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Supplementary Table 1: Total scores of 4n, 4d and original ligand of Topo Il (1ZXM)

(3 Spreadsheet

| Name | Structure ‘ 1: Total_Score{ 2: Crash | 3: Polar | 4: D_SCORE | 5: PMF_SCORE | 6: G SCORE | 7: CHEMSCORE | 8: CSCORE | 9: GLOBAL CSCORE

v

1 1zxm_ligand_000 ce 1231 -2.42 8.96 -160.575 -76.006 -369.724 -22.601 4

R
0 \jj
2 4n_000 @\,{'\@ 9.62 -3.74 1.28 -191.591 46.253 -311.829 -30.135 3
f 0=
I~

3 4d_000 @ 6.53 -0.63 1.12 -130.878 5.300 -180.310 -28.311 2
Er B
b
AT,
= b 0
B ;-ﬁg}
4 334-18-9.mol 000 f:.l_ : 6.52 -7.83 2.52 -208.135 -0.424 -403.241 -34.455 1
B
1 b

Supplementary Figure 1: Docking model of 4n with Topo Il protein (1ZXM)
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Supplementary Figure 2: Docking model of 4d with Topo Il protein (1ZXM)
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Supplementary Figure 3: Docking model of Topo Il protein (1ZXM) with its original ligand
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Supplementary Figure 4: Docking result of Topo Il protein (1ZXM) with its original ligand




