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

Number HIT ID 
Libdock 

score 
Number HIT number 

Libdock 

score 

1 
HIT10117037

8 
202.907 85 HIT100564457 173.910 

2 
HIT10489288

4 
197.552 86 HIT105559345 173.795 

3 
HIT10520945

2 
193.069 87 HIT211693403 173.791 

4 
HIT10113109

9 
192.152 88 HIT105485118 173.788 

5 
HIT10337426

4 
191.023 89 HIT105860908 173.777 

6 
HIT21171802

7 
190.364 90 HIT103795749 173.383 

7 
HIT10049255

6 
190.301 91 HIT102119074 173.186 

8 
HIT10046974

4 
189.759 92 HIT100097824 173.186 

9 
HIT10389540

9 
189.674 93 HIT101273521 172.760 

10 
HIT10500279

0 
188.779 94 HIT101715391 172.729 

11 
HIT10276049

8 
188.766 95 HIT100479963 172.717 

12 
HIT10224904

5 
188.523 96 HIT106479088 172.646 

13 
HIT10157810

2 
188.285 97 HIT102057128 172.446 

14 
HIT10035132

8 
187.846 98 HIT211741150 172.368 

15 
HIT10092430

2 
187.667 99 HIT105661843 172.337 

16 
HIT10170681

8 
187.626 100 HIT102435924 172.230 

17 
HIT10497260

2 
185.637 101 HIT105680324 172.119 

18 
HIT10721709

0 
185.492 102 HIT211714541 172.109 

19 
HIT10036460

7 
185.342 103 HIT100640440 171.817 

20 
HIT21173900

1 
185.169 104 HIT101057010 171.700 

21 
HIT10148729

3 
184.551 105 HIT105403058 171.494 

22 
HIT10734027

1 
184.088 106 HIT107231803 171.452 
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23 
HIT10303419

9 
183.929 107 HIT105777966 171.352 

24 
HIT10463699

9 
183.590 108 HIT100456990 171.210 

25 
HIT10628874

9 
183.219 109 HIT106066563 171.164 

26 
HIT10617985

7 
183.044 110 HIT101819288 170.968 

27 
HIT10747772

8 
182.979 111 HIT104095482 170.907 

28 
HIT10373829

9 
182.864 112 HIT105765957 170.878 

29 
HIT10585875

0 
182.525 113 HIT105454002 170.865 

30 
HIT10455069

7 
182.255 114 HIT105650628 170.572 

31 
HIT10773037

3 
182.056 115 HIT101815181 170.287 

32 
HIT10707605

7 
181.658 116 HIT105253650 170.197 

33 
HIT10311105

3 
181.361 117 HIT100844343 169.990 

34 
HIT10479712

6 
181.352 118 HIT103951514 169.977 

35 
HIT10568639

0 
181.316 119 HIT100160861 169.702 

36 
HIT10103833

4 
181.252 120 HIT103457531 169.627 

37 
HIT10538138

5 
180.848 121 HIT100396312 169.450 

38 
HIT10238564

4 
180.269 122 HIT103142521 169.425 

39 
HIT10713025

4 
180.242 123 HIT100720519 169.276 

40 
HIT10029470

7 
180.183 124 HIT106725747 169.175 

41 
HIT10105792

1 
180.141 125 HIT105697825 169.172 

42 
HIT10085090

5 
179.762 126 HIT105690751 169.130 

43 
HIT10657015

1 
179.657 127 HIT102179127 169.056 

44 
HIT21152196

4 
179.569 128 HIT211703833 169.017 

45 
HIT10538696

0 
179.534 129 HIT100604561 168.896 

46 
HIT10303937

3 
179.369 130 HIT106806985 168.851 

47 HIT10369678 179.201 131 HIT211723371 168.818 
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9 

48 
HIT21171802

4 
178.958 132 HIT107706176 168.813 

49 
HIT21144971

1 
178.438 133 HIT103811857 168.609 

50 
HIT10216467

0 
177.547 134 HIT211470174 168.462 

51 
HIT10045649

5 
177.473 135 HIT101225492 168.419 

52 
HIT21168309

5 
177.261 136 HIT105062290 168.363 

53 
HIT10263930

9 
177.094 137 HIT212976827 168.356 

54 
HIT10312301

3 
176.971 138 HIT105250832 168.299 

55 
HIT10224852

9 
176.636 139 HIT100565319 168.296 

56 
HIT10540325

6 
176.630 140 HIT106924020 168.270 

57 
HIT10031072

0 
176.579 141 HIT101301506 168.240 

58 
HIT10722735

3 
176.578 142 HIT107729566 168.038 

59 
HIT10121703

5 
176.219 143 HIT100252391 168.023 

60 
HIT10350097

0 
176.115 144 HIT102924146 167.934 

61 
HIT21173349

3 
176.099 145 HIT103588978 167.922 

62 
HIT10577330

5 
176.054 146 HIT211483803 167.863 

63 
HIT10645774

5 
176.004 147 HIT107637279 167.849 

64 
HIT21136498

2 
175.858 148 HIT105346675 167.783 

65 
HIT10194709

5 
175.671 149 HIT105080951 167.678 

66 
HIT10197337

8 
175.635 150 HIT106620668 167.568 

67 
HIT10603779

3 
175.435 151 HIT104623204 167.534 

68 
HIT10073077

6 
175.385 152 HIT211719041 167.376 

69 
HIT10076465

8 
175.332 153 HIT100811644 165.329 

70 
HIT10390199

5 
175.247 154 HIT100081044 163.024 

71 
HIT10555165

6 
175.033 155 HIT105050727 162.267 
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72 
HIT10074440

3 
175.024 156 HIT103408850 162.112 

73 
HIT10189486

8 
174.900 157 HIT107232144 160.597 

74 
HIT10149055

8 
174.854 158 HIT100661494 160.191 

75 
HIT10454929

0 
174.796 159 HIT100651577 160.165 

76 
HIT10583528

8 
174.468 160 HIT107093086 159.583 

77 
HIT10547740

1 
174.377 161 HIT102016638 159.455 

78 
HIT21298059

6 
174.180 162 HIT103374703 158.472 

79 
HIT10368423

2 
174.130 163 HIT105499167 158.307 

80 
HIT10000753

8 
174.128 164 HIT103778891 158.125 

81 
HIT10692761

7 
174.100 165 HIT102037016 158.086 

82 
HIT10056179

9 
174.086 166 HIT100277761 157.662 

83 
HIT10328081

1 
174.061 167 HIT105702772 157.608 

84 
HIT10698196

1 
173.935 168 HIT101037707 157.413 



6 
 

Table S2. Binding free energies (kcal·mol-1) of 25 compounds through 

autodock vina. 

Number HIT ID 
Lowest binding 

energy (kcal/mol) 

Highest binding 

energy (kcal/mol) 

Most binding 

energy 

(kcal/mol) 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 
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Figure S1. Binding mode analysis of HIT101057921 (A), HIT104550697 (B), 
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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. 

  



9 
 

Spectral copies of 1H NMR and 13C NMR of compounds  

 

1H NMR spectrum of 12 
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13C NMR spectrum of 12 

 

1H NMR spectrum of 13 
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13C NMR spectrum of 13 

1H NMR spectrum of 14 

 

13C NMR spectrum of 14 



12 
 

 

 

1H NMR spectrum of 15 
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13C NMR spectrum of 15 

1H NMR spectrum of 16a 
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13C NMR spectrum of 16a 

 

 

1H NMR spectrum of 16b 
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13C NMR spectrum of 16b 

 

 

1H NMR spectrum of 17a 
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13C NMR spectrum of 17a 
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1H NMR spectrum of 17b 

13C NMR spectrum of 17b 
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1H NMR spectrum of 18 

 

13C NMR spectrum of 18 
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1H NMR spectrum of 19a 

 

13C NMR spectrum of 19a 
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1H NMR spectrum of 19b 

 

13C NMR spectrum of 19b 
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1H NMR spectrum of 20a 

 

13C NMR spectrum of 20a 
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1H NMR spectrum of 20b 

 

13C NMR spectrum of 20b 
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1H NMR spectrum of 21 

 

13C NMR spectrum of 21 
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3. IC50 and CC50 curves of target compounds 

  

IC50 of compound 1                                   IC50 of compound 2 

  

IC50 of compound 3                                   IC50 of compound 4 

  

IC50 of compound 5                                    IC50 of compound 6 
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IC50 of compound 7                                   IC50 of compound 8 

  

IC50 of compound 9      IC50 of compound 10 

 

IC50 of compound 15                                CC50 of compound 15 
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.  

IC50 of compound 16a                              CC50 of compound 16a 

 

IC50 of compound 16b      CC50 of compound 16b 

 

IC50 of compound 17a                             CC50 of compound 17a 
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IC50 of compound 17b                               CC50 of compound 17b 

 

IC50 of compound 18       CC50 of compound 18 

 

IC50 of compound 19a       CC50 of compound 19a 
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IC50 of compound 19b      CC50 of compound 19b 

 

IC50 of compound 20a     CC50 of compound 20a 

 

IC50 of compound 20b        CC50 of compound 20b 
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IC50 of compound 21           CC50 of compound 21 

 

 

 

 


