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Figure S2. *3C NMR spectrum of oxytrodiflavanone A (1) in CDCls;
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Figure S3. *H-'H COSY spectrum of oxytrodiflavanone A (1) in CDCls
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Figure S4. HSQC spectrum of oxytrodiflavanone A (1) in CDCl3
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Figure S5. HMBC spectrum of oxytrodiflavanone A (1) in CDCl3

12.5 12.0 11.5 11.0 10.5 10.0 95 9.0 85 80 7.5 7.0 65 6.0 55 50 45 4.0 35 3.0 25 2.0

629'C
6£9'C
059
259'C 7

2992
219z %
8.8C
€897
2062
zLee
81°¢ ]
oLze |
91z ]
gez'e
ovze %
esze |
09z'€

692°¢
sizE
€8ze
682°€
v8EY 1
Nmm.i
see'y |
sory
290G 1
v10°S ﬁ
980°S

815G |
mmm.&
ole:

G/G'S
626

G86'S
686'G
G66'S
9ev’9 ]
78’9
8¥8'9
858'9

180°L
1S
ssiL
6122
26272
€522
S92°L
8ee’L
LSEL
v9e'L
z6EL
sov'L
)
6biL
9852
1992
v.9°L
6LLL
0658
ovL'e
9888
6veLL -

G8L'EL —

=TE'1
~CC'1
[
€1

=Tl

=TIl

=10"1
10°1
0’1

[
Joe'
H\ov._

001

25

3.0

4.5 4.0

5.0

5.5

6.0

7.0

7.5

8.0
1 (ppm)

Figure S6. *H NMR spectrum of oxytrodiflavanone A (1) in Pyridine-ds
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Figure S7. NOESY spectrum of oxytrodiflavanone A (1) in Pyridine-ds
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Figure S8. *H NMR spectrum of oxytrochalcoflavanones A (2) and B (3) in CDCls
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Figure S9. **C NMR spectrum of oxytrochalcoflavanones A (2) and B (3) in CDCl;
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Figure S10. *H-'H COSY spectrum of oxytrochalcoflavanones A (2) and B (3) in CDCls
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Figure S11. HSQC spectrum of oxytrochalcoflavanones A (2) and B (3) in CDCl;
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Figure S12. HMBC spectrum of oxytrochalcoflavanones A (2) and B (3) in CDCl;
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Figure S13. Targeted MS/MS spectra of oxytrodiflavanone A (1), oxytrochalcoflavanones A
(2) and B (3) at CE of 25 eV in negative ion mode
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Figure S14. Chiral analysis of oxytrochalcoflavanones A—B (2-3)
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Figure S15."H NMR spectra of the epimers of oxytrochalcoflavanones A—B (2-3)
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Figure S16. Cell growth inhibitory activities of oxytrodiflavanone A (1) and
oxytrochalcoflavanone B (3) on PC3 cells. The activities of indicated concentrations of
Comound 1, Compound 3 and ZSTK474 (postive control) on PC3 cells were determined by
MTT assay. Data are presented as mean = SD, representative of three independent

experiments.



Table S1. Raw data of cell growth inhibitory activities of oxytrodiflavanone A (1),

oxytrochalcoflavanones B (3)

Compounds Concentration (uM) cell viability (mean%SD, %)

0.1 98.6 £4.0
05 91.4 +10.7

1 93.8+4.1

L 5 58.6 5.1

10 41.3+538

25 49+29
0.1 99.4 +12.4

0.5 95.5+8.1

3 1 70.5+0.4
33.8+6.2
10 29.4+12.1

25 26+4.1

0.01 90.0 +2.5

0.05 73.0 x34

0.1 66.0 £4.4

ZSTKA474

0.5 47.0 5.1

1 43.0 6.3

10 32075




