lower panel corresponds to the reference spectrum from the Global
Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 371.3280 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 371.3280 Charge: 1
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Figure S12. Mass spectrum of the compound heptadecasfing-4-enine. The upper panel corresponds to the experimental
spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product
Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 518.3251 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 518.3240 Charge: 1
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Figure S13. Mass spectrum of the compound lyso-PC(16:0) . The upper panel corresponds to the experimental spectrum
of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 478.2954 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 478.2930 Charge: 1
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Figure S14. Mass spectrum of the compound 1-stearoyl-2-hydroxy-sn-glycero-3-phosphoethanolamine. The upper panel
corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum
from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-
MS/MS analysis.



Top: LO1AT
Precursor m/z: 573.3049 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 573.3030 Charge: 1
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Figure S15. Mass spectrum of the compound 1-palmitoyl-2-hydroxy-sn-glycero-3-phosphoethanolamine. The upper
panel corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference
spectrum from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was performed
by LC-MS/MS analysis.

Top: LOTAT
Precursor m/z: 136.0618 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 136.0620 Charge: 1
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Figure S16. Mass spectrum of the compound adenine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 339.1072 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 339.1070 Charge: 1
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Figure S17. Mass spectrum of the compound 3-p-coumaroylquinic acid. The upper panel corresponds to the experimental
spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product
Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 121.0644 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 121.0650 Charge: 1
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Figure S18. Mass spectrum of the compound tyramine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social
Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 416.3536 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 416.3560 Charge: 1
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Figure S19. Mass spectrum of the compound solasodine. The upper panel corresponds to the experimental spectrum of

sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Top: LO1AT
Precursor m/z: 578.4080 Charge: 0

Bottom: GNPS-Library
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Figure S20. Mass spectrum of the compound tomatidine. The upper panel corresponds to the experimental spectrum of

sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 205.0861 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 205.1220 Charge: 1
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Figure S21. Mass spectrum of the compound 1-[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]ethenone. The upper panel
corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum
from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-
MS/MS analysis.

Top: LO1AT
Precursor m/z: 595.1664 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 595.1650 Charge: 1
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Figure S22. Mass spectrum of the compound 2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-
6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-ylJoxymethyl]oxan-2-ylJoxychromen-4-one. The upper panel
corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum
from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-
MS/MS analysis.



Top: LOTAT
Precursor m/z: 633.1429 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 633.1400 Charge: 1
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Figure S23. Mass spectrum of the compound 2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-(((2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-((((3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyltetrahydro-2H-pyran-2-yl)oxy)methyl)tetrahydro-2H-pyran-2-
yl)oxy)-4H-chromen-4-one. The upper panel corresponds to the experimental spectrum of sample LO1AT, while the lower
panel corresponds to the reference spectrum from the Global Natural Product Social Molecular Networking (GNPS)

library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 538.2293 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 538.2280 Charge: 1
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Figure S24. Mass spectrum of the compound 2-(hydroxymethyl)-6-[4-[(2S,3S)-3-(hydroxymethyl)-5-[(E)-3-
hydroxyprop-1-enyl]-7-methoxy-2,3-dihydro-1-benzofuran-2-yl]-2-methoxyphenoxy]oxane-3,4,5-triol. The upper panel
corresponds to the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum
from the Global Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-
MS/MS analysis.



Top: LO1AT
Precursor m/z: 743.2055 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 743.2030 Charge: 1
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Figure S25. Mass spectrum of the compound 3-[(25,3R,4S,5S,6R)-6-[[(2R,3R,4R,5R,6S)-3-[(2S,3R,4R)-3,4-dihydroxy-
4-(hydroxymethyl)oxolan-2-yl]Joxy-4,5-dihydroxy-6-methyloxan-2-ylJoxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-2-
(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 757.2232 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 757.2180 Charge: 1
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Figure S26. Mass spectrum of the compound 3-[4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-2-ylJoxyoxan-2-yl]oxy-5-hydroxy-2-(4-hydroxyphenyl)-7-[3,4,5-trihydroxy-6-

(hydroxymethyl)oxan-2-ylJoxychromen-4-one. The upper panel corresponds to the experimental spectrum of sample
LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social Molecular

Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 344.1340 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 344.1340 Charge: 1
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Figure S27. Mass spectrum of the compound (E)-3-[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-
ylloxyphenyl]prop-2-enoic acid. The upper panel corresponds to the experimental spectrum of sample LOLAT, while the
lower panel corresponds to the reference spectrum from the Global Natural Product Social Molecular Networking (GNPS)

library. The comparison was performed by LC-MS/MS analysis.
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Bottom: GNPS-Library
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Figure S28. Mass spectrum of the compound cryptochlorogenic acid. The upper panel corresponds to the experimental
spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product

Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.



Top: LO1AT
Precursor m/z: 165.0544 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 165.0550 Charge: 1
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Figure S29. Mass spectrum of the compound p-coumaric acid. The upper panel corresponds to the experimental spectrum
of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

Top: LO1AT
Precursor m/z: 1034.5581 Charge: 0

Bottom: GNPS-Library
Precursor m/z: 1034.5500 Charge: 1
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Figure S30. Mass spectrum of the compound furostane base + O-Hex, O-Hex-Hex-Hex. The upper panel corresponds to
the experimental spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global
Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Precursor m/z: 593.2000 Charge: 1

Cosine similarity = 0.8591

150%

(=]
o)
(32
=
=
«©
100% - X
50% S
o
9
2 N
2 0% Il |
) | i
Q
[
- o
(32}
S
50% A o
['e]
(o]
100% A d
o
=
o
w
&
150% ‘ . ; !
100 200 300 400 500 801

m/z
Figure S31. Mass spectrum of the compound kaempferol-3-O-rutinoside. The upper panel corresponds to the
experimental spectrum of sample LOLAT, while the lower panel corresponds to the reference spectrum from the Global

Natural Product Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Figure S32. Mass spectrum of the compound quercetin-4’-O-glucoside. The upper panel corresponds to the experimental
spectrum of sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product

Social Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Figure S33. Mass spectrum of the compound roseoside. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Figure S34. Mass spectrum of the compound routine. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.
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Figure S35. Mass spectrum of the compound 4-[(E)-3-[(2R,3R,4S,5S,6R)-3-[(2S,3R,4R)-3,4-dihydroxy-4-
(hydroxymethyl)oxolan-2-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-2-ylJoxybut-1-enyl]-3,5,5-trimethylcyclohex-
2-en-1-one. The upper panel corresponds to the experimental spectrum of sample LO1AT, while the lower panel
corresponds to the reference spectrum from the Global Natural Product Social Molecular Networking (GNPS) library.

The comparison was performed by LC-MS/MS analysis.
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Figure S36. Mass spectrum of the compound canrenone. The upper panel corresponds to the experimental spectrum of
sample LO1AT, while the lower panel corresponds to the reference spectrum from the Global Natural Product Social

Molecular Networking (GNPS) library. The comparison was performed by LC-MS/MS analysis.

This is an open-access article distributed under the terms of the Creative Commons Attribution Licence.
BY



