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Figure S1. Compound 1g retarded the growth and proliferation of MBA-MB-231 cells. The
growth curve of MBA-MB-231 cells treated with vehicle (con group) and various concentrations
(0.56, 1.67 and 5.0 uM) of 1g for 3 days was detected by MTT assay.
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Figure S2. The *H-NMR (600MHz, DMSO-d6) spectrum of compound 1
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Figure S3. The *C-NMR (150MHz, DMSO-d6) spectrum of compound 1
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Figure S4. The HSQC spectrum of compound 1
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Figure S5. The HMBC spectrum of compound 1
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Figure S6. The COSY spectrum of compound 1
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Figure S7. The IR spectrum of compound 1
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Figure S8. The HRESIMS of compound 1
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Figure S9. The *H-NMR (600MHz, CDCls) spectrum of compound 7
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Figure S10. The *C-NMR (150MHz, CDCls) spectrum of compound 7
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Figure S12. The *3C-NMR (150MHz, CDCls) spectrum of compound 6
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Figure S11. The *H-NMR (600MHz, CDCls) spectrum of compound 6
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Figure S13. The *H-NMR (600MHz, DMSO-ds) spectrum of compound 9
T
[ , de
2w 0 e 1o 1o @0 1w 1m0 1o w0 @ % B & o & % 2 B

1 ippm)

Figure S14. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 9
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Figure S15. The 'H-NMR (600MHz, DMSO-ds) spectrum of compound 11
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Figure S16. The *3C-NMR (150MHz, DMSO-ds) spectrum of compound 11
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Figure S17. The *H-NMR (600MHz, DMSO-ds) spectrum of compound 12
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Figure S18. The *C-NMR (150MHz, DMSO-dg) spectrum of compound 12
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Figure S19. The *H-NMR (600MHz, DMSO-ds) spectrum of synthesized compound 1
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Figure S20. The 1*C-NMR (150MHz, DMSO-ds) spectrum of synthesized compound 1
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Figure S21. The *H-NMR (600MHz, CDCls) spectrum of compound 13
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Figure S22. The *C-NMR (150MHz, CDClIs) spectrum of compound 13
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Figure S23. The *H-NMR (600MHz, CDCls) spectrum of compound 14
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Figure S24. The 3C-NMR (150MHz, CDCls) spectrum of compound 14
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Figure S25. The *H-NMR (600MHz, CDCls) spectrum of compound 15
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Figure S26. The 3C-NMR (150MHz, CDCls) spectrum of compound 15
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Figure S27. The *H-NMR (600MHz, CDCls) spectrum of compound 16

Figure S28. The *C-NMR (150MHz, CDClIs) spectrum of compound 16
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Figure S30. The *C-NMR (150MHz, CDCls) spectrum of compound 1a
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Figure S29. The *H-NMR (600MHz, CDCls) spectrum of compound 1a
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Figure S32. The HRESIMS of compound 1a
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Figure S33. The 'H-NMR (600MHz, DMSO-ds) spectrum of compound 1b
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Figure S34. The 3C-NMR (150MHz, DMSO-ds) spectrum of compound 1b
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Figure S36. The HRESIMS of compound 1b
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Figure S38. The 3C-NMR (150MHz, CDCls) spectrum of compound 1c
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Figure S37. The *H-NMR (600MHz, CDCls) spectrum of compound 1c
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Figure S41. The 'H-NMR (600MHz, CDCls) spectrum of compound 1d
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Figure S44. The HRESIMS of compound 1d
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Figure S45. The *H-NMR (600MHz, CDCls) spectrum of compound 1e
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Figure S48. The HRESIMS of compound 1e
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Figure S50. The 3C-NMR (150MHz, DMSO-ds) spectrum of compound 1f
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27



—1025
3
183
—6T4
6l

37

o8

&

19

18

17

55

21

T T T T T T
1.8 1.0 WE 1WDd =5 a0 E B0 TE o 8.5 8.0 5.5 0 £
f1 (ppm)

Figure S53. The *H-NMR (600MHz, DMSO-ds) spectrum of compound 1g

ooy e — = 0o — = . o -
BEE =] 2HE 223 o = w = =
—_—— —_— —_——— —_——— =] Wy sl oo =
] | VS Vo | I |
. n ;' ‘ . | l

T T T T T T T T v T T T T T T T T T

210 200 180 180 170 180 150 140 130 120 110 100 2 g0 o &0 0 @ <) 20 10 [ -10

i1 (ppm)

Figure S54. The 3C-NMR (150MHz, DMSO-ds) spectrum of compound 1g
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Figure S58. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 1h
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Figure S59. The IR spectrum of compound 1h
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Figure S60. The HRESIMS of compound 1h
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Figure S61. The *H-NMR (600MHz, CDCls) spectrum of compound 1i
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Figure S63. The IR spectrum of compound 1i
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Figure S64. The HRESIMS of compound 1i
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Figure S65. The *H-NMR (600MHz, DMSO-dg) spectrum of compound 1j
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Figure S67. The IR spectrum of compound 1j
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Figure S68. The HRESIMS of compound 1j
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Figure S69. The 'H-NMR (600MHz, DMSO-ds) spectrum of compound 1k
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Figure S71. The IR spectrum of compound 1k
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Figure S72. The HRESIMS of compound 1k
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Figure S74. The 13C-NMR (150MHz, CDCls) spectrum of compound 1l
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Figure S75. The IR spectrum of compound 11
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Figure S76. The HRESIMS of compound 11
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Figure S79. The IR spectrum of compound 1m
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Figure S80. The HRESIMS of compound 1m
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Figure S83. The IR spectrum of compound 1n
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Figure S84. The HRESIMS of compound 1n

43



—1040
—BER
—7.65
122
—6.99
—6.TT

o

N~ A N
- N OCH,
0 OCHj
| \ | L |‘L_J ll__ |-J~|l N |.J||”I.. | I I
| | | L T L
= o o L=l s —hO NN oo
= 2 o] — =0 = =
— — o === oieirdon el ed el od
11‘. & :I.:I.I.B :I.QI. g :I.OI.Q 9.5 Q.IO 3:5 S.IO _.I g 7.0 6«‘ g 'E:D 5.‘5 5«‘0 PR 4‘0 3: g 3.‘0 ZI g .0 :I..I g ljD D.IS D.IO
f1 (ppm)

Figure S85 The 'H-NMR (600MHz, DMSO-ds) spectrum of compound 1o

..... A LT ol on o
2ng Hr¥3zs H =®UZCo=z R R =
ke — Anknkninin \ovlhwwtntn =+
e B St S LT S A T
\ J J.‘ J M.I| l J LI LMIWL . " ' M;l L.\J.‘ | l
T T T T T T T T T T T T T T . T
190 180 170 180 150 140 130 120 110 100 S0 30 0 &0 50 40 0 20 10 0
£1 (ppm)

Figure S86. The 3C-NMR (150MHz, DMSO-ds) spectrum of compound 10
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Figure S87. The IR spectrum of compound 10
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Figure S88. The HRESIMS of compound 10
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Figure S89. The *H-NMR (600MHz, CDCls3) spectrum of compound 1p
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Figure S90. The 3C-NMR (150MHz, CDCls) spectrum of compound 1p
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Figure S91. The IR spectrum of compound 1p
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Figure S92. The HRESIMS of compound 1p
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Figure S94. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 1q
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Figure S95. The IR spectrum of compound 1q
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Figure S96. The HRESIMS of compound 1q
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Figure S97. The *H-NMR (600MHz, CDCls) spectrum of compound 1r
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Figure S99. The IR spectrum of compound 1r
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Figure S100. The HRESIMS of compound 1r
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Figure S102. The 3C-NMR (150MHz, DMSO-ds) spectrum of compound 1s
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Figure S104. The HRESIMS of compound 1s
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Figure S107. The IR spectrum of compound 1t
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Figure S108. The HRESIMS of compound 1t

55



Cl

e
1 z

=t ()

LE'L

L
BL

&L

192! @]
E—

0T \ /

ahal

=z0e [

SO

80F
.;_.S.m
"oz

=001

—6G0'E
0T
=001

=801

=001

T
0

T
4.5

T
E. 5

T
8.0

T T
1LE 1.0 145 100 9.5

T
[:R4]

[ %]

3.5 30 25

a0

50

f1 (ppm)
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Figure S110. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 1u
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Figure S111. The IR spectrum of compound 1u
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Figure S112. The HRESIMS of compound 1u
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Figure S113. The *H-NMR (600MHz, DMSO-ds) spectrum of compound 1v
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Figure S114. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 1v
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Figure S115. The IR spectrum of compound 1v
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Figure S116. The HRESIMS of compound 1v
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Figure S117. The *H-NMR (600MHz, DMSO-dg) spectrum of compound 1w
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Figure S118. The *C-NMR (150MHz, DMSO-ds) spectrum of compound 1w
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Figure S119. The IR spectrum of compound 1w
2311171423 meemeeeemeea-C 11 (0.127) 1: TOF MS ES+

100

481.0925 193 ga44

482.0 484.0 486.0 488.0 490.0 492.0

486.8748  488.3121 490 2922 403 1765

4941674

499.1687

4851743 496 1173

494.0 496.0 498.0

500.0

500.1756 502.1078 203-1962

502.0

3.77e+003

5072050 208.2851
mfz

504.0 506.0 508.0

Figure S120. The HRESIMS of compound 1w
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Figure S121 Un-cropped images of the original Western blots for three repeats in Figure 2
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Figure S122 Un-cropped images of the original Western blots for three repeats in Figure 3

Table S1 List of primary antibodies

primary antibodies species corporation

GAPDH Rabbit Cell Signaling Technology (USA)
p21 Rabbit Cell Signaling Technology (USA)
CDK2 Rabbit Cell Signaling Technology (USA)
Cyclin A2 Rabbit Cell Signaling Technology (USA)
Caspase-3 Rabbit Cell Signaling Technology (USA)
Caspase-9 Mouse Cell Signaling Technology (USA)
Bcl-2 Rabbit Cell Signaling Technology (USA)
Bax Rabbit Cell Signaling Technology (USA)
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