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Figure S1. The neighbor-joining tree based on four DNA sequences. (A) matK
sequences; (B) rbcL sequences; (C) trnL-trnF sequences; (D) trnH-psbA sequences. The
red character was directly sequenced in this study, and the other sample sequences
were downloaded from GenBank via Blast analysis.



e ¢ [ 2
e o
° e ’ @ cy
® ® T
‘»g@
@® G’
coeoeeeeeecee000eee0ec e ‘ ’3
XX
00000000 ee e 00000 ..2 1
0000200000000 cee e e .
eP 0000902000000 ce ed2ree ‘
0005000000006 %0006 06%% '.
R E ) 12 .
R R L R . ‘ ‘
000900 e e v e e ev o9 .
I R R YD .
006000 ee 000000 ‘11..
0000000000 cco00e 00
eeec 0000000000 co0000000
000000 0COCOOIOIIOOIOIEOIOOEOGOEONTOGS @ 25% McOH fr. 50% MeOH fr. @ 75% MeOH fr.
99090909990 0990900999000000°9 @ 100%McOH fr. @ Total extracts
e0e 0o e o 00000000 ed20000
e 0 dce

Figure S2. Molecular network of extract and fractions from M. sequinii. (A) Full clusters
of M. sequinii extract and fractions; (B) Targeted cluster of flavanone glycosides
derivatives in molecular networking.
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Figure S3. HR-ESI-MS of compound 1.
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Figure S15. HMBC spectrum (CDsOD, 400 MHz) of compound 2.
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Figure 516. 'H-'H COSY spectrum (CDsOD, 400 MHz) of compound 2.
Single Mass Analysis A
Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
166 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)

Elements Used: v
Mass Calc. Mass | mDa | PPM | DBE | Formula i-FIT | i-FIT Norm | FitConf% | C H [0}
585.1233 . C28 H25 014 s
585.1186 47 8.0 255 (35 H21 09 3278 4412 1.21 35 21 9
585.1279 -46 -79 385 C46 H17 O 3316 8.165 0.03 46 17 1
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1.21e+005
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%_
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Figure 517. HR-ESI-MS of compound 3.
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Figure S18. IR spectrum of compound 3.
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Figure S19. 'TH NMR spectrum (CDsOD, 400 MHz) of compound 3.
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Figure S20. 3C NMR spectrum (CDsOD, 100 MHz) of compound 3.
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Figure 521. HSQC spectrum (CDsOD, 400 MHz) of compound 3.
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Figure S22. HMBC spectrum (CDsOD, 400 MHz) of compound 3.
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Single Mass Analysis
Tolerance =5.0 mDa / D
Element prediction: Off

BE: min =-1.5, max = 50.0

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
180 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

Mass
599.1396

599.1401

mDa | PPM | DBE
-0.5

Fit Conf %

i-FIT Norm

-08 165 C29 H27 014 205.2  0.000

599.1436 -40 -67 385 C47 H19 O 2136 8404 0.02 47 19 1
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100+ 599.1396
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Figure S24. HR-ESI-MS of compound 4.
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Figure 525. IR spectrum of compound 4.
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Figure S27. 3C NMR spectrum (CDsOD, 125 MHz) of compound 4.
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Figure 528. HSQC spectrum (CDsOD, 500 MHz) of compound 4.
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Figure 529. HMBC spectrum (CDsOD, 500 MHz) of compound 4.
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Figure S30. '"H-'"H COSY spectrum (CDsOD, 500 MHz) of compound 4.

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

180 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)

Elements Used: v
Calc. Mass | mDa | PPM | DBE | Formula i-FIT Norm | Fit Conf %

599.1401 -19 -32 165 (€29 H27 014 1764 0.255
599.1342 40 67 255 (36 H23 09 1776 1491 2251 36 23 9

Mass
599.1382
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181115_ASHM_neg 1045 (6.665) 1: TOF MS ES-
5.726+003
100- 599.1382
929.1469
o
146.9605
174.9550 565.1581
3912173
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Figure S31. HR-ESI-MS of compound 5.
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Figure 532. IR spectrum of compound 5.
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Figure S33. 'TH NMR spectrum (CDsOD, 400 MHz) of compound 5.
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

158 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

i-FIT | i-FIT Norm | FitConf% | C
78.3 0.000

919 13564

mDa | PPM | DBE | Formula
(X9) 1.1 165 C28 H25 013
-29 -51 385 C46 H17

Calc. Mass
569.1295
569.1330

Mass

569.1301

0.00 46 17

181115_ASHM_neg

181115_ASHM_neg 1071 (7.009) 1: TOF MS ES-
251e+004
100 569.1301
%_
625.1577
626.1583
285.0418 240 1054 _647.1400
151.0015 3030479 775 g, |.7511577 1005.3760 1195.32791313.8075 14995603
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Figure S38. HR-ESI-MS of compound 6.
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Data points 3528

Figure 539. IR spectrum of compound 6.
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Figure 542. HSQC spectrum (CDsOD, 500 MHz) of compound 6.
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Figure 544. '"H-'"H COSY spectrum (CDsOD, 500 MHz) of compound 6.

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

187 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)
Elements Used: v

Fit Conf %

Calc. Mass | mDa | PPM | DBE i-FIT Norm
625.1557 -03 -05 175 C31 H29 014 1032 0.012
625.1592 -38 -61 395 C49 H21 O 1076 4.401 123 49 21 1

Mass
625.1554

181115_ASHM_neg
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%_.
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647.1381
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Figure 545. HR-ESI-MS of compound 7.
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Figure 546. IR spectrum of compound 7.
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Figure S47. "H NMR spectrum (CD:OD, 800 MHz) of compound 7.
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Figure 548. 13C NMR spectrum (CDsOD, 200 MHz) of compound 7.
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Figure 549. HSQC spectrum (CDsOD, 800 MHz) of compound 7.
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Figure 550. HMBC spectrum (CDsOD, 800 MHz) of compound 7.
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Figure S51. '"H-'"H COSY spectrum (CDsOD, 800 MHz) of compound 7.
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Figure S52. Experimental circular dichroism (ECD) spectra of compounds 1-7. (A)
compounds 1, 3, 4, 6 and 7; (B) compounds 2 and 5
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Figure S53. Cytotoxicity of compounds 1-12 in HT22 cells. The compounds were
treated at 20 uM for 24 h, the cytotoxicity was calculated compared with control group.



“AB transfeétion .

Figure 554. Cell morphology of HT22 cells treated with compounds 1-12 after pEGFP-
C1/A B+ plasmid transfection. The cells were transfected with A/« plasmid using

Lipofectamine for 10 h. The transfected cells were exposed to test compound at 20 uM
for 24 h.



Table S1. BLAST results of M.

sequinii.

GenBank BLAST Report

rbeL (703 bp)

matK (1,221 bp)

trnH-psbA (495 bp)

Myrsine hermogenesii

Ardisia guianensis

Myrsine umbellata

1299 100%" MG718225.1% | 22241 99%! JF416280.11 891 99%! KF421096.17

Mpyrsine coriacea Myrsine africana Mpyrsine umbellata

12931 99% 78020411 2196 99%!! AJ429290.11 8911 99%!! KF421094.1

Ardisia guianensis Ardisia polysticta Myrsine seguinii

1291° 100%" KF981277.1% | 21741 99%! KC465962.1% | 880! 99%! MF926115.21
trnL-trnF (544 bp) ITS (685 bp)

Myrsine africana Mpyrsine seguinii

1000 99%! AJ430880. 11 1190 98%! KP092669.1

Ardisia polysticta Myrsine seguinii

985! 99% KC465962.11% | 1188 98%!! MF926239. 11

Ardisia crenata var. bicolor Mpyrsine chathamica

977! 99%! MF926169.21 | 1181 98%! EF660539.11

) Maximum match Scores, ! Maximum similarities. ) Accession Num.



