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Table S1. Libdock scores of 168 compounds through ADMET screening.

Number HIT ID Libdock Number HIT number Libdock
score score

1 HIT1081 17087 202.907 85 HIT100564457 173.910
2 HIT104489288 197.552 86 HIT105559345 173.795
3 HIT1025 20945 193.069 87 HIT211693403 173.791
4 HIT109113109 192.152 88 HIT105485118 173.788
5 HIT10:37426 191.023 89 HIT105860908 173.777
6 HIT2171 71802 190.364 90 HIT103795749 173.383
7 HIT10£49255 190.301 91 HIT102119074 173.186
8 HIT10£46974 189.759 92 HIT100097824 173.186
9 HIT109389540 189.674 93 HIT101273521 172.760
10 HITlO(? 00279 188.779 94 HIT101715391 172.729
11 HITlO; 76049 188.766 95 HIT100479963 172.717
12 HIT1052 24904 188.523 96 HIT106479088 172.646
13 HIT1021 57810 188.285 97 HIT102057128 172.446
14 HITlO;) 35132 187.846 98 HIT211741150 172.368
15 HIT1020 92430 187.667 99 HIT105661843 172.337
16 HITlO; 70681 187.626 100 HIT102435924 172.230
17 HITlO;L 97260 185.637 101 HIT105680324 172.119
18 HITlOg 21709 185.492 102 HIT211714541 172.109
19 HITlO;) 36460 185.342 103 HIT100640440 171.817
20 HIT2111 73900 185.169 104 HIT101057010 171.700
21 HITlO; 48729 184.551 105 HIT105403058 171.494
22 HIT10734027 184.088 106 HIT107231803 171.452
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Table S2. Binding free energies (kcal-mol?!) of 25 compounds through

autodock vina.

Nember T Loveinve  Mighetbinde ol i
1 HIT105080951 -18.0 -12.2 -18.0
2 HIT103034199 -16.2 -12.0 -16.2
3 HIT101057921 -15.8 -11.4 -15.8
4 HIT101057010 -15.7 -7.8 -10.3
5 HIT104550697 -15.3 -11.3 -15.25
6 HIT104315479 -15.1 -14.5 -15.1
7 HIT100844343 -14.4 -11.4 -14.4
8 HIT101894868 -14.2 -11.4 -14.2
9 HIT105050727 -14.2 -11.9 -13.2

10 HIT211521964 -14.1 -8.2 -12.8
11 HIT100561799 -13.9 -10.5 -13.9
12 HIT103374264 -13.7 -10.2 -13.7
13 HIT100364607 -13.7 -8.1 -12.4
14 HIT103895409 -13.6 -10.6 -13.6
15 HIT107076057 -13.5 -8.8 -13.5
16 HIT100811644 -13.4 -11.0 -13.4
17 HIT104892884 -13.4 -8.6 -13.4
18 HIT211449711 -13.3 -8.2 -13.3
19 HIT106924020 -13.2 -8.8 -13.2
20 HIT106570151 -13.2 -12.3 -13.2
21 HIT105485118 -13.2 -11.7 -13.1
22 HIT105499167 -13.2 -9.4 -11.9
23 HIT106066563 -13.1 -8.5 -12.7
24 HIT101131099 -13.1 -9.7 -11.7
25 HIT102924146 -12.9 -11.4 -12.9




Figure S1. Binding mode analysis of HIT101057921 (A), HIT104550697 (B),
7



HIT106924020 (C), HIT105485118 (D), HIT105499167 (E), HIT106066563 (F),
HIT101131099 (G), and HIT102924146 (H) with HIV-1 integrase (PDB ID:
6PUY). HIV-1 integrase is displayed in cyan, the 3" end of the viral DNA
(dA21 and dC20) is shown in stick representation in orange, and the chelate
bond and hydrogen are represented with dashed line in black and red,

respectively.



Spectral copies of 'TH NMR and *C NMR of compounds
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13C NMR spectrum of 12
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13C NMR spectrum of 13
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3C NMR spectrum of 15
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BC NMR spectrum of 16a
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'H NMR spectrum of 17b
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'"H NMR spectrum of 18
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3. ICs0 and CCso curves of target compounds
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