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Table S1. Library hits found in the spectra of the methanolic extract of C. cowellii against the GNPS

database.
Compound Library class Cosine Shared MZErrorPPM LibMZ
name peaks
Quercetin-3-O- Bronze 0.85 8 1
rhamnoside 447.093
(Quercitrin)
Quercetin-3-O- Bronze 0.80 7 0
galactoside 463.088
(Hyperoside)
Quercetin-3-O- Bronze 0.72 6 0
arabinoside 433.078
(Avicularin)
Quercetin-3-O- Bronze 0.84 6 1
glucuronide 477.067
(Miquelianin)
Quercetin 3-F2- Bronze 0.73 6 37 615.099
galloylglucoside)
Myrlcetlr}—3—O— Bronze 0.85 6 10 449,067
pentoside
Myrlcetm-.3-O- Bronze 0.93 9 2 479,083
galactoside
4'-0O- Gold 0.83 8 93
Methylmyricetin-
3-O-rhamnoside 477.104
(Mearnsitrin)
Procyanidin B1 Bronze 0.81 11 1 577.136
Procyanidin B2 Bronze 0.71 9 14 575.108
Catechin-3-O- Bronze 0.81 8 2 441.083
gallate
Epicatechin-3-O- Bronze 0.71 8 10 487 088
gallate

MZErrorPPM: ppm error with the spectral library match, LibMZ: m/z value of the spectral library match.



Figure S1. Molecular network of the total extract of Coccoloba cowellii, created with the Feature-Based Molecular

Networking (FBMN) workflow on the Global Natural Products Social (GNPS) molecular networking web-platform

(The molecular networking job can be publicly accessed at
https://gnps.ucsd.edu/ProteoSAFe/status.jsp?task=a2f9e6e25ca64043a36a3d2fb09270c5)
Figure S2. Full MS and MS/MS spectra of compounds 1-15.
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d) Peak 4 [(a) MS spectrum and (b) MS/MS spectrum], Rt 9.98 min
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f) Peak 6 [(a) MS spectrum and (b) MS/MS spectrum], Rt 10.60 min
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h) Peak 8 [(a) MS spectrum and (b) MS/MS spectrum], Rt 11.11 min
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j) Peak 10 [(a) MS spectrum and (b) MS/MS spectrum], Rt 11.43 min
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k) Peak 11 [(a) MS spectrum and (b) MS/MS spectrum], Rt 11.58 min
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I) Peak 12 [(a) MS spectrum and (b) MS/MS spectrum], Rt 12.02 min
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n) Peak 14 [(a) MS spectrum and (b) MS/MS spectrum], Rt 12.51 min
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0) Peak 15 [(a) MS spectrum and (b) MS/MS spectrum], Rt 17.12 min

Figure S3. Tentative fragmentation pathways of some compounds present in the total extract of C. cowellii.
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b) Peak 2, Rt 6.04 min, tentative identification: Catechin. Hypothetical fragmentation

pattern taken from Callemien and Collin, 2008 [1].
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c) Peak 3, Rt 7.22 min, tentative identification: Epicatechin. Hypothetical fragmentation
pattern taken from Callemien and Collin, 2008 [1].
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d) Peak 4, Rt 9.98 min, tentative identification: Myricetin-3-O-galactoside. Hypothetical
fragmentation pattern taken and adapted from Li et al., 2016 [2].
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e) Peak 5, Rt 10.21 min, tentative identification: Procyanidin B1 monogallate (position of
the galloyl substituent is arbitrary). Hypothetical fragmentation pattern taken from

Callemien and Collin, 2008 [1].
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f) Peak 6, Rt10.60 min, tentative identification: Myricetin-3-O-glucuronide. Hypothetical
fragmentation pattern taken and adapted from Li et al., 2016 [2].
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g) Peak 13, Rt 12.38 min, tentative identification: Quercetin-O-pentoside 1. (position of
hexoside substituent is arbitrary). Hypothetical fragmentation pattern taken from Li et
al., 2016 [2].
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