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1. Figures S1-S6. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 1.

Figure S1. *H NMR (400 MHz) spectrum of 1 in CDCls.
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Figure S2. *3C NMR (100 MHz) spectrum of 1 in CDCls.
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Figure S3. HSQC spectrum of 1 in CDCla.
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Figure S4. *H-H COSY spectrum of 1 in CDCls.
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Figure S5. HMBC spectrum of 1 in CDCls.
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Figure S6. HRESIMS spectrum of 1
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2. Figures S7-S8. 'H NMR and *C NMR spectra of 2.

Figure S7. 'H NMR (400 MHz) spectrum of 2 in CDCIl3&CD3OD.
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Figure S8. *3C NMR (100 MHz) spectrum of 2 in CDCl3&CDsOD.
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3. Figures S9-S14. 'H NMR, 3C NMR, 2D NMR, and HRESIMS spectra of 3.

Figure S9. *H NMR (400 MHz) spectrum of 3 in CDCls.

2200'T
goL11/
Peest
¥$80T
8FTI'T
€0T1T
LSFIT
curel
(8
SezeT
90857~
PI0S°T
SPIST
209974
95697
€0ELT
1L06°T
1856T
71L6T
8¢667)

s

rIZ6'E—
(A0

990%°b
988h b
LT0SP

756907
6000°S

05006
SE8T'S—
ro1zs/

LBETO—

816T°L
009T°L
T8FE LA
LTseL
8S5€°L

~———F860

LT

00t

38 34 30 26 22 1.8 1.4

42
f1 (ppmy)

4.6

6.6 6.2 58 5.4 5.0

7.0

Figure S10. $3C NMR (100 MHz) spectrum of 3 in CDCls.
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Figure S11. HSQC spectrum of 3 in CDCls.
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Figure S12. *H-H COSY spectrum of 3 in CDCls.
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Figure S13. HMBC spectrum of 3 in CDCla.
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Figure S14. HRESIMS spectrum of 3.
Measured region for 593.1994 m/z
593.1994
100.0q 1
|I|
|
/|
|
il
50.01 I |
II | 594.2102
| || i
L I
|I | M
| | | |
— T Tt T T 7 — T T T T T T L [— L L
593.0 593.5 594.0 594.5 595.0 595.5 596.0 596.5
C30 H34 O11 [M+Na]+ : Predicted region for 593.1993 m/z
593.1993
100.0q
i
|
il
Il
|
il
50.04 I
|
I 594.2027
i )
| ! _I! I|
| i
M e 595.2054
( | R
T / L T T VARN T T /r\' T T e T
593.0 593.5 594.0 594.5 595.0 595.5 596.0 596.5




4. Figures S15-S20. *H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 4.

Figure S15. *H NMR (400 MHz) spectrum of 4 in pyridine-ds.
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Figure S16. 13C NMR (100 MHz) spectrum of 4 in pyridine-ds.
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Figure S17. HSQC spectrum of 4 in pyridine-ds.
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Figure S18. *H-'H COSY spectrum of 4 in pyridine-ds.
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Figure S19. HMBC spectrum of 4 in pyridine-ds.
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Figure S20. HRESIMS spectrum of 4.
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5. Figures S21-526. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 5.

Figure S21. *H NMR (400 MHz) spectrum of 5 in CDCls.
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Figure S22. **C NMR (100 MHz) spectrum of 5 in CDCls.
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Figure S23. HSQC spectrum of 5 in CDCls.
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Figure S24. *H-'H COSY spectrum of 5 in CDCls.
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Figure S25. HMBC spectrum of 5 in CDCls.
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6. Figures S27-528. *H NMR and *3C NMR spectra of 6.
Figure S27. *H NMR (500 MHz) spectrum of 6 in CDCls.
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Figure S28. 1*C NMR (125 MHz) spectrum of 6 in CDCls.
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7. Figures S29-S30. *H NMR and *3C NMR spectra of 7.

Figure S29. *H NMR (400 MHz) spectrum of 7 in pyridine-ds.
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Figure S30. 13C NMR (100 MHz) spectrum of 7 in pyridine-ds.
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8. Figures S31-S32. *H NMR and *3C NMR spectra of 8.
Figure S31. *H NMR (400 MHz) spectrum of 8 in CDCls.
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Figure S32. 13C NMR spectra of 8 in CDCls.
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9. Figures S33-538. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 9.

Figure S33. 'H NMR (400 MHz) spectrum of 9 in CDCls.
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Figure S34. 1*C NMR (100 MHz) spectrum of 9 in CDCls.
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Figure S35. HSQC spectrum of 9 in CDCls.
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Figure S36. *H-'H COSY spectrum of 9 in CDCls.
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Figure S37. HMBC spectrum of 9 in CDCls.
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10. Figures S39-S44. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 10.

Figure S39. *H NMR (400 MHz) spectrum of 10 in CDCls.
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Figure S40. *3C NMR (100 MHz) spectrum of 10 in CDCls.
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Figure S41. HSQC spectrum of 10 in CDCls.
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Figure S42. *H-'H COSY spectrum of 10 in CDCls.
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Figure S43. HMBC spectrum of 10 in CDCls.
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11. Figures S45-S46. *H NMR and *C NMR spectra of 11.

Figure S45. *H NMR (400 MHz) spectrum of 11 in pyrdine-ds.
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Figure S46. 13C NMR (100 MHz) spectrum of 11 in pyrdine-ds.
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12. Figures S47-S48. 'H NMR and 3C NMR spectra of 12.
Figure S47. *H NMR (400 MHz) spectrum of 12 in CD30OD.
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Figure S48. 13C NMR (100 MHz) spectrum of 12 in CD3OD.
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13. Figures S49-S50. 'H NMR and 3C NMR spectra of 13.

Figure S49. *H NMR (400 MHz) spectrum of 13 in CDCls.
Figure S50. *3C NMR (100 MHz) spectrum of 13 in CDCls.
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'H NMR (500 MHz) spectrum of 14 in CDCls.

14. Figures S51-S52. 'H NMR and *C NMR spectra of 14,

Figure S51.
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Figure S52. 13C NMR (125 MHz) spectrum of 14 in CDCls.
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15. Figures S53-S54. 'H NMR and *C NMR spectra of 15.

Figure S53. *H NMR (500 MHz) spectrum of 15 in CDCls.
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Figure S54. 13C NMR (125 MHz) spectrum of 15 in CDCls.
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16. Figures S55-S60. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 16.

Figure S55. *H NMR (400 MHz) spectrum of 16 in CDCls.
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Figure S56. 13C NMR (100 MHz) spectrum of 16 in CDCls.
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Figure S57. HSQC spectrum of 16 in CDCls.
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Figure S59. HMBC spectrum of 16 in CDCls.
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17. Figures S61-S63. 'H NMR, *C NMR, and HRESIMS spectra of 17.

Figure S61. *H NMR (400 MHz) spectrum of 17 in CDCls.

01670~

08T’

S1ZE'T |
£488°T7|

95161
$0T6'T
¥SK6'T
99L6'T

£720°T
1L20cf

1850°Z4
7To0°T
6T60°T

bRITZ
2atad
8677°C
9ObT'T
¥0T'T
L6187

v r—

ﬁ

8689°¢
*lo.‘n..m5

ﬁwuo.m.;
oowo.m\‘ﬁ

6S8T Vv —
vwﬁm_.v\
v.wv.m..v.\

LI6GEY
§879F

mwwm.m/

S8IF's |
nomw.mk

1586
0819
6011°L
S0TI'L
PETTL
LTETL
F09T'L
08TEL
STEEL
LSEEL
8109°L1
LP09°L
TvioL
1L19°L

|

o.‘pww.j
9088°L
6988°L
0098°L

;
P

1.0

1.5

2.0

7.0 6.5 6.0 5.5 50 4.5 4.0 35 3.0 25
f1 (ppm)

7.5

Figure S62. 13C NMR (100 MHz) spectrum of 17 in CDCls.
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Figure S63. HRESIMS spectrum of 17.
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18. Figures S64-S65. 'H NMR and 3C NMR spectra of 18.
Figure S64. 'H NMR (400 MHz) spectrum of 18 in CDCls.
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Figure S65. 13C NMR (100 MHz) spectrum of 18 in CDCls.
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19. Figures S66-S71. 'H NMR, *C NMR, 2D NMR, and HRESIMS spectra of 19.

Figure S66. 'H NMR (400 MHz) spectrum of 19 in CDCls.
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Figure S67. *3C NMR (100 MHz) spectrum of 19 in CDCls.
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Figure S68. HSQC spectrum of 19 in CDCls.
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Figure S69. *H-'H COSY spectrum of 19 in CDCls.
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20. Figures S72-S73. 'H NMR and *3C NMR spectra of 20.
Figure S72. 'H NMR (400 MHz) spectrum of 20 in CDCls.

Figure S71. HRESIMS spectrum of 19.
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Figure S73. 13C NMR (100 MHz) spectrum of 20 in CDCls.

1851
PLOT~.
N:mﬁ
LETT
0F'8€
69°6€ /
PSTHAE
65 Tr—
Th'8h~,

Lb'8s
N@,Ev
10°0Ly
.,.Z}
96'TL~"
el
8L'9L
€0°LL
6TLL
0L8L
P s6—

16 11T —

9 T,
€LLTT

wo,am_w
8T Il
+ZoFL

E,QEV
vt/

O FOT~
T0°0LT~
SYOLT-

€990 —

60 50 40 30 20

70

170

150 140 130 120 110 100 90 80
f1 (ppm)

160

190 180

200

21. Figures S74-S79. 'H NMR, 3C NMR, 2D NMR, and HRESIMS spectra of 21.

Figure S74. 'H NMR (500 MHz) spectrum of 21 in CDCls.
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Figure S75. 13C NMR (125 MHz) spectrum of 21 in CDCls.

P6'51—
L1807~
v.o_mw
05T

szsz/
£5°8¢

mw.@mw
99Tt
FLOP—
0985

8.%/
:_o_ﬁ/
t_oLﬁ
60°7L

I6'9L\
or'LL
9€°LL

'Ll
£8'8L

09°§6—

YOTII—

65°TT1
T4l

wo_mﬁw
IS TET~
crzet’
£9°0PT~.
19°ZF1~

PLPOT~
ET0LT
8S°0LT

§L°90T—

|

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

200

Figure S76. HSQC spectrum of 21 in CDCla.
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Figure S77. *H-'H COSY spectrum of 21 in CDCls.
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Figure S78. HMBC spectrum of 21 in CDCls.
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Figure S79. HRESIMS spectrum of 21.
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22. Figures S80-S82. 'H NMR, 3C NMR, and HRESIMS spectra of 22.
Figure S80. *H NMR (500 MHz) spectrum of 22 in CDCls.
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Figure S81. 13C NMR (125 MHz) spectrum of 22 in CDCls.
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Figure S82. HRESIMS spectrum of 22.
Measured region for 744.2987 m/z
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23. Figures S83-S84. 'H NMR and 3C NMR spectra of 23.
Figure S83. H NMR (400 MHz) spectrum of 23 in CDCls.
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Figure S84. 13C NMR (125 MHz) spectrum of 23 in CDCls.
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24. Figures S85-S86. 'H NMR and 3C NMR spectra of 24.
Figure S85. *H NMR (400 MHz) spectrum of 24 in CDCls.
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Figure S86. 13C NMR (100 MHz) spectrum of 24 in CDCls.
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25. Figures S87-S89. 'H NMR, 3C NMR, and HRESIMS spectra of 25.

Figure S87. *H NMR (400 MHz) spectrum of 25 in CDCls.
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Figure S88. 13C NMR (100 MHz) spectrum of 25 in CDCls.
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Figure S89. HRESIMS spectrum of 25.
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26. Table S1. The ICsp and folds values of compounds 14, 17-19, 21, and 25 on HepG2 cell line.

HepG2 HepG2
Compd. ICso (UM) Folds? Compd. I1Cs0 (UM) Folds?
14 0.0455 +0.00590 1.04 1 21 0.241 +0.0287 5514
17 0.136 #0.00871 3114 25 0.0352 +0.00264 1.24 1
18 0.0751 +0.00967 1.72 4 TSN 0.0437 +0.00443 -
19 0.0946 +0.0141 2.16 4

2 The increase (T) or decrease () fold values of the compounds are calculated by comparison their ICso
values with that of TSN in the same cancer cell model.

27. Table S2. The cell viability of compounds 14, 17-19, 21, and 25 on normal cells (MCF10A) at the

concentration of 0.3 uM.

Compd. MCF10A Compd. MCF10A
Cell viability (%) Cell viability (%)
14 0.314 21 10.7
17 0.658 25 0.310
18 4.57 TSN 0.384

19 0.155
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