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1. HRMS spectra, 'H NMR and *C NMR of compound 3

HRMS

G28#14-23 RT: 0.06-0.10 AV: 10 NL: 1.89E8
T: FTMS + p ESIFull ms [100.0000-1200.0000]
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2. HRMS spectra, 'H NMR and '3C NMR of compound 4

HRMS

CDL-26 #8-20 RT: 0.04-0.10 AV: 13 NL: 2.97E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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"H NMR (DMSO-d;;, 400 MHz)
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3. HRMS spectra, 'H NMR and '*C NMR of compound 5



HRMS

Q2#12-22 RT: 0.05-0.10 AV: 11 NL: 7.66E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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4. HRMS spectra, 'H NMR and *C NMR of compound 6

HRMS

Q1#9-24 RT: 0.04-0.11 AV: 16 NL: 1.42E9
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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5. HRMS spectra, 'H NMR and '*C NMR of compound 7a

HRMS

G26 #12-23 RT: 0.05-0.10 AV: 12 NL: 9.29E8
T: FTMS + p ESIFull ms [100.0000-1200.0000]
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13C NMR (DMS0-ds, 101 MHz)
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6. HRMS spectra, 'H NMR and '*C NMR of compound 7b

HR MS

CDL-16 #6-24 RT: 0.03-0.11 AV: 19 NL: 1.997
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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7. HRMS spectra, 'H NMR and '3C NMR of compound 7¢

HRMS

Q9 #10-19 RT: 0.05-0.09 AV: 10 NL: 2.46E8
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MH
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8. HRMS spectra, 'H NMR and '3C NMR of compound 7d

HRMS

Q10#12-21 RT: 0.06-0.10 AV: 10 NL: 5.70E8
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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9. HRMS spectra, 'H NMR and '3C NMR of compound 7e

HRMS

CDL-17 #6-21 RT: 0.03-0.10 AV: 16 NL: 2.32E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)

—IB3.21

Q

cl

paala

Gl Lol

T T T T T T T T
200 190 180 170 160 150 140 130 120

T
110

100
1 (ppm)

90

10. HRMS spectra, 'H NMR and '*C NMR of compound 7f

HRMS

ZKX-26 #19-27 RT: 0.08-0.12 AV: 9 NL: 3.67E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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11. HRMS spectra, 'H NMR and '*C NMR of compound 7g

HRMS

CDL-18 #7-25 RT: 0.04-0.12 AV: 19 NL:2.77E8

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)
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'H NMR (DMSO-d;, 400 MHz)
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13. HRMS spectra, 'H NMR and '3C NMR of compound 7i

HRMS

CDL-20 #7-23 RT: 0.04-0.11 AV: 17 NL: 241E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)
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14. HRMS spectra, 'H NMR and '*C NMR of compound 7j

HR MS

CDL-21#7-25 RT: 0.030.11 AV: 19 NL: 180E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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15. HRMS spectra, 'H NMR and '*C NMR of compound 7k

HRMS

CDL-22 #9-23 RT: 0.05-0.11 AV: 15 NL: 6.19E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)
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16. HRMS spectra, 'H NMR and '3C NMR of compound 71

HRMS
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T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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17. HRMS spectra, 'H NMR and '*C NMR of compound 7m

HRMS

CDL-24#525 RT: 0.03-0.12 AV: 21 NL: 9.52E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)
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18. HRMS spectra, 'H NMR and '*C NMR of compound 7n

HRMS

CDL-25#5-24 RT: 0.03-0.11 AV: 20 NL: 1.82E8
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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19. HRMS spectra, 'H NMR and '*C NMR of compound 70

HRMS

C6#8-25 RT: 0.04-0.11 AV: 18 NL: 9.97E6
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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13C NMR (DMS0-ds, 101 MHz)
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20. HRMS spectra, 'H NMR and '3C NMR of compound 7p

HRMS

C7#8-23 RT: 0.04-0.11 AV: 16 NL: 3.49E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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21.

HRMS

C8#8-22 RT: 0.04-0.10 AV: 15 NL: 8.49E8
T: FTMS + p ESIFull ms [100.0000-1000.0000]

HRMS spectra, 'H NMR and '3C NMR of compound 7q
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13C NMR (DMS0-ds, 101 MH
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22. HRMS spectra, 'H NMR and '*C NMR of compound 7r

HRMS

CO#8-22 RT: 0.04-0.10 AV: 15 NL: 1.33E8

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)

8
]
I

49
UL
L

BEL

EEL

SEL

SEL

LEL

LEL

254

5L

9547
9L
L

BLL

BLL

BLLT

BHL

BEL

{7
1L

6L

BRL

BEL

BEL

8hL

e

o
1078
e
e

LEE

tag

OCH2

OCH3

B(t)

5.7

H ()| F(d)

154|718

—G09

ool
o
B'e
ol
I
801
601
aH
ikl
o
GH
860

L0

=60

0.0

1.8 10

20

1.5 1.0 10.5 100

12.0

13C NMR (DMS0-ds, 101 MHz)

08—

2B B0
o
#0121
¥IIE
1
|
[R5
mmmEJ*
W87
LEDE)
el
BRI
ERD
8698
0GBERE

SRERA
B il
B4k

qal

fnmzw
9504

5709~
B5A-,
Tl
B0

i

£
3

OCH3

|

i

l]l{u\[

Il

T

160

190 180 17 150 140 130 120 110 100
£1 (ppm)

200



23. HRMS spectra, 'H NMR and '3C NMR of compound 7s

HRMS

C10#4-23 RT:0.02-0.11 AV: 20 NL:2.17E8
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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24. HRMS spectra, '"H NMR and '*C NMR of compound 7t

HRMS

C11#8-25 RT: 0.04-0.11 AV: 18 NL: 5.83E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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25. HRMS spectra, 'H NMR and '3C NMR of compound 7u

HRMS

C12#10-22 RT: 0.05-0.10 AV: 13 NL: 5.74E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
1004 488.11042

Relative Abundance

489.11390
482.26568
483.34458 490.11687
E 8175681 48312662 48434800 g5 11301 48613174 8077099 457 35040 488.60909 489.74893 491.11966 492.57660 493.31309 493.98165
A daas s gy b e e e e e s e MM g L e e e g
482 483 484 485 486 487 488 489 490 491 492 493 494
miz
'"H NMR (DMSO-ds, 400 MHz)
B = BB ue S R s FEREREEEERAREHEERRES
=1 = OO 50 60 00 B8 B £ f— L= b= - L Ol [~ £~ 0 [ [~ 0= b b fe f— 0 oh o ol el e e
| I = N
E
F
o N
M(d)
AL
B (s) |[H (m)
B.0Z || 7.96
E (dd)
780
B(d)|0(s)||C01)
815 [ 776 ||735
{F {m) |1 (dt)
|?.Hf¢ 73l
Lis)
bl

1) m . : J"\ |

N(J‘

L s J
il Ty
= o = = =)
= osEEmEECEEsEEEs=
= [ o BENSCCETY com SRR ENEAE - S o7 O S v |
T T T T T T T T T T T T T T T T T T T T T T T
12.0 1.5 1.0 105 100 @5 90 &5 80 75 7.0 65 60 55 50 45 40 35 30 25 20 1.5 L0 0.5 0.0



13C NMR (DMS0-ds, 101 MHz)
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26. HRMS spectra, 'H NMR and *C NMR of compound 7v

HRMS

L3 #6-24 RT. 0.03-0.11 AV: 19 NL:2.94E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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'H NMR (DMSO-d;, 400 MHz)
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27. HRMS spectra, 'H NMR and '3C NMR of compound 7w

HRMS

C14 #9-23 RT: 0.04-0.11 AV: 15 NL: 5.15E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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13C NMR (DMS0-d;,
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28. HRMS spectra, 'H NMR and '*C NMR of compound 7x
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'H NMR (DMSO-d;, 400 MHz)
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29. HRMS spectra, 'H NMR and '*C NMR of compound 7y

HRMS

C16#8-22 RT: 0.04-0.10 AV: 15 NL: 2.17E7
T: FTMS + p ESIFull ms [100.0000-1000.0000]
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30. HRMS spectra, 'H NMR and *C NMR of compound 7z
CA7#8-24 RT:0.04-0.11 AV: 17 NL: 3.07E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Table S1. Cytotoxicity assessment of compound 7t on normal cell lines of HUVEC and MCF-10A

ICso (umol/L)

Compound
HUVEC MCF-10A

7t 3247+ 1.34 28.64 +2.18
5-Fu 1237+ 1.54 18.96 +1.49




