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MS and MS/MS spectra of compounds 9, 15, and 46 in llex cochinchinensis (ICL) in negative ESI mode.

compound
I\Fl)o RT m/z MS spectrum MS/MS spectrum
Spectrum from ICL_DEREP NEG.wiff2 (sample 1) - LA BUI NAM BO_D... NEG, Experiment 7, -IDA TOF MSMS (50 - 2000) from 11.842 min
Precursor: 959.5 Da, +1, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points).
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Spectrum from ICL_DEREP NEG.wiff2 (sample 1) - LA BUI NAM BO_DEREP NEG, Experiment 5, -IDA TOF MSMS (50 - 2000) from 12.097 min
Precursor: 813.5 Da, +1, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points).

20000 605.4023
Spectrum from ICL_DEREP NEG.wiff2 (sample 1) - LA BUI NAM BO_DEREP NEG, Experiment ...2.090 min, noise f . 15000
S 606.4075
813.4634 : 10000
265 5000 767.4548
2 e 119.0416 207.|0581 606.4701| 647.4173 ?89.4294
o 100 200 300 400 500 600 700
B 814.4683 P
5 20 73.3677
15 12.09 | 8134647 | £ . .
815.4725 973 5041 e
711.3972 ' s =
OeO‘ . 1 N V| A T > io S715a41 sret07s
200 400 600 800 1000 1200 <
Mass/Charge, Da = >
s
: | 0L AL O (O
471 472 473 474 a7s 476
Mass/Charge. Da
Spectrum from ICL_DEREP NEG.wiff2 (sample 1) - LA BUI NAM BO_DEREP NEG, Experiment 8, -IDA TOF MSMS (50 - 2000) from 13.722 min
Precursor: 941.5 Da, +1, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points).
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MS and MS/MS spectra of compounds 9, 15, and 46 in llex cochinchinensis (ICL) in positive ESI mode.

compo
und RT m/z MS spectrum MS/MS spectrum
No.
Spectrum from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_D... POS, Experiment 8, +IDA TOF MSMS (50 - 2000) from 11.943 min
Precursor: 932.5 Da, +1, CE: 35.0, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points)
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Spectrum from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_DEREP POS, Experiment ...1.693 min, noise filtere
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Spectrum from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_DEREP POS, Experiment 3, +IDA TOF MSMS (50 - 2000) from 11.735 min
Precursor: 786.5 Da, +1, CE: 35.0, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points)
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Spectrum from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_DEREP POS, Experiment ...3.385 min, noise fil
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Spectrum from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_DEREP POS, Experiment 6, +IDA TOF MSMS (50 - 2000) from 13.425 min
Precursor: 914.5 Da, +1, CE: 35.0, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points)
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MS and MS/MS spectra of compound 46 in llex annamensis (IAL) in negative ESI mode.

compound
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MS spectrum
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Spectrum from IAL_DEREP NEG.wiff2 (sample 1) - LA BUI TRUNG BO_DEREP NEG, Experime...3.883 min, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points)
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MS/MS spectrum

Spectrum from IAL_DEREP NEG.wiff2 (sample 1) - LA BUI TRUNG BO...NEG, Experiment 10, -IDA TOF MSMS (50 - 2000) from 13.900 min
Precursor: 941.5 Da, +1, noise filtered (noise multiplier = 1.5), Gaussian smoothed (0.5 points)
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~“4Pp TIC from IAL_DEREP NEG.wiff2 (sample 1)-LABUI TRUNG BO_DEREP NEG
@ TIC from ICL_DEREP NEG.wiff2 (sample 1) - LA BUI NAM BO_DEREP NEG
@ TIC from IRL_DEREP NEG.wiff2 (sample 1) - LA BUI TRON_DEREP NEG
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Figure S1: Overlaid TICs of the leaves extracts of llex cochinchinensis (ICL), llex annamensis (IAL), and llex rotunda (IRL) in negative ESI
mode.



“@ TICfromlAL_DEREP POS.wiff2 (sample 1)-LABUI TRUNG BO_DEREP POS, Experiment 1, +IDATOF MS (70 -2000)
@ TIC from ICL_DEREP POS.wiff2 (sample 1) - LA BUI NAM BO_DEREP POS, Experiment 1, +IDA TOF MS (70 - 2000)
@ TIC from IRL_DEREP POS.wiff2 (sample 1) - LA BUI TRON_DEREP POS, Experiment 1, +IDA TOF MS (70 - 2000)
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Figure S2: Overlaid TICs of the leaves extracts of llex cochinchinensis (ICL), llex annamensis (IAL), and llex rotunda (IRL) in positive ESI
mode.



