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Fig s1. Comparison of partial |H NMR spectra of compounds X19

The 'H NMR spectrum of compound X19 is presented in the Figure. The chemical
shifts (8) for the protons at positions 33 and 30 were observed at 7.81 and 7.82 ppm,
respectively. Similarly, the signals corresponding to protons 31 and 32 appeared at &
7.43 and 7.41 ppm, while the proton at position 18 resonated at 6 7.32 ppm.

Table of Molecular Docking Scores for All Compounds

compound LibDockscore
X1 119.6636
X2 112.9162
X3 124.3719
X4 127.1987
X5 119.791
X6 115.203
X7 117.0185
X8 116.319
X9 114.6218
X10 118.834
X11 111.7392
X12 115.73
X13 113.123

X14 117.482



X15
X16
X17
X18
X19
X20
X21
X22

115.698
119.457
128.492
101.789
143.6006
124.159
115.807
113.129

The effect of X19 on the volume of xenograft tumors in nude mice

Sorafenib Matrine (40 X19
Control

(40 mg/kg) mg/kg) (40 mg/kg)
1d  0.106 £ 0.012 0.099 £ 0.008 0.098 +0.01 0.1+0.012
4d  0.172£0.015 0.136 + 0.01 0.145 +0.013 0.133+0.015
7d  0.266 £ 0.021 0.182+£0.012 0.197 +0.016 0.175+0.017
10d  0.372 £ 0.026 0.236£0.016 0.269 +0.018 0.236+0.02
13d  0.515+0.033 0.301 £0.017  0.37 +0.024 0.314+0.025
16d  0.698 £ 0.04 0.408 £ 0.025  0.492 +0.03 0.381+0.033
19d  0.917 £ 0.048 0.488 £0.024  0.625 +0.034 0.483+0.034
22d  1.184 £ 0.056 0.573 £0.025 0.738 +0.034 0.576+0.035
25d  1.444 £0.065 0.66 + 0.029 0.837 + 0.041 0.645+0.041
28d 1.718 £0.079 0.748 £0.031  0.93 +0.043 0.719+0.043

Effect of X19 on the body weight of nude mice with axillary xenograft tumors

Sorafenib Matrine X19
Control
(40 mg/kg) (40 mg/kg) (40 mg/kg)
1d 18.4+ 0.4 18.6 £ 0.4 185+ 0.4 18.5+0.4
4d 18.8 £ 0.5 19+ 04 18.8 £ 0.4 18.8+0.3



7d

10d

13d

16d

19d

22d

25d

28d

19.2+£0.5

19.6 £ 0.5

20.1 £0.5

20.5+£0.5

21 £0.5

215+ 0.6

22 £0.6

225+0.5

19.2+0.4

19.5+£0.5

19.8+£0.5

20+£0.4

20.3+04

20.6 0.4

21£0.5

21.4£0.5

193+ 04

19.6 £ 0.4

20£0.5

20.4£0.4

20.8+0.4

21.2+£0.4

21.6 £0.5

22 +£0.5

19.2+0.3

19.5+0.3

19.8+0.3

20.1+0.3

20.4+0.3

20.8+0.3

21.1+0.3

21.5+0.4

Effect of X19 on the weight of transplanted tumors in nude mice

Sorafenib Matrine X19
Control

(40 mg/kg) (40 mg/kg) (40 mg/kg)
1 2.07 0.93 1.11 0.98
2 2.11 0.84 1.25 0.96
3 2.23 0.77 1.17 0.91
4 2.15 0.85 1.21 0.86
5 1.86 0.98 1.29 0.88
6 1.92 1.02 1.12 0.92
X 2.06 0.90 1.19 0.92
S 0.14 0.09 0.07 0.05
P 0.000 0.000 0.000

TGI 56.32% 42.06% 55.35%




The original western blot result plots
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1H-NMR, 13C-NMR, HRMS spectra and HPLC chromatogram of target
compounds
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5410 UV Detector Ch1 #&ID: 3 UNK0O3 (254nm) JREL: 1
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5410 UV Detector Ch1 #£fID: 3 UNK0O3 (254nm) 3R#f: 1
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5410 UV Detector Ch1 #&ID: 4 UNK0O4 (254nm) ZR#: 1
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5410 UV Detectar Ch1 #&ID: 4 UNK0OO4 (254nm) 2REl: 1
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5410 UV Detector Ch1 #5ID: 4 UNKOO4 (254nm) JREL: 1
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5410 UV Detector Ch1 #ID: 5 UNK0O5 (254nm) ;R&8: 1
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5410 UV Detector Ch1 #5ID: 1 UNKOO1 (254nm) Jx#: 1
No.|fg7r RT |[HE E ®BE |8 [RE S8 |RE2|$G2 N B |YE X |BOE |(SEEE O HERE |G
=) % % = RT |RT |(*Fi8) (B3 |(2%)
1 |i®1  2083[1032 |0.015 2104 |0.106[--- - |-- 5 w2
4
2 |2 2163|2341 (3.415 4535 (0.228|--- -- - - -- 4 -- --- - - -
488
3 |3 4377|7809 (0.114 2365 (0.119]--- --- - - -- 12 -- --- ——- - -
8
4 |lg4 4.660(2034 |0.297 1499 |0.754 |--- -- - - -- 15 -- --- - - -
7 2
5 |5 4.957|1532 (0.224 1153 |0.580|--- --- - - -- 12 -- --- - - -
40 6
6 |6 5.653|6577 [95.93 1953 (98.21]--- --- - - 1643 (1954 (033 --- -—- - -
4968 |5 505 |3
6856 (100.0 1989 |100.0
1589 (00 036 |00

5410 UV Detector Ch1 E£5ID: 2 UNKOO2 (254nm) 3#: 1




