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'H NMR, BC NMR, and HRMS spectras of target compounds 1-30
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Fig. S1 "H NMR spectrum of target compound 1
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Fig. S2 '3C NMR spectrum of target compound 1
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20191224-1-81 #65 RT: 0.63 AV:1 NL: 1.20E8
T: FTMS + p ESIFullms [100.0000-1000.0000]
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Fig. S3 HRMS spectrum of target compound 1
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Fig. S4 'H NMR spectrum of target compound 2
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Fig. S5 °C NMR spectrum of target compound 2
20191224-1-65#63 RT: 0.61 AV:1 NL: 1.24E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Fig. S6 HRMS spectrum of target compound 2
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Fig. S7 'H NMR spectrum of target compound 3
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20191224-1-92 #60 RT: 0.58 AV:1 NL: 4.74E7
T: FTMS - p ESI Full ms [100.0000-1000.0000]
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Fig. S9 HRMS spectrum of target compound 3
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Fig. S10 '"H NMR spectrum of target compound 4
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Fig. S11 "°C NMR spectrum of target compound 4
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Fig. S12 HRMS spectrum of target compound 4
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Fig. S13 '"H NMR spectrum of target compound 5
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Fig. S14 *C NMR spectrum of target compound 5



20191224-1-73 #63 RT: 0.61 AV:1 NL: 3.53E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Fig. S15 HRMS spectrum of target compound S
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Fig. S16 '"H NMR spectrum of target compound 6
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Fig. S17 °C NMR spectrum of target compound 6
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Fig. S18 HRMS spectrum of target compound 6
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Fig. S19 '"H NMR spectrum of target compound 7
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Fig. S20 *C NMR spectrum of target compound 7



20191224-1-91 #117 RT: 1.14 AV:1 NL: 2.93E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Fig. S21 HRMS spectrum of target compound 7
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Fig. S23 °C NMR spectrum of target compound 8
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Fig. S24 HRMS spectrum of target compound 8
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Fig. S25 '"H NMR spectrum of target compound 9
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Fig. S27 HRMS spectrum of target compound 9
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Fig. S28 'H NMR spectrum of target compound 10
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Fig. S29 °C NMR spectrum of target compound 10
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Fig. S30 HRMS spectrum of target compound 10
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Fig. S32 *C NMR spectrum of target compound 11
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Fig. S33 HRMS spectrum of target compound 11
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Fig. S34 '"H NMR spectrum of target compound 12



©OoOwWow DO OO N O
SORQT VO OOMTYONDL oo 3 3 r5.0E+08
T ® NWOOOANNN~NN RO @ -
LLeRL 22JIIIXEC222555 3 2
F \/%/> R NN | |
¢ r4.5E+08
o / N
JL N,

F NFEWEA N / L4.0E+08
r3.5E+08
r3.0E+08
r2.5E+08
r2.0E+08
r1.5E+08
r1.0E+08
r5.0E+07

| v " P .
N i
r0.0E+00
: : : : : : : : : : : : : : : : :
210 190 170 150 130 110 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)

. 13
Fig. S35 °C NMR spectrum of target compound 12
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Fig. S36 HRMS spectrum of target compound 12
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Fig. S42 HRMS spectrum of target compound 14
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Fig. S51 HRMS spectrum of target compound 17
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Fig. S63 HRMS spectrum of target compound 21
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Fig. S69 HRMS spectrum of target compound 23
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Fig. S89 °C NMR spectrum of target compound 30
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Inhibition rate of all compounds at 10 pM against four cancer cells

Table S1 Inhibition rate of all compounds at 10 uM against four cancer cells

Comp. Inhibition rate(%)a+SD
A549 PC-3 K562 HepG2
1 13.87£5.59 29.90+10.57 14.78+£2.95 21.67+4.01
2 34.83+5.42 30.18+7.56 17.92+3.19 12.07+£3.66
3 22.28+5.52 27.31+£6.61 7.05+1.56 34.93+1.10
4 35.33+£3.14 45.27+0.35 19.22+4.67 34.30+4.27
5 10.79+6.83 28.534+6.12 16.05+4.76 28.56+3.78
6 24.48+2.68 44.77+5.87 19.75+5.77 30.65+1.17
7 27.89+6.42 35.23+1.13 25.70+4.76 28.59+3.89
8 15.80+3.09 36.45+5.62 30.39+£9.22 31.78+3.56
9 25.86+2.26 44.56+7.29 13.68+4.78 32.21+1.51
10 36.91+£3.20 38.74£1.05 13.21+3.59 54.63+3.92
11 35.0149.62 33.38+8.78 26.95+2.59 48.92+5.30
12 27.58+5.63 29.81+8.43 22.75+£3.10 34.71+£2.30
13 27.83+£8.22 35.68+6.23 22.09+4.30 30.40+3.77
14 25.12+11.64 34.60+2.82 20.36+3.65 22.134+5.98
15 16.39+£9.41 35.65+8.13 12.70+4.21 45.67+0.45
16 17.71£4.01 23.83+£3.54 21.30£7.49 45.22+3.54
17 25.2442.50 23.6449.18 21.45+6.62 23.44+4.67
18 25.284+4.30 32.91+8.97 22.80+0.46 43.12+5.29
19 21.46+6.23 21.91+13.68 11.88+1.48 18.39+4.29
20 33.70+3.88 33.89+11.74 8.39+3.45 42.84+0.75
21 29.30+£6.38 30.2749.17 37.24+3.72 22.28+0.95
22 22.87+£5.76 18.32+8.11 12.47+0.20 21.47+6.28
23 44.454+4.03 31.32+5.37 23.28+3.30 50.97+£2.77
24 33.714+2.99 29.96+11.84 23.09+5.87 48.43+1.30
25 41.28+10.79 29.44+17.53 20.41+3.33 33.61+4.60
26 42.5247.72 38.35+£5.85 20.81+3.46 36.14+1.84
27 26.52+1.79 33.88+13.26 27.06+0.64 19.68+4.27
28 37.5843.53 32.04+3.31 26.67+2.64 35.13£1.95
29 22.29+7.53 25.70+4.36 12.09+1.81 46.23+0.17
30 5.29+2.08 35.00£8.11 14.16+1.44 32.95+2.42
Sorafenibb 32.97+£5.27 31.79+£8.24 28.51+5.81 50.81+£1.92

2 Average of the three trials. ®* Commercial sorafenib was used as positive control.



Plate clone formation experiment
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Fig. S91 Plate clone formation experiment of compound 6 and sorafenib



