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52279_220706182622 #7 RT: 0.11 AV: 1 SM: 9G NL: 9.80E5
F: + p ESI Q1MS [100.000-700.000]
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52281 #5-11 RT: 0.07-0.18 AV: 7 SM: 9G NL: 2.87E6
F: + p ESI Q1MS [100.000-700.000]

150 200 250 300 350 400 450 500 550 600 650 700

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

273.02

207.85

279.03 326.28231.93 569.14198.06 245.93 385.07166.84 454.22142.90 439.10297.09 592.17398.16 516.23 529.25336.01 355.95 641.16 682.25490.19130.17 613.31



S28 
 

 

6 

 

 

 

7 

 

 

 

 

 

52282 #6-12 RT: 0.09-0.20 AV: 7 SM: 9G NL: 8.58E6
F: + p ESI Q1MS [100.000-700.000]
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52280_220707093818 #9 RT: 0.15 AV: 1 SM: 9G NL: 1.18E6
F: + p ESI Q1MS [100.000-700.000]
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E:\work_kcl\...\52285_220707100131 07/07/2022 10:01:31 sample 7
No LC col.

52285_220707100131 #13 RT: 0.22 AV: 1 SM: 9G NL: 1.23E6
F: + p ESI Q1MS [100.000-700.000]
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E:\work_kcl\...\52286_220707100433 07/07/2022 10:04:33 sample 8
No LC col.

52286_220707100433 #17 RT: 0.29 AV: 1 SM: 9G NL: 1.12E6
F: + p ESI Q1MS [100.000-700.000]
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52290 #7-10 RT: 0.11-0.16 AV: 4 SM: 9G NL: 1.90E6
F: + p ESI Q1MS [100.000-700.000]
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52284_220707094306 #7 RT: 0.17 AV: 1 SM: 9G NL: 7.47E5
F: + p ESI Q1MS [100.000-700.000]
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E:\work_kcl\...\52295_220707101040 07/07/2022 10:10:40 sample 17
No LC col.

52295_220707101040 #14 RT: 0.23 AV: 1 SM: 9G NL: 1.00E6
F: + p ESI Q1MS [100.000-700.000]
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52297 #14 RT: 0.23 AV: 1 SM: 9G NL: 1.31E6
F: + p ESI Q1MS [100.000-700.000]
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E:\work_kcl\...\52296_220707101343 07/07/2022 10:13:43 sample 18
No LC col.

52296_220707101343 #16 RT: 0.27 AV: 1 SM: 9G NL: 9.99E5
F: + p ESI Q1MS [100.000-700.000]
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52298 #12 RT: 0.20 AV: 1 SM: 9G NL: 2.89E6
F: + p ESI Q1MS [100.000-700.000]
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52304 #5-9 RT: 0.07-0.15 AV: 5 SM: 9G NL: 1.86E7
F: + p ESI Q1MS [100.000-700.000]
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52283_220707094941 #11 RT: 0.18 AV: 1 SM: 9G NL: 7.53E5
F: + p ESI Q1MS [100.000-700.000]
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52292 #9-13 RT: 0.15-0.22 AV: 5 SM: 9G NL: 1.90E6
F: + p ESI Q1MS [100.000-700.000]
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52294 #11 RT: 0.18 AV: 1 SM: 9G NL: 4.35E6
F: + p ESI Q1MS [100.000-700.000]
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52293 #15 RT: 0.25 AV: 1 SM: 9G NL: 1.50E6
F: + p ESI Q1MS [100.000-700.000]
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52288_220707100736 #10 RT: 0.16 AV: 1 SM: 9G NL: 9.49E5
F: + p ESI Q1MS [100.000-700.000]
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52289 #7-9 RT: 0.11-0.15 AV: 3 SM: 9G NL: 1.21E6
F: + p ESI Q1MS [100.000-700.000]
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E:\work_kcl\...\FM\220706\52299 06/07/2022 17:19:52 sample 21
No LC col.

52299 #4 RT: 0.06 AV: 1 SM: 9G NL: 3.12E6
F: + p ESI Q1MS [100.000-700.000]
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52300 #8 RT: 0.13 AV: 1 SM: 9G NL: 6.86E5
F: + p ESI Q1MS [100.000-700.000]
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52301 #9 RT: 0.15 AV: 1 SM: 9G NL: 7.71E6
F: + p ESI Q1MS [100.000-700.000]
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52302 #8-9 RT: 0.13-0.15 AV: 2 SM: 9G NL: 7.57E6
F: + p ESI Q1MS [100.000-700.000]
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52303 #10 RT: 0.16 AV: 1 SM: 9G NL: 1.41E6
F: + p ESI Q1MS [100.000-700.000]
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52287 #7-10 RT: 0.11-0.16 AV: 4 SM: 9G NL: 3.66E7
F: + p ESI Q1MS [100.000-700.000]
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HPLC chromatograms      
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Table S1. 50 best compounds generated with scaffold hopping replacement. 

Rank Structure Score Field 
Score 

Shape 
Score 

1 CN1N=C(C)C(SCC(N2CCCCC2)=O)CC1=O 0.881 0.837 0.925 

2 FC(F)(F)c1cccc(SCC(=O)N2CCCCC2)c1 0.869 0.807 0.93 

3 Clc1cccc(SCC(=O)N2CCCCC2)c1 0.861 0.792 0.931 

4 Clc1ccc(S(=O)(=O)CC(=O)N2CCCCC2)cc1C(F)(F)F 0.853 0.813 0.893 

5 Fc1ccc(N)c(SCC(=O)N2CCCCC2)c1 0.85 0.81 0.889 

6 Fc1cccc(SCC(=O)N2CCCCC2)c1 0.849 0.787 0.912 

7 Fc1cc(N)cc(SCC(=O)N2CCCCC2)c1 0.848 0.775 0.922 

8 FC(F)(F)c1ccnc(SCC(=O)N2CCCCC2)n1 0.847 0.82 0.875 

9 FC(F)(F)c1ccnc(S(=O)(=O)CC(=O)N2CCCCC2)c1 0.846 0.782 0.909 

11 O=C(N1CCCCC1)CC/C=C/CCCC 0.844 0.811 0.877 

10 Brc1ccc(N)c(S(=O)(=O)CC(=O)N2CCCCC2)c1 0.844 0.806 0.882 

12 O=S(=O)(CC(=O)N1CCCCC1)c2cccc3c2ncs3 0.836 0.773 0.899 

13 FC(F)(F)c1ccc(c(S(=O)(=O)CC(=O)N2CCCCC2)c1)C 0.832 0.785 0.879 

14 Clc1ccc(N)c(S(=O)(=O)CC(=O)N2CCCCC2)c1 0.83 0.779 0.88 

15 O=S(=O)(CC(=O)N1CCCCC1)c2cccc(N(C)C)c2 0.829 0.766 0.892 

17 O=S(=O)(c1cc(C(C)(C)C)ccc1C)CC(=O)N2CCCCC2 0.826 0.783 0.869 

18 Fc1ccc(SCC(=O)N2CCCCC2)cc1F 0.826 0.761 0.89 

16 O=C(N1CCCCC1)COc2cccc(N(C)C)c2 0.826 0.758 0.894 

19 O=C(N1CCCCC1)CSc2cccc(N)c2 0.826 0.755 0.896 

20 FC(F)(F)c1ccc(N)c(C(=O)CC(=O)N2CCCCC2)c1 0.825 0.74 0.911 

21 OCc1cccc(SCC(=O)N2CCCCC2)c1 0.825 0.71 0.94 

23 O=C(N1CCCCC1)CC(c2nccc(n2)C)C 0.823 0.763 0.883 

22 FC(F)(F)c1cccc(C(O)CC(=O)N2CCCCC2)c1 0.823 0.76 0.886 

25 O=C(N1CCCCC1)CC(=O)c2cc(N)cc(OC)c2 0.821 0.724 0.918 

24 Fc1cc(cc(CCC(=O)N2CCCCC2)c1)C(F)(F)F 0.821 0.721 0.921 

26 O=C(N1CCCCC1)CSc2cccc(c2N)C 0.82 0.764 0.875 

27 Clc1cc(nc(SCC(=O)N2CCCCC2)n1)N 0.818 0.789 0.847 

28 FC(F)(F)c1cc(nc(SCC(=O)N2CCCCC2)n1)C 0.817 0.726 0.907 

29 FC(F)(F)c1cc(C(=O)CC(=O)N2CCCCC2)ccc1C 0.816 0.749 0.884 

30 O=S(=O)(N1CCCC1)NCCC(=O)N2CCCCC2 0.815 0.748 0.883 

33 O=S(=O)(CC(=O)N1CCCCC1)c2cccc(OC)c2 0.815 0.742 0.888 

31 O=C(N1CCCCC1)CC(=O)c2cccc(OC)n2 0.815 0.736 0.895 

32 FC(F)(F)c1ccc(F)c(C(=O)CC(=O)N2CCCCC2)c1 0.815 0.733 0.898 

34 O=C(N1CCCCC1)CCCc2c(oc(n2)C)C 0.814 0.74 0.888 

36 Clc1cccc(S(=O)(=O)CC(=O)N2CCCCC2)c1 0.813 0.771 0.855 

35 O=C(N1CCCCC1)CC[NH2+]CCCSC 0.813 0.761 0.866 

37 O=C(N1CCCCC1)CCCNc2cccc[nH+]2 0.813 0.747 0.878 

38 Fc1cc(N)cc(CCC(=O)N2CCCCC2)c1 0.812 0.727 0.897 

39 O=C(N1CCCCC1)CC(=O)c2cncc(OC)n2 0.812 0.721 0.902 

43 O=C(N1CCCCC1)CSc2nc(OC)cc(OC)n2 0.811 0.745 0.876 

42 O=C(N1CCCCC1)CSc2ccc3CCCc3c2 0.811 0.74 0.882 

40 O=C(N1CCCCC1)CCSc2nccc(n2)C 0.811 0.733 0.889 

41 O=C(N1CCCCC1)CCCc2cccc(n2)C 0.811 0.732 0.889 

44 O=C(N1CCCCC1)CCCc2nc(cc(n2)C)C 0.809 0.737 0.88 



S51 
 

45 O=C(N1CCCCC1)COc2cccc(c2)C=O 0.809 0.728 0.889 

46 FC(F)(F)c1cc(S(=O)(=O)CC(=O)N2CCCCC2)ccc1C 0.808 0.749 0.866 

48 I/C=C/CCC(=O)N1CCCCC1 0.807 0.775 0.839 

47 O=C(N1CCCCC1)CSc2nsc(n2)N 0.807 0.766 0.848 

50 O=C(N1CCCCC1)CSc2cnccc2 0.807 0.736 0.877 

 


