
Supplementary Table S3. Compounds’ identifiers, inhibition values and structures of tested 

compounds. 
 

compound id TNIK %inh @10uM Structure SMILES 

UZI/1005092 0.11% 

 

CC(C)(C)c1ccc(cc1)/C=C/C(=O)n2cnc3c2cccc3 

UZI/1015152 5.78% 

 

CN(C)c1ccc(cc1)/C=N/Nc2nc3ccccc3o2 

UZI/1016693 1.26% 

 

CCOC(=O)c1c(nc2cc(nn2c1C)C(=O)Nc3ccc(cc3F)F)C 

UZI/1033185 6.39% 

 

c1ccc(c(c1)C(=O)OCC(=O)c2ccc(cc2)C3CCCCC3)Cl 

UZI/1033663 1.83% 

 

c1ccc(c(c1)C(=O)OCC(=O)c2ccc(cc2)C3CCCCC3)Br 

UZI/1051905 3.37% 

 

c1cc2c(cc1NC(=O)NC3CCCCCC3)OCO2 

UZI/1063661 -4.75% 

 

Cc1c(c(=O)n(n1C)c2ccccc2)NC(=O)c3cc4ccccc4oc3=N 

UZI/1067321 -1.55% 

 

c1cc2c(cc1Cl)cc(c(=N)o2)C(=O)NC3CCCCCC3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1084602 3.23% 

 

CC1CCC(CC1)NC(=O)Nc2ccc3c(c2)OCO3 

UZI/1168338 3.20% 

 

CCN(CC)c1ccc2cc(c(=N)oc2c1)C(=O)Nc3cc(cc(c3)Cl)Cl 

UZI/1194896 -0.01% 

 

c1ccc(cc1)S(=O)(=O)N2CCN(CC2)C(=O)C3CCCCC3 

UZI/1221061 3.65% 

 

CCCCc1ccc(cc1)NC(=O)Nc2ccon2 

UZI/1236757 -4.89% 

 

CC(C(=O)Nc1cc2c(cc1OC)c3ccccc3o2)Oc4ccc5c(c4)CCC5 

UZI/1240783 33.55% 

 

c1ccc2c(c1)cc(c(=O)o2)C(=O)Nc3ccc(cc3)C(=O)N4CCCCC
4 

UZI/1252647 2.27% 

 

Cn1c2ccccc2c3c1ccc(c3)/C=N/NC(=O)c4ccccc4F 

UZI/1265360 11.33% 

 

CCc1ccc(cc1)NC(=O)/C(=C/c2ccc[nH]2)/C#N 

UZI/1267836 Insloluble 

 

CCCc1ccc(cc1)C(=O)Nc2c3c(cs2)c4ccccc4oc3=O 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1268750 -2.47% 

 

CCc1ccc(cc1)NC(=O)c2cc3ccccc3oc2=N 

UZI/1275030 10.50% 

 

CC(C)c1ccc(cc1)NC(=O)c2cc3ncccn3n2 

UZI/1275631 11.30% 

 

c1cnc2cc(nn2c1)C(=O)Nc3ccc4c(c3)CCC4 

UZI/1275632 4.88% 

 

CCN(CC)c1ccc(cc1)NC(=O)c2cc3ncccn3n2 

UZI/1275922 8.45% 

 

CCC(C)c1ccc(cc1)NC(=O)c2cc3ncccn3n2 

UZI/1297325 7.44% 

 

Cc1ccc(cc1)c2cc(n[nH]2)C(=O)Nn3c(=O)c4ccccc4nc3S 

UZI/1326017 

(compound 12) 
32.37% 

 

Cc1ccc(cc1C)N/C=C/C(=O)c2ccc(cc2)OC 

UZI/1398978 13.18% 

 

Cc1ccc(c(c1)C)OCn2ccc(n2)C(=O)Nc3cc(ccc3F)F 

UZI/1410710 13.06% 

 

Cc1ccc(c(c1)C)OCn2ccc(n2)C(=O)Nc3ccccc3Cl 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1415176 -2.75% 

 

Cc1ccc(cc1)c2cc(no2)C(=O)Nc3ccc(cn3)Cl 

UZI/1415275 
(compound 7) 

40.14% 

 

Cc1ccc(cc1)c2cc(no2)C(=O)Nc3ccncc3 

UZI/1420489 -2.13% 

 

c1ccc(cc1)n2c3c(cn2)c4nc(nn4cn3)CN5CCN6CCCC6C5 

UZI/1431773 -0.43% 

 

c1ccc(cc1)n2c3c(cn2)c4nc(nn4cn3)c5cc([nH]n5)C6CC6 

UZI/1485214 15.77% 

 

c1ccc2c(c1)c(c(s2)C(=O)Nc3ccc(cc3)CN4CCCCC4)Cl 

UZI/1506299 26.49% 

 

Cn1cc(cn1)/C=C/C(=O)c2ccc(cc2)N3CCCCC3 

UZI/1529300 8.35% 

 

c1cc(cc(c1)F)C(=O)Nc2ccc(cc2)CN3CCCCC3 

UZI/1633074 6.87% 

 

CCCCCOc1cccc(c1)/C=N/NC(=O)c2ccco2 

UZI/1633824 -1.87% 

 

CC(=O)Nc1ccc(cc1)NC(=O)c2nc3ncccn3n2 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1634735 0.56% 

 

c1cc(cc(c1)Cl)NC(=O)NNC(=O)C2C3C2CCCC3 

UZI/1636339 -6.17% 

 

CCOc1ccc(cc1)NC(=O)NNC(=O)c2cccnc2 

UZI/1637862 6.10% 

 

Cc1cccc(c1C)NC(=O)NNC(=O)c2cc3ccccc3cc2O 

UZI/1655856 2.60% 

 

c1ccc2c(c1)cccc2Oc3ccc(cc3)N4C(=O)c5ccccc5C4=O 

UZI/1656727 17.20% 

 

CC(C)(C)c1ccc(cc1)/C=N/NC(=O)c2cc3cc(ccc3o2)Br 

UZI/1676483 -0.34% 

 

c1cc(ccc1/C=N/NC(=O)CC#N)N2CCCCC2 

UZI/1679506 11.17% 

 

CN(C1CCCCC1)C(=O)c2ccc(cc2)N3C(=O)c4ccccc4C3=O 

UZI/1692830 7.61% 

 

CCN(CC)S(=O)(=O)c1ccc(cc1)NC(=O)c2ccc(cc2)C(C)(C)C 

UZI/1693559 2.87% 

 

Cc1cc(c(n1c2ccc(cc2)C(C)(C)C)C)/C=C(\C#N)/C(=O)Nc3cc
ccc3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1699093 13.02% 

 

c1ccc(c(c1)NC(=O)/C(=C/c2ccc(cc2)N3CCCC3)/C#N)Cl 

UZI/1699503 16.82% 

 

CC(C)COC(=O)c1ccc(cc1)N2C(=O)c3ccccc3C2=O 

UZI/1700726 -0.61% 

 

Cc1cc([nH]n1)C(=O)NNC(=O)COc2ccc(cc2)C(C)(C)C 

UZI/1705887 -3.75% 

 

Cc1cc(c(n1c2ccc(cc2)C(C)(C)C)C)/C=C(\C#N)/C(=O)Nc3cc

c(cc3)OC 

UZI/1725252 33.82% 

 

CCCC(=O)Nc1ccc(cc1)C(=O)Nc2ccc(cn2)Cl 

UZI/1728115 5.10% 

 

c1ccc2c(c1)c(=O)n(c(=O)[nH]2)NC(=O)c3ccc(cc3)OC4CCC
C4 

UZI/1844541 13.52% 

 

CCC(C)(C)C1CCc2c(sc3c2c(=O)nc-4n3Cc5c4cccc5)C1 

UZI/1844692 Insloluble 

 

CC(C)(C)C1CCc2c(sc3c2c(=O)nc-4n3Cc5c4cccc5)C1 

UZI/1857022 
(compound 9) 

45.06% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3cccc(c3)Cl 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1884305 22.02% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3ccc(cc3)F 

UZI/1891848 8.57% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3cc(cc(c3)OC)OC 

UZI/1902891 Insloluble 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3ccc(cc3)Br 

UZI/1910150 19.71% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3ccc4c(c3)OCCO4 

UZI/1914142 10.07% 

 

CCC(=O)Nc1ccc(cc1)C(=O)NNC(=O)c2ccc(cc2)Cl 

UZI/1915190 6.36% 

 

CC1CCN(CC1)S(=O)(=O)c2ccc(cc2)/N=N/c3cc(ccc3O)Cl 

UZI/1916989 4.86% 

 

CC(C)c1ccc(cc1)OCC(=O)Nc2ccc(cc2)N(C)C(=O)C 

UZI/1917028 3.82% 

 

Cc1ccc(cc1Br)C(=O)Nc2ccc(cc2)Nc3ccccc3 

UZI/1917516 -2.74% 

 

c1ccc(c(c1)C(=O)NNC(=O)CNC(=O)C2CCCCC2)Br 



8 

8 

compound id TNIK %inh @10uM Structure SMILES 

UZI/1917640 -7.88% 

 

CCCCC(=O)Nc1ccc(cc1)C(=O)NNC(=O)c2ccco2 

UZI/1919089 4.57% 

 

CC(C)(C)c1ccc(cc1)OCC(=O)NNC(=O)c2ccccc2 

UZI/1920329 1.96% 

 

CC(C)c1ccc(cc1)OCC(=O)Nc2cc(cc(c2)Cl)Cl 

UZI/1921665 7.23% 

 

Cc1ccc(cc1I)C(=O)Nc2ccc(cc2)Nc3ccccc3 

UZI/1922293 -3.75% 

 

CC(C)C(=O)Nc1ccc(cc1)C(=O)NNC(=O)c2ccco2 

UZI/1925844 0.64% 

 

c1ccc(cc1)Cn2ccc(n2)NC(=O)c3cc4ccccc4oc3=O 

UZI/1927302 15.55% 

 

Cn1c(cc(n1)C(=O)N2CCOCC2)C(=O)NC3CCCCCC3 

UZI/1932249 -3.55% 

 

Cc1ccc(cc1)OCc2ccc(cc2)C(=O)Nc3ccccc3 

UZI/1939452 5.59% 

 

c1ccc2c(c1)/C(=N/NC(=O)c3ccc(cc3)NC(=O)C4CC4)/C(=O)
N2 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1940261 21.96% 

 

CCC(=O)Nc1ccc(cc1)C(=O)N/N=C\2/c3ccccc3NC2=O 

UZI/1940344 3.19% 

 

CCCC(=O)Nc1ccc(cc1)C(=O)NNC(=O)c2ccco2 

UZI/1942297 7.11% 

 

c1ccc2cc(ccc2c1)/C=N/N3C(=O)c4ccccc4C3=O 

UZI/1943097 2.62% 

 

CCN(CC)c1ccc(cc1)NC(=O)Nc2ccc(cc2)Cl 

UZI/1943342 5.61% 

 

CCn1c2ccccc2c3c1ccc(c3)/C=N/N4C(=O)c5ccccc5C4=O 

UZI/1943351 6.38% 

 

c1ccc(cc1)Nc2ccc(cc2)/N=C\3/c4ccccc4NC3=O 

UZI/1943589 11.87% 

 

CCN(CC)c1ccc(c(c1)O)/C=N/N2C(=O)c3ccccc3C2=O 

UZI/1945033 12.06% 

 

CCN(CC)c1ccc(cc1)/C=N/N2C(=O)c3ccccc3C2=O 

UZI/1945161 8.78% 

 

C/C(=N\NC(=O)c1cc2ccccc2cc1O)/C=C/c3ccccc3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/1945214 19.86% 

 

c1ccc(cc1)c2ccc(cc2)C(=O)NNC(=O)c3ccccc3 

UZI/1945679 7.90% 

 

c1ccc2cc(ccc2c1)OCC(=O)NCCC3=CCCCC3 

UZI/1946503 17.68% 

 

CC(=O)N(C)c1ccc(cc1)NC(=O)Nc2cccc(c2)Cl 

UZI/1946691 18.80% 

 

c1ccc(cc1)Nc2ccc(cc2)NC(=O)c3ccc(o3)Br 

UZI/1998247 10.47% 

 

Cc1c(cnn1C)c2cc(on2)C(=O)NC3CCC(CC3)C(C)(C)C 

UZI/2177679 2.32% 

 

CN1CCN(CC1)c2ccc(cc2)C#N 

UZI/2182763 7.89% 

 

CC(C)COc1ccc(cc1)NC(=O)c2ccccc2F 

UZI/2182986 13.71% 

 

c1ccc(c(c1)c2cc(on2)C(=O)Nc3cnn(c3)C45CC6CC(C4)CC(C

6)C5)F 

UZI/2183460 -0.13% 

 

c1cc(ccc1N2CC(CC2=O)C(=O)NC3CCCCCC3)Cl 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2183699 1.95% 

 

CCOc1ccc(cc1)N2CC(CC2=O)C(=O)NC3CCCCCC3 

UZI/2186492 16.34% 

 

c1ccc(cc1)N2CCN(CC2)C(=O)c3cc(no3)c4ccccc4F 

UZI/2192588 8.68% 

 

CCCCc1ccc(c(c1)C)OCC(=O)Nc2cccc(c2)C 

UZI/2294970 1.71% 

 

Cn1cc(c(n1)C(=O)Nc2ccc(c(c2)Cl)N3CCN(CC3)C)C(=O)O 

UZI/2295490 -1.99% 

 

Cn1c(c(cn1)C(=O)O)C(=O)Nc2ccc(c(c2)Cl)N3CCN(CC3)C 

UZI/2310974 0.04% 

 

CCCOc1ccc(cc1)NC(=O)c2c(c3ccccc3s2)Cl 

UZI/2311066 20.09% 

 

c1ccc(c(c1)C(=O)Nc2ccc(cc2)OCC3CCCO3)F 

UZI/2311105 4.65% 

 

CC(=C)COc1cccc(c1)NC(=O)COc2ccc(cc2)Cl 

UZI/2312909 15.25% 

 

CC(C)COc1cccc(c1)NC(=O)c2cccc(c2)F 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2313439 5.93% 

 

c1cc(c(c(c1)F)C(=O)Nc2ccc(cc2)OCC3CCCO3)F 

UZI/2316860 0.73% 

 

CCc1ccc(cc1)N2CC(CC2=O)C(=O)Nc3ccccc3C#N 

UZI/2319475 11.27% 

 

Cc1nccn1c2ccc(cc2)NC(=O)c3nc4ncccn4n3 

UZI/2319527 4.20% 

 

Cc1ccn(n1)c2ccc(cc2)NC(=O)c3nc4ncccn4n3 

UZI/2319593 -3.34% 

 

CCc1ccc(cc1)NC(=O)c2nc3ncccn3n2 

UZI/2319761 8.29% 

 

CC(C)OC(=O)c1ccc(cc1)NC(=O)c2nc3ncccn3n2 

UZI/2518498 2.34% 

 

CN(C1CCCCC1)C(=O)CNC(=O)c2ccc(cc2)Cl 

UZI/2524022 0.05% 

 

c1ccc(cc1)N2CCN(CC2)C(=O)c3cc(on3)c4cccc(c4)Cl 

UZI/2524615 9.75% 

 

CC(C)(C)C1CCc2c(c(no2)C(=O)Nc3ccc(cc3)OC)C1 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2524735 2.52% 

 

c1cc2c(cc1c3cc(no3)C(=O)NC4CCCCC4)OCO2 

UZI/2524976 1.22% 

 

c1cc(ccc1c2cc(no2)C(=O)NC3CCCCC3)O 

UZI/2525335 3.45% 

 

CCc1ccc(cc1)NC(=O)c2cc(on2)c3ccc(cc3)O 

UZI/2525453 4.33% 

 

CCc1ccc(cc1)NC(=O)c2cc(on2)c3cccc(c3)Cl 

UZI/2525660 5.29% 

 

c1ccc(cc1)N2CCN(CC2)C(=O)c3cc(on3)c4ccc(cc4)Cl 

UZI/2526193 1.73% 

 

COc1ccc(cc1)c2cc(no2)C(=O)NC3CCCCC3 

UZI/2526197 1.69% 

 

COc1cccc(c1)c2cc(no2)C(=O)Nc3cc(ccc3Cl)Cl 

UZI/2526645 -2.37% 

 

CCc1ccc(cc1)NC(=O)c2cc(on2)c3ccccc3O 

UZI/2528822 -3.98% 

 

Cc1cc(c(c(=O)o1)C(=O)/C=C/c2ccc(cc2)N3CCOCC3)O 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2528950 0.98% 

 

CC1CCN(CC1)c2ccc(cc2)C(=O)O 

UZI/2529140 5.48% 

 

CC1CCN(CC1)c2ccc(cc2)[N+](=O)[O-] 

UZI/2532738 10.31% 

 

CC1CCN(CC1)c2ccc(cc2)NC(=O)c3ccc(o3)Br 

UZI/2534255 -1.09% 

 

Cc1cccc(c1C)Oc2ccc(cc2)NC(=O)/C=C/c3ccco3 

UZI/2535162 5.08% 

 

CCc1ccc(cc1)NC(=O)Nc2ccc(cc2)N(C)C(=O)C 

UZI/2536716 29.59% 

 

c1ccc2c(c1)c(c(s2)C(=O)Nc3ccc(cc3)C(=O)N4CCOCC4)Cl 

UZI/2537307 -3.21% 

 

COc1ccc(cc1C(=O)NC(=S)Nc2ccc(cc2)N3CCCCC3)Cl 

UZI/2537450 5.31% 

 

CN1CCN(CC1)c2ccc(c3c2non3)NC(=O)Nc4ccccc4F 

UZI/2537705 3.74% 

 

c1ccc(cc1)N2C(=O)CC(=N2)Nc3ccc(cc3)C4CCCCC4 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2538129 5.48% 

 

Cc1ccc(cc1C)NC(=O)NNC(=O)c2cc3ccccc3cc2O 

UZI/2538993 Insloluble 

 

CCN(CC)c1ccc-2c(c1)Oc3c4c2c(c(nc4c(c(n3)N)C#N)N)C#N 

UZI/2539462 6.73% 

 

Cc1ccc(cc1)/C(=N/NC(=O)c2cc3ccccc3oc2=O)/C 

UZI/2541833 3.61% 

 

CC(C)(C)C(=O)Nc1ccc2c(c1)nc(o2)c3cccc4c3cccc4Cl 

UZI/2543746 12.47% 

 

CC(C)c1ccc2c(c1)nc(o2)c3cccc(c3)N 

UZI/2543950 23.26% 

 

Cc1cc(ccc1NC(=O)c2ccccc2Cl)c3nc4c(o3)cccn4 

UZI/2544752 8.29% 

 

Cc1ccc(cc1C)OCC(=O)Nc2ccc3ccccc3c2 

UZI/2545001 8.28% 

 

Cc1ccc(c(c1)Cl)C(=O)NC(=S)Nc2ccc(cc2)N3CCC(CC3)C 

UZI/2545653 5.94% 

 

CCCOc1cccc(c1)c2nn3c(=O)c4ccccc4nc3s2 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2546550 
(compound 11) 

46.23% 

 

CCC(=O)N1CCN(CC1)c2ccc(cc2)NC(=O)c3cc4ccccc4o3 

UZI/2546979 14.88% 

 

CC(C)c1ccc(cc1)NC(=O)/C(=C/c2ccco2)/C#N 

UZI/2547448 3.91% 

 

Cc1ccc(cc1)CNC(=O)C(=O)N/N=C/c2ccc(cc2)C 

UZI/2548132 8.86% 

 

c1cc(ccc1C2CCCCC2)OCC(=O)Nc3ccc4c(c3)OCCO4 

UZI/2550216 -1.92% 

 

Cc1cccc(c1)C(=O)N2CCN(CC2)S(=O)(=O)c3ccc(cc3)OC 

UZI/2550523 8.34% 

 

c1ccc2cc(c(cc2c1)C(=O)NNC(=O)Nc3ccc(cc3F)F)O 

UZI/2550643 23.07% 

 

Cc1cc(ccc1/C=N\NC(=O)c2ccccc2O)N3CCCC3 

UZI/2550830 5.95% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3cc(c(c(c3)Cl)OC)Cl 

UZI/2551770 -2.59% 

 

COc1cccc(c1)NC(=O)N2CCC(CC2)Cc3ccccc3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2552474 10.41% 

 

Cc1cccc(c1C)Oc2ccc(cc2)N3C(=O)c4ccccc4C3=O 

UZI/2553156 -0.83% 

 

CC(C)(C)c1ccc(c(c1)/C=N/NC(=O)c2ccccc2F)O 

UZI/2555867 17.18% 

 

CCC(=O)N1CCN(CC1)c2ccc(cc2)NC(=O)COc3ccccc3Cl 

UZI/2556185 -7.36% 

 

Cc1cc2c(cc1NC(=O)CC(C)C)nn(n2)c3ccc(c(c3)Cl)OC 

UZI/2556369 -3.37% 

 

Cc1ccc(cc1NC(=O)C(=O)N/N=C(\C)/CCc2ccccc2)Cl 

UZI/2558659 17.38% 

 

CCN1CCN(CC1)c2ccc(cc2)NC(=O)c3ccco3 

UZI/2558769 40.70% 

 

CCC(=O)N1CCN(CC1)c2ccc(cc2)NC(=O)c3cc(ccc3OC)Cl 

UZI/2559504 14.00% 

 

CC(C)c1ccc2c(c1)nc(o2)c3ccc(c(c3)N)Cl 

UZI/2560201 
(compound 5) 

71.71% 

 

c1cc(ccc1CN2CCCC2)NC(=O)Nc3ccc(cc3)Br 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2561080 -0.17% 

 

CC(C)c1ccc2c(c1)nc(o2)c3ccc(cc3O)N 

UZI/2561209 4.98% 

 

CC(C)Oc1ccc(cc1)/C=N/NC(=O)c2ccc(cc2F)C#N 

UZI/2561783 4.74% 

 

Cc1cc(ccc1/C=N/NC(=O)c2ccc(cc2F)C#N)N3CCCCC3 

UZI/2563086 8.32% 

 

c1cc(ccc1CN2CCCC2)NC(=O)Nc3ccc4c(c3)OCCO4 

UZI/2563811 8.20% 

 

Cc1ccc(c(c1)C)NC(=O)NNC(=O)c2cc3ccccc3cc2O 

UZI/2565313 18.76% 

 

CCCC(=O)N1CCN(CC1)c2ccc(cc2)NC(=O)COc3ccccc3Cl 

UZI/2565392 -0.79% 

 

CC1CCc2cc(sc2C1)C(=O)NNC(=O)Nc3cc(cc(c3)Cl)Cl 

UZI/2566036 2.48% 

 

c1cc(c(cc1NC(=O)c2cc(cnc2)Br)Cl)N3CCCCC3 

UZI/2566747 2.30% 

 

Cc1c(cccc1Cl)NC(=O)/C(=C/c2ccc(cc2)N3CCCC3)/C#N 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2566772 12.48% 

 

c1cc(ccc1NC(=O)c2ccc3c(c2)OCCO3)N4CCCC4 

UZI/2567586 5.62% 

 

CCc1ccc(cc1)NC(=O)NNC(=O)c2cc3ccccc3cc2O 

UZI/2568201 11.31% 

 

c1cc(c(nc1)N/N=C/c2ccc(cc2)N3CCCC3)[N+](=O)[O-] 

UZI/2568338 -6.91% 

 

c1ccc2c(c1)c(c(s2)C(=O)Nc3ccc(cc3)N4CCCC4)Cl 

UZI/2568603 4.71% 

 

Cc1ccc(cc1Cl)C(=O)NC(=S)Nc2ccc(cc2)N3CCC(CC3)C 

UZI/2568731 0.83% 

 

Cc1ccc(o1)/C=C(\C#N)/C(=O)Nc2ccc(cc2)C(C)C 

UZI/2568824 8.51% 

 

Cn1c(c(cn1)[N+](=O)[O-])C(=O)Nc2ccc(cc2)C3CCCCC3 

UZI/2569273 0.04% 

 

C/C(=N\NC(=O)c1ccc(cc1)OC2CCCC2)/c3ccccn3 

UZI/2569752 
(compound 8) 

38.94% 

 

CN(C)c1ccc(cc1)NC(=O)c2cc3ccccc3o2 



20 

20 

compound id TNIK %inh @10uM Structure SMILES 

UZI/2570264 15.09% 

 

CCN1CCN(CC1)c2ccc(cc2)NC(=O)COc3cccc(c3C)C 

UZI/2571989 1.72% 

 

CCCN1CCN(CC1)CC(=O)Nc2ccc(c(c2)Cl)Cl 

UZI/2572190 Insloluble 

 

Cc1ccc(cc1)N2C(=O)c3ccc(cc3C2=O)c4nc5ccccc5c(=O)o4 

UZI/2572618 0.87% 

 

c1cc(ccc1C(=O)N2CCCCC2)NC(=O)Nc3ccc(cc3F)Cl 

UZI/2574376 3.14% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=S)NC(=O)c3ccc(cc3Cl)Cl 

UZI/2574872 7.51% 

 

Cc1ccccc1C(=O)NC(=S)Nc2ccc(cc2)N3CCCCC3 

UZI/2575199 -2.03% 

 

CCc1ccc(cc1)NC(=O)NNC(=O)c2ccccn2 

UZI/2575338 32.98% 

 

CCN(CC)c1ccc(cc1)NC(=O)c2cc3ccccc3o2 

UZI/2575343 Insloluble 

 

c1ccc2c(c1)C(=O)N(C2=O)/N=C/c3ccc(cc3)N4CCCCC4 



21 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2575714 6.83% 

 

CCCCc1ccc(cc1)C(=O)Nc2ccc(cc2)C(=O)C 

UZI/2578044 16.54% 

 

Cc1cc(ccc1N2CCCC2)/C=C(\C#N)/C(=O)Nc3ccccc3Cl 

UZI/2578202 17.00% 

 

Cc1cc(ccc1OCC(=O)Nc2ccc(cc2)N3CCN(CC3)C)Cl 

UZI/2578485 -1.45% 

 

Cc1cc(c(n1C2CCCCC2)C)/C=C(\C#N)/C(=O)Nc3ccccc3 

UZI/2579700 16.34% 

 

c1cc(ccc1CN2CCCC2)NC(=O)Nc3ccc(cc3)F 

UZI/2579944 21.10% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=S)NC(=O)c3ccco3 

UZI/2580173 12.44% 

 

CCN(CC)c1ccc(cc1)n2nc3cc(c(cc3n2)N)C 

UZI/2580275 

(compound 3) 

 
93.92% 

 

CN1CCN(CC1)c2ccc(cc2)NC(=O)c3ccc(o3)c4cc(ccc4Cl)Cl 

UZI/2580638 10.96% 

 

Cc1ccc(cc1N)c2nc3cc(ccc3o2)C(C)C 



22 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/2581036 -1.93% 

 

Cc1ccc(cc1C)C(=O)Nc2cc3c(cc2Cl)nn(n3)c4ccccc4 

UZI/2581589 2.58% 

 

Cc1ccc(cc1)c2cc(n3c(n2)cc(n3)C(=O)Nc4cccc(c4)O)C(F)(F)
F 

UZI/2582579 -0.88% 

 

CN1CCC(CC1)NC(=O)Nc2ccc3c(c2)OCCO3 

UZI/2584396 0.28% 

 

CCCn1cc(cn1)/C=C/C(=O)c2cc3ccccc3oc2=O 

UZI/6025695 
(compound 6) 

 
43.36% 

 

Cc1ccc(cc1C)NC=C2C(=O)c3ccccc3C2=O 

UZI/6056181 0.42% 

 

Cn1cc(c(n1)C(=O)Nc2ccc(cc2)C3CCCCC3)Br 

UZI/6153990 19.34% 

 

Cc1ccccc1C(=O)Nc2ccc3c(c2)nc(o3)c4ccccc4F 

UZI/6164848 8.15% 

 

Cc1c(c(=O)n([nH]1)c2nc3ccccc3s2)/C=N/C4CCCCC4 

UZI/6197266 10.00% 

 

CC(C)c1ccc(cc1)/C=N/NC(=O)c2c[nH]c3c2cccc3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/6203690 6.16% 

 

CN(C)c1ccc(cc1)/C=N/NC(=O)CNC(=O)c2ccccc2 

UZI/6204889 13.01% 

 

CCCCOc1ccc(cc1)/C=C(\C#N)/c2[nH]c3ccccc3n2 

UZI/6206948 26.39% 

 

Cc1ccc(cc1)/C=N/NC(=O)c2c[nH]c3c2cccc3 

UZI/6209989 5.04% 

 

CC(C)(C)c1ccc(cc1)C(=O)Nc2cc3ccccc3oc2=O 

UZI/6214990 8.60% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2cccc3c2cccc3 

UZI/6216614 2.43% 

 

c1ccc(cc1)/C=C/C(=O)NNC(=O)c2ccncc2 

UZI/6218333 0.81% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc(cc2)NC(=O)C 

UZI/6218596 4.50% 

 

c1ccc(cc1)c2ccc(cc2)C(=O)NNC(=O)c3cccc(c3)Br 

UZI/6223911 34.45% 

 

CCc1ccc(cc1)/C(=N/NC(=O)c2ccc(o2)Br)/C 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/6226083 12.68% 

 

Cc1cccc(c1)NC(=O)c2cc3ccccc3oc2=O 

UZI/6226155 2.57% 

 

CCc1ccc(cc1)NC(=O)c2cc3ccccc3oc2=O 

UZI/6226514 3.45% 

 

CC(C)c1ccc(cc1)NC(=O)c2cc3ccccc3oc2=O 

UZI/6226652 -1.48% 

 

Cc1cc(cc(c1)NC(=O)c2cc3ccccc3oc2=O)C 

UZI/6226893 4.39% 

 

CCOc1ccc(cc1)NC(=O)c2cc3ccccc3oc2=O 

UZI/6227112 10.11% 

 

CCCOc1ccc(cc1)/C=N/NC(=O)c2ccccc2O 

UZI/7100926 Insloluble 

 

CCOc1ccc(cc1)c2cc(n3c(n2)cc(n3)C(=O)Nc4cccc(c4Cl)Cl)C 

UZI/7108088 Insloluble 

 

Cc1cc(nc2n1nc(c2)C(=O)Nc3ccc(cc3Cl)Cl)c4ccc(cc4)F 

UZI/7110713 23.05% 

 

Cc1cc(nc2n1nc(c2)C(=O)Nc3ccccc3C(F)(F)F)c4ccc(cc4)F 



25 

25 

compound id TNIK %inh @10uM Structure SMILES 

UZI/7114312 19.68% 

 

CCCCOc1ccc(cc1)C(=O)N/N=C/2\c3ccccc3NC2=O 

UZI/7118753 19.80% 

 

CN(C)c1ccc(cc1)/C=N/NC(=O)c2c[nH]c3c2cccc3 

UZI/7122890 -0.81% 

 

Cc1ccc(cc1C)NC(=O)c2cc3ccccc3oc2=O 

UZI/8011675 5.16% 

 

c1ccc(cc1)c2nc3cc(ccc3o2)NC(=O)C45CC6CC(C4)CC(C6)C

5 

UZI/8014638 2.48% 

 

c1ccc(cc1)c2cc(n3c(n2)c(c(n3)C(=O)Nc4ccccc4Br)Cl)C(F)(F
)F 

UZI/8014651 2.33% 

 

c1ccc(cc1)c2cc(n3c(n2)c(c(n3)C(=O)Nc4ccc(cc4)C#N)Cl)C(
F)(F)F 

UZI/8020996 21.11% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)n2c3ccccc3nn2 

UZI/8023944 2.98% 

 

c1ccc2c(c1)c(c[nH]2)C(=O)NNC(=O)NC3CCCCC3 

UZI/8028425 12.06% 

 

CCOc1ccc(cc1)c2cc(n3c(n2)cc(n3)C(=O)Nc4cccc(c4)O)C 



26 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/8028627 6.61% 

 

Cc1cc2c(nc(nc2cc1C)N/C(=N/C(=O)c3ccccc3)/N)C 

UZI/8029978 7.31% 

 

Cc1cc(nc2n1nc(c2)C(=O)Nc3cccc4c3cccc4)c5ccccc5 

UZI/8030598 

(compound 2) 
79.07% 

 

CCC1CCc2c(sc(c2C(=O)N)NC(=O)Nc3ccccc3)C1 

UZI/8032086 26.46% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc3c(c2)OCO3 

UZI/8032364 13.38% 

 

Cc1cc(nc2n1nc(c2)C(=O)Nc3cc(ccc3OC)Cl)c4ccccc4 

UZI/8035528 Insloluble 

 

CC(C)c1ccc(cc1)/C=C/C(=O)n2cnc3c2cccc3 

UZI/8038598 5.93% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc(cc2)OC 

UZI/8039739 6.69% 

 

CC(C)(C)c1ccc(cc1)C(=O)NNC(=O)Nc2cccc(c2)Cl 

UZI/8049059 5.40% 

 

CC(C)c1ccc(cc1)NC(=O)/C=C/c2ccco2 



27 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/8050244 22.63% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc(cc2F)F 

UZI/8060364 4.74% 

 

c1ccc(cc1)c2ccc(cc2)c3csc(n3)NC(=O)c4ccco4 

UZI/8071747 8.34% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2cc(=O)n(c(=O)n2C)C 

UZI/8073496 13.34% 

 

C/C(=N\NC(=O)c1ccc(cc1)c2ccccc2)/c3ccccc3O 

UZI/8073884 
(compound 4) 

62.76% 

 

CC(C)(C)c1ccc(cc1)/C=C/C(=O)Nc2ccccc2C(=O)N 

UZI/8076954 7.60% 

 

Cc1ccc(c(c1)C)OCC(=O)Nc2ccc3c4ccccc4oc3c2 

UZI/8081983 10.37% 

 

CC(C)(C)c1ccc(cc1)/C=N/NC(=O)c2ccccc2F 

UZI/8086011 7.13% 

 

CC\1=NN(C(=O)/C1=C/NC2CCCC2)c3nc4ccccc4s3 

UZI/8096910 -1.92% 

 

CC(C)c1ccc(cc1)C(=O)NNC(=O)Nc2ccccc2 



28 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/8098340 3.60% 

 

c1cc(c(cc1C(=O)NNC(=O)NC2CCCCC2)Cl)Cl 

UZI/8099568 9.63% 

 

CCCc1c(c(=O)n([nH]1)c2ccc(cc2)[N+](=O)[O-
])/C=N/N3CCN(CC3)C 

UZI/8101596 

(compound 10) 
41.58% 

 

c1ccc2cc(c(cc2c1)C(=O)NNC(=O)NC3CCCCC3)O 

UZI/8103399 2.66% 

 

CCC(C)c1ccc2c(c1)nc(o2)c3ccc(cc3)N 

UZI/8111961 11.21% 

 

c1ccc(cc1)COc2ccc(cc2)NC(=O)c3ccccc3F 

UZI/8112964 0.34% 

 

c1ccc(cc1)COc2ccc(cc2)NC(=O)c3cc(ccc3Cl)Cl 

UZI/8120803 1.85% 

 

CN1CCN(CC1)/N=C/c2ccc(o2)c3ccc(cc3)[N+](=O)[O-] 

UZI/8139491 19.24% 

 

CCCOC(=O)c1ccc(cc1)NC(=O)/C=C/c2ccco2 

UZI/8139746 4.16% 

 

Cc1ccc(cc1)n2c(c(c(n2)C)/C=N/NC(=O)c3ccco3)Cl 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/8143066 16.16% 

 

CCOC(=O)c1ccc(cc1)NC(=O)c2ccc(cc2)C(C)(C)C 

UZI/8151937 2.12% 

 

CCCCc1ccc(cc1)NC(=O)c2ccc3c(c2)OCO3 

UZI/8152987 3.02% 

 

c1ccc(cc1)c2ccc(cc2)C(=O)NNC(=O)c3cccc(c3)Cl 

UZI/8155335 7.44% 

 

c1ccc(cc1)Oc2ccc(cc2)NC(=O)/C=C/c3ccco3 

UZI/8158158 2.98% 

 

COc1ccc(cc1)c2cc(n3c(n2)cc(n3)C(=O)Nc4cccnc4Cl)C(F)(F)
F 

UZI/8158674 37.40% 

 

CC(C)(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc(cc2)C(=O)OC 

UZI/8161752 23.88% 

 

CC(C)(C)c1ccc(cc1)C(=O)Nc2[nH]c3ccccc3n2 

UZI/8165655 18.79% 

 

C/C(=C\c1ccccc1)/C=N/NC(=O)c2c[nH]c3c2cccc3 

UZI/8167157 -1.26% 

 

CCN(CC)c1ccc(c(c1)O)/C=N/NC(=O)c2ccccn2 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/8169121 12.05% 

 

Cc1c(=O)[nH]c(nn1)N/N=C/c2ccc(o2)c3ccccc3Cl 

UZI/8174960 14.75% 

 

CCc1ccc(cc1)NC(=O)c2ccc(cc2)NC(=O)C 

UZI/8186798 19.75% 

 

CCOc1ccc2c(c1)sc(n2)NC(=O)c3cnccn3 

UZI/8190082 6.78% 

 

CC(C)(C)c1ccc(cc1)C(=O)NNC(=O)Nc2ccc(cc2)Cl 

UZI/9036137 6.55% 

 

c1ccc(c(c1)OCc2cccc(c2)C(=O)NC3CCCCCC3)Br 

UZI/9063922 7.05% 

 

Cc1ccc(cc1)C(=NNC(=O)C(=O)Nc2ccccc2Cl)C 

UZI/9064705 9.04% 

 

Cc1ccc2c(c1)c(c3c(cc(nc3n2)C)C)N 

UZI/9067962 13.83% 

 

Cc1ccc2c(c1)sc(c2Cl)c3nnc(o3)c4ccc(cc4)C(C)C 

UZI/9068088 14.88% 

 

c1ccc(cc1)c2ccc(cc2)c3nnc(o3)c4ccc5c(c4)OCO5 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/9074325 28.24% 

 

CCN(CC)c1ccc(cc1)NC(=O)/C=C/c2c(cccc2Cl)F 

UZI/9082245 2.11% 

 

CC(C)c1ccc(cc1)NC(=O)c2ccc3c(c2)OCO3 

UZI/9099427 Insloluble 

 

Cc1ccc(cc1)c2cc(n3c(n2)c(c(n3)C(=O)Nc4ccccc4OC)Cl)C(F)

(F)F 

UZI/9099561 5.72% 

 

c1cc(cc(c1)O)NC(=O)c2c(c3nc(cc(n3n2)C(F)(F)F)c4ccc(cc4)

Cl)Cl 

UZI/9104158 31.45% 

 

c1ccc(cc1)Oc2ccc(cc2)NC(=O)c3cc4ccccc4oc3=O 

UZI/9124156 2.83% 

 

CCN(CC)c1ccc2cc(c(=O)oc2c1)C(=O)Nc3cccc(c3)F 

UZI/9128364 12.31% 

 

c1cc2c(cc1NC(=O)c3c(c4ccc(cc4s3)Cl)Cl)CCC2 

UZI/9132963 0.39% 

 

CC(C)Oc1cccc(c1)/C=N/NC(=O)c2ccc(cc2Cl)Cl 

UZI/9136112 -0.70% 

 

c1ccc(cc1)NC(=O)NNC(=O)c2c(c3c(s2)cccc3Cl)Cl 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/9137151 7.82% 

 

Cc1ccc(cc1)NC(=O)NNC(=O)c2ccc(cc2)Br 

UZI/9145490 10.05% 

 

CCc1ccc2c(c1)sc(c2Cl)C(=O)N/N=C/c3ccccc3O 

UZI/9145982 Insloluble 

 

CC(C)OC(=O)c1ccc(cc1)NC(=O)c2cc3cccc(c3oc2=O)OC 

UZI/9151353 31.68% 

 

Cc1c(n(c2c1cc(cc2)C(=O)Nc3cccnc3Cl)C)C 

UZI/9153220 15.89% 

 

COc1c(c([nH]n1)C(=O)Nc2cccc(c2)Nc3ccccc3)[N+](=O)[O-
] 

UZI/9159384 12.19% 

 

CCn1c2ccccc2c3c1ccc(c3)/C=N/NC(=O)c4c(c(nn4C)C)Br 

UZI/9164944 Insloluble 

 

COc1cccc2c1oc(=O)c(c2)C(=O)Nc3ccc4c(c3)CCC4 

UZI/9173700 33.63% 

 

CCc1cccc(c1)NC(=O)c2c(c3ccccc3s2)Cl 

UZI/9274199 3.83% 

 

c1cc(ccc1Nc2cc(=O)[nH]c(=O)[nH]2)N3CCCCC3 
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compound id TNIK %inh @10uM Structure SMILES 

UZI/9290668 -2.89% 

 

CCCCOc1ccc(cc1)NC(=S)Nc2ccc(cc2)C 

UZI/9325258 3.54% 

 

Cc1cccc(c1O)/C=N/c2ccc3c(c2)nc(o3)c4ccc5ccccc5c4 

UZI/9332906 Insloluble 

 

CN(C)c1ccc(cc1)NC(=O)c2cc3ccccc3oc2=O 

UZI/9363660 6.17% 

 

CCCCCCCCNC(=O)c1cc2ccccc2oc1=O 

UZI/9369295 
(compound 1) 

70.33% 

 

c1ccc(cc1)/C=C/c2nnc(s2)NC(=O)c3ccco3 

UZI/9408745 -0.40% 

 

CC(=O)Nc1ccc(cc1)NC(=O)CCC2CCCCC2 

UZI/9440125 7.12% 

 

c1ccc2c(c1)ccc(c2O)C(=O)NNC(=O)NC3CCCCC3 

UZI/9543942 32.99% 

 

CC(C)c1ccc(cc1)/C=C/C(=O)Nc2ccc(c(c2)Cl)Cl 

UZI/9678190 -5.13% 

 

CCN(CC)c1ccc(cc1)/C=C(\C#N)/C(=O)Nc2cc(ccc2Cl)Cl 

 


