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Table 1. The number of experiments and the related SD values for Figure 1 legend in the manuscript.

In vitro inhibitory activity (%)

Compound

Mcf-7 SMMC-7721 SGC-7901

FTS 55.16 + 3.23 45.79 £4.95 57.04 £ 4.66
Sorafenib 90.35+4.53 92.78+5.28 93.03+6.83
5a 91.32 + 6.06 93.01+5.21 94.64 £ 4.97
5b 35.70 £ 3.28 43.08 + 2.68 32.69+3.55
5¢ 93.52 +4.93 87.98 + 6.56 94.96 + 4.67
5d 38.39+£4.16 39.02 £3.16 36.49 +4.04
Se 92.46 +5.47 89.11 £ 6.10 87.56 £ 5.09
5f 91.54 + 6.85 97.43+4.18 96.21 + 6.87
5g 88.65 + 5.92 87.72+6.18 91.58 + 5.65
5h 12.56 £ 2.61 1153+ 2.12 8.56 +1.35
5i 62.76 + 4.86 64.46 + 4.62 60.96 + 4.16
5j 28.09 + 2.42 36.55 + 2.78 21.66+3.54
5k 72.03 £5.23 78.07 £ 5.64 79.58 £5.74
51 11.43 +1.86 7.42+1.41 8.81+1.73
S5m 70.21 + 4.68 75.37 £ 3.85 63.04 £ 4.98
5n 86.83 £4.29 87.68 £5.92 84.98 +5.15
50 61.99 + 4.52 62.95 + 3.66 5159+ 351
5p 14.86 £ 2.67 2340+ 1.35 13.66 + 1.69
5q 61.98 + 4.32 67.21 + 4.06 55.09 + 3.93
5r 49.64 + 2.65 44.48 + 3.02 42,98 £ 2.06

HPLC assessment of compound 5f purity.

Compounds (5f) with a purity of 99.1% (HPLC analysis) were used for subsequent experiments. We provided
the spectra of HPLC assays as below: Column: Shimadzu C18 (150mmx4.6mmx5um); Mobile phase:
Methanol: aqueous solution of triethylamine (28.5 mmol/L) = 65: 35; Wavelength: 254 nm; Rate: 1 mL/min;

Temperature: 30 °C; Pressure: 85-142 kgf.
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Fig. 1. HPLC spectrum of 5f



The *H NMR spectra for 5a-5r
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Fig. 2. The 'H NMR spectra of 5a
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Fig. 3. The 'H NMR spectra for 5b
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Fig. 5. The 'H NMR spectra for 5d
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Fig. 7. The 'H NMR spectra for 5f
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Fig. 8. The '"H NMR spectra for 5g
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Fig. 9. The *H NMR spectra for 5h



S .I(H/IJIr

T T T T T T
10.0 9.5 9.0 8.5 1.0 0.5 0.0 0.5
CE EEE
ai oded il
N SN
[
I»'
7
. [ ]
| f |
ot ] ; |
I v 7 A 7 1
|
I
i
| [
|
i It
1
" l J{ I f“N‘l L
L AA P A
| i L anm T T L
g | g35E™ z s = = | &y 2 F
— el el — — =i =l i h =
T T T T T T T T T T T T T T T T
10,0 9.5 40 B85 80 6.5 &0 55 50 45 40 35 30 25 20 L5 L0 05 @G0 0.5 -L0
£1 {ppm)

Fig. 11. The 'H NMR spectra for 5j
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Fig. 13. The 'H NMR spectra for 51
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Fig. 15. The 'H NMR spectra for 5n
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Fig. 19. The *H NMR spectra for 5r
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6a CDCL3 1HNMR AV300
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Fig. 20. The 'H NMR spectra for 6a

6b CDCL3 1HNMR AV300
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Fig. 21. The 'H NMR spectra for 6b
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Fig. 22. The *H NMR spectra for 7b

|

£298°0

|

8566°0
- BE16'0
BL6B°T
1906°0
SZ96°1
o B9L0°T
0000"

|

:

:

|

(A 4LV
SL80°1T
80TT°T
LZE T
9L9F "1
F90S°1
SLEST
0619°1

8969°1
ﬁhmp.ﬂuyn
5908 T~

v088 T—
mHoD.Nuum
226072 7
99sF°'2C

6105°2

DOLT'E—
gevz e
9262°E

SSZE'E

PEBE'E

79¥5°€

z8z9°¢

62E8°€

pvmm.ﬂk\\
8I¥0"S

20LZ°S
99ZL°9
T08L"9
S09Z°L
0BBZ"L
112€°L
L9SE"L
£GBE"L
826F "L
SBLY L
PROS L
9r8s L
¥829°L
¥559°L
8€89°L
PLEL"L
01Z1°8
€9FT"8
6LBT"8

SRR N>

T

ppm

7

1 10

12

/2180°9

196" ¥
9.L0T"9
—~Z6IE°T
809F "€
QEQE"T

:

G0LS T
9ZL9°¢

— 5689
= EE61°8
“\0TGB"S

°Z

—B6LTF

il

Fig. 23. The 'H NMR spectra for 7¢
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The *C NMR spectra for 5a-5r

5a 13C-NMR DMSO-D6 300K AV-300
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Fig. 25. The *C NMR spectra for 5b
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5C 13C-NMR DMSO-D6 300K AV-300
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Fig. 26. The *C NMR spectra for 5c¢
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Fig. 28. The *C NMR spectra for 5e
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Fig. 29. The *C NMR spectra for 5f
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Fig. 31. The *C NMR spectra for 5h
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6A CI3-NMR CDCL3 303K AV-300
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Fig. 42. The *C NMR spectra for 6a
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7b C13-NMR DMSO 303K AV-300
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Fig. 44. The *C NMR spectra for 7b
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The HRMS spectra for 5a-5r
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Fig. 48 HRMS spectrum of S¢
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Fig. 49 HRMS spectrum of 5d
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Fig. 52 HRMS spectrum of 5g
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Fig. 54 HRMS spectrum of 5i
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Fig. 55 HRMS spectrum of 5j
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Fig. 56 HRMS spectrum of 5k
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Fig. 57 HRMS spectrum of 51
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Fig. 58 HRMS spectrum of Sm

on
SAMP-140307-01 1724 (32.049) TOF MS ES+
1.07e4
100- 645.3703
%_
659.3838
6443788 6003983
643.3688
577.3126 6132942 N \, ‘L Tlaseas
O__- ......I..I._I.;.IIIIIIII.I‘.I....... - .....__....._I_ Hulul TR I..I_.I._I_I.I.I_I_II-I m/Z

NSRS R AR S
540 560 580 600 620 640 660 680 700
Fig. 59 HRMS spectrum of Sn
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Fig. 61 HRMS spectrum of 5p
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Fig. 62 HRMS spectrum of 5q
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Fig. 63 HRMS spectrum of 5r
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Fig. 64 HRMS spectrum of 7b
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