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

compound id TNIK %inh @10uM Structure SMILES

UZ1/1005092 0.11% \F@N\(
QO

CC(C)(C)clccec(cel)/C=C/C(=0O)n2cnc3c2cecce3

7-Q0

UZ1/1015152 5.78% CN(C)clcce(cecl)/C=N/Nc2nc3ccecc302
ne—,
UZ1/1016693 1.26% _</,:)<>_ %@L{‘ft CCOC(=0)clc(nc2cec(nn2c1C)C(=0)Nc3cec(cc3F)F)C

UZ1/1033185 6.39% 1 )L©\O clece(c(c1)C(=0)0CC(=0)c2cce(cc2) C3CCCCCI)CI

UZ1/1033663 1.83% 1 Jk©\0 clece(c(c1)C(=0)0CC(=0)c2cce(cc2) C3CCCCC3)Br

UZI/1051905 3.37% <”:©/ T O c1cc2¢(ccINC(=0)NC3CCCCCC3)0C02
3\ .1/':"’ i
UZ1/1063661 -4.75% @ ‘%}\m Cclc(c(=0)n(n1C)c2ccecc2)NC(=0)c3ccdcccccdoc3=N

UZ1/1067321 -1.55% ; w clec2c(celClce(c(=N)02)C(=0)NC3CCCCCC3



compound id

UZ1/1084602

UZ1/1168338

UZ1/1194896

UZ1/1221061

UZ1/1236757

UZ1/1240783

UZ1/1252647

UZ1/1265360

UZ1/1267836

TNIK %inh @10uM Structure

s ¢ ]@/W\Q H

3.20% k @IOf

-0.01% [j

3.65% o)\NH

-4.89% )Y

2.27% Tl

11.33% %\
HQ/

Insloluble o @

SMILES

CC1CCC(CCL)NC(=0)Nc2cce3e(c2)0CO3

CCN(CC)clcec2ec(c(=N)oc2c1)C(=0)Nc3ec(ce(c3)CI)CI

cleee(cel)S(=0)(=0)N2CCN(CC2)C(=0)C3CCCCC3

CCCCclcee(ccl)NC(=0)Nc2ccon2

CC(C(=0)Nclcc2c(cc10C)c3ceccec302)Oc4cecse(c4)CCCh

clcec2ce(cl)ec(c(=0)02)C(=0)Nc3cce(cc3)C(=0)N4CCCCC
4

Cnlc2cccec2c3clcec(c3)/C=N/NC(=O)cdccceccaF

CCclcce(ccl)NC(=0)/C(=Clc2ceec[nH]2)/C#N

CCCclcce(ccl)C(=0)Nc2c3ce(cs2)cdccecc4oc3=0



compound id TNIK %inh @10uM Structure SMILES

UZ1/1268750 -2.47% /\© Jm CCclcce(ccl)NC(=0)c2cc3cececc3oc2=N
UZI1/1275030 10.50% >_©_>_@©j CC(C)clece(cc1)NC(=0)c2ce3nceen3n2
UZ1/1275631 11.30% <:©,N\P)©>' clenc2cc(nn2c1)C(=0)Nc3cecdce(c3)CCC4
UZ1/1275632 4.88% j @ H@@ CCN(CC)clecee(ccl)NC(=0)c2ce3ncecen3n2
UZI/1275922 8.45%

CCC(C)cleec(cc1)NC(=0)c2ce3nceen3n2

UZI/1297325 7.44% Cclcec(cel)c2ec(n[nH]2)C(=0)Nn3c(=0)cdccecedne3s

UZI1/1326017 ‘ iy
(compound 12) 32.37% ji Cclcee(cclC)N/C=C/C(=0)c2cce(cc2)OC

UZ1/1398978 13.18% Cclccee(c(c1)C)OCn2cce(n2)C(=0)Ne3cc(cce3F)F
(;
Jo
-
UZ1/1410710 13.06% e Cclcece(c(c1)C)OCn2ccc(n2)C(=0)Ne3ccecc3Cl
—a
o
©



compound id

UZI/1415176

UZ1/1415275
(compound 7)

UZI/1420489

UZ1/1431773

UZ1/1485214

UZ1/1506299

UZ1/1529300

UZI/1633074

UZ1/1633824

TNIK %inh @10uM

-2.75%

40.14%

-2.13%

-0.43%

15.77%

26.49%

8.35%

6.87%

-1.87%
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Cclcce(cel)c2ec(no2)C(=0)Nc3cec(cn3)Cl

Cclcec(cel)c2ceec(no2)C(=0)Nc3cence3

clcec(cel)n2e3c(cn2)c4nc(nndcn3)CNSCCNB6CCCCECS

clcee(cel)n2c3c(cn2)cdnc(nnden3)csec([nH]n5)C6CC6

clcec2c(cl)c(c(s2)C(=0)Nc3cee(cc3)CN4CCCCC4)Cl

Cnlcc(cnl)/C=C/C(=0)c2ccc(cc2)N3CCCCC3

clecc(ce(c1)F)C(=0)Nc2cee(cc2)CN3CCCCC3

CCCCCOclccee(cl)/C=N/NC(=0)c2ccco2

CC(=0)Nclccc(cc1)NC(=0)c2nc3nccen3n2



compound id

UZI/1634735

UZ1/1636339

UZI1/1637862

UZ1/1655856

UZzZ1/1656727

UZ1/1676483

UZ1/1679506

UZ1/1692830

UZ1/1693559

TNIK %inh @10uM

0.56%

-6.17%

6.10%

2.60%

17.20%

-0.34%

11.17%

7.61%

2.87%

Structure
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joaaae
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SMILES

clce(ce(c)CINC(=0)NNC(=0)C2C3C2CCCC3

CCOclcec(ccl)NC(=O)NNC(=0)c2ceenc2

Cclceee(c1C)NC(=0O)NNC(=0)c2cc3ccecc3cc20

clcec2c(cl)ececc20c3ccce(ce3)N4C(=0)c5eecec5C4=0

CC(C)(C)clcce(cel)/C=N/NC(=0)c2cc3cc(ccc302)Br

clec(cecl/C=N/NC(=0)CC#N)N2CCCCC2

CN(C1CCCCC1)C(=0)c2ccc(cc2)N3C(=0)cacceccc4C3=0

CCN(CC)S(=0)(=0)cLece(cel)NC(=0)c2cec(ce2)C(C)(C)C

Cclce(c(nlc2cee(cc2)C(C)(C)C)C)/C=C(\C#N)/C(=0O)Nc3cc
cce3



compound id

UZ1/1699093

UZ1/1699503

UZI/1700726

UZ1/1705887

UZ1/1725252

UZzZ1/1728115

UZ1/1844541

UZ1/1844692

UZ1/1857022
(compound 9)

TNIK %inh @10uM

13.02%

16.82%

-0.61%

-3.75%

33.82%

5.10%

13.52%

Insloluble

45.06%

Structure
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cleee(c(c1)NC(=0)/C(=Cl/c2cec(cc2)N3CCCC3)/C#N)CI

CC(C)COC(=0)cleec(ccl)N2C(=0)c3ceecce3C2=0

Cclce([nH]n1)C(=O)NNC(=0)COc2ccc(cc2)C(C)(C)C

Cclce(c(nlc2cce(cc2)C(C)(C)C)C)/C=C(\C#N)/C(=O)Nc3cc
c(cc3)0C

CCCC(=0)Nclcec(ccl)C(=0)Nc2ceee(cn2)Cl

clcec2e(cl)c(=0)n(c(=0)[NH]2)NC(=0)c3cce(cc3)OC4CCC
c4

CCC(C)(C)C1CCc2c(sc3c2c(=0)nc-4n3Cc5edcccc5)Cl

CC(C)(C)C1CCc2c(sc3c2c(=0O)nc-4n3Cche4ccecs)Cl

CN1CCN(CC1)c2ccc(cc2)NC(=0)c3ccec(c3)Cl



compound id

UZ1/1884305 22.02%
UZ1/1891848 8.57%
UZ1/1902891 Insloluble
UZ1/1910150 19.71%
UZz1/1914142 10.07%
UZ1/1915190 6.36%
UZ1/1916989 4.86%
UZ1/1917028 3.82%
UZ1/1917516 -2.74%
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CN1CCN(CC1)c2cce(cc2)NC(=0)c3cece(ce3)F

CN1CCN(CC1)c2cee(cc2)NC(=0)c3cc(ce(c3)0C)0C

CN1CCN(CC1)c2ccee(cc2)NC(=0)c3ceece(ce3)Br

CN1CCN(CC1)c2cce(cc2)NC(=0)c3cccac(c3)0OCCO4

CCC(=0)Nclcee(ccl)C(=0)NNC(=0)c2ccec(cc2)Cl

CC1CCN(CC1)S(=0)(=0)c2cce(cc2)/N=N/c3cc(ccc30)Cl

CC(C)clcee(cecl)OCC(=0)Nc2ceec(cc2)N(C)C(=0)C

Cclccece(celBr)C(=0)Nc2cce(cc2)Ne3ceeee3

clcee(c(c1)C(=0)NNC(=0)CNC(=0)C2CCCCC2)Br



compound id

UZI1/1917640

UZ1/1919089

UZ1/1920329

UZ1/1921665

UZ1/1922293

UZ1/1925844

UZz1/1927302

UZ1/1932249

UZ1/1939452

TNIK %inh @10uM

-7.88%

4.57%

1.96%

7.23%

-3.75%

0.64%

15.55%

-3.55%
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CCCCC(=0O)Nclcce(ccl)C(=O)NNC(=0)c2ccco2

CC(C)(C)clcce(ccl)OCC(=0)NNC(=0)c2cceec2

CC(C)cleee(ccl)OCC(=0)Nc2cee(ce(c2)ChCl

Cclcec(cell)C(=0)Nc2ccee(cec2)Ne3eceee3

CC(C)C(=0)Nclcce(ccl)C(=0)NNC(=0)c2ccco2

clcec(ccl)Cn2ccec(n2)NC(=0)c3ccacceccdoc3=0

Cnlc(cc(nl)C(=0)N2CCOCC2)C(=0)NC3CCCCCC3

Cclcce(cel)OCc2ccee(cc2)C(=0)Nc3ceecee3

clcec2c(cl)/C(=N/NC(=0)c3ccc(cc3)NC(=0)C4ACC4)/C(=0)
N2



compound id

UZ1/1940261

UZ1/1940344

UZI1/1942297

UZ1/1943097

UZ1/1943342

UZ1/1943351

UZ1/1943589

UZ1/1945033

UZ1/1945161

TNIK %inh @10uM

21.96%

3.19%

7.11%

2.62%

5.61%

6.38%

11.87%

12.06%

8.78%

Structure
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CCC(=0O)Nclcce(ccl)C(=0)N/N=C\2/c3ccccc3NC2=0

CCCC(=0O)Nclcee(ccl)C(=0)NNC(=0)c2ccco2

clcec2cec(cec2cl)/C=N/N3C(=0)c4cceececdC3=0

CCN(CC)cleec(ccl)NC(=0)Nc2ccee(cc2)Cl

CCnlc2ccccc2c3cleec(c3)/C=N/N4C(=0)c5cccec5C4=0

clccc(ccl)Ne2ceec(ce2)/N=C\3/cdccccc4ANC3=0

CCN(CC)clcee(c(cl)0)/C=N/N2C(=0)c3ccecec3C2=0

CCN(CC)clece(ccl)/C=N/N2C(=0)c3cceccc3C2=0

C/C(=N\NC(=0)clcc2ccccc2ccl10)/C=Cl/c3cccec3



10

compound id TNIK %inh @10uM Structure SMILES

UZ1/1945214 19.86% O i clcec(cel)c2ceec(cc2)C(=0)NNC(=0)c3ccecce3d

clcec2cec(cec2c1)OCC(=0)NCCC3=CCCCC3

UZ1/1945679 7.90% .,

UZ1/1946503 17.68% o CC(=0O)N(C)clcce(ccl)NC(=0)Nc2ccee(c2)Cl
A
Q.
>
A
)
UZ1/1946691 18.80% ) Q clece(ccl)Ne2cee(cc2)NC(=0)c3cec(03)Br
5
UZ1/1998247 10.47% F-.d< Cclc(cnnlC)c2cc(on2)C(=0)NC3CCC(CCI)C(C)(C)C
e O
QT
Th
UZI1/2177679 2.32% CN1CCN(CC1)c2ccc(cc2)C#N
I
UZ1/2182763 7.89% Q CC(C)COclcec(ccl)NC(=0)c2ccecc2F
m,
UZ1/2182986 13.71% _‘;m clcee(c(cl)c2ec(on2)C(=0)Ne3cnn(c3)C45CC6CC(C4)CC(C
’ N 6)C5)F
o
he
UZ1/2183460 -0.13% "E{\J\r_ clee(cccIN2CC(CC2=0)C(=0)NC3CCCCCC3)CI
7N
./

10
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compound id

UZ1/2183699

UZ1/2186492

UZ1/2192588

UZ1/2294970

UZ1/2295490

UZ1/2310974

UZ1/2311066

UZI/2311105

UZ1/2312909

TNIK %inh @10uM

1.95%

16.34%

8.68%

1.71%

-1.99%

0.04%

20.09%

4.65%

15.25%

Structure
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CCOcleee(ccl)N2CC(CC2=0)C(=0)NC3CCCCCC3

clcec(ccl)N2CCN(CC2)C(=0)c3cc(no3)cdcceccdF

CCCCclcee(c(cl)C)OCC(=0)Nc2ceee(c2)C

Cnlcc(c(n1)C(=0)Nc2ccee(c(c2)CI)N3CCN(CC3)C)C(=0)0

Cnlc(c(cn1)C(=0)0)C(=0)Nc2cce(c(c2)CI)N3CCN(CC3)C

CCCOclcec(ccl)NC(=0)c2c(c3cceec3s2)Cl

clcee(c(c1)C(=0)Nc2cee(cc2)OCC3CCCO3)F

CC(=C)COclccec(cl)NC(=0)COc2ccec(cc2)Cl

CC(C)COclccec(cl)NC(=0)c2ccec(c2)F
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compound id

UZ1/2313439

UZ1/2316860

UZI/2319475

UZ1/2319527

UZ1/2319593

UZ1/2319761

UZ1/2518498

UZ1/2524022

UZ1/2524615

TNIK %inh @10uM

5.93%

0.73%

11.27%

4.20%

-3.34%

8.29%

2.34%

0.05%

9.75%
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clee(c(c(cl)F)C(=0O)Nc2cee(cc2)OCC3CCCO3)F

CCclcce(cc1)N2CC(CC2=0)C(=0O)Nc3cceccc3CHN

Cclncenlc2cec(cc2)NC(=0)c3ncdnceendn3

Cclcen(nl)c2cce(cc2)NC(=0)c3ncdnceendn3

CCclccc(cc1)NC(=0)c2nc3nceen3n2

CC(C)OC(=0O)clcce(ccl)NC(=0)c2ne3nccen3n2

CN(C1CCCCC1)C(=0)CNC(=0)c2ccc(cc2)Cl

clcec(ccl)N2CCN(CC2)C(=0)c3cc(on3)cdccec(cd)Cl

CC(C)(C)C1CCc2c(c(no2)C(=0)Nc3cec(cec3)0C)Cl
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compound id TNIK %inh @10uM Structure SMILES

UZI/2524735 2.52% clec2c(cele3ec(no3)C(=0)NC4CCCCC4A)0CO2
UZ1/2524976 1.22% 2 clec(cecle2cee(no2)C(=0)NC3CCCCC3)0
O
5
UZ1/2525335 3.45% I’ CCclcce(ccl)NC(=0)c2cc(on2)c3cec(ce3)O
IQ\%_
B
@
UZ1/2525453 4.33% ' f\ CCclcce(ccl)NC(=0)c2cc(on2)c3cceec(c3)Cl
M
QL
UZ1/2525660 5.29% {5 clece(cc1)N2CCN(CC2)C(=0)c3cc(on3)cacce(cc4)Cl
UZ1/2526193 1.73% COclcee(ccl)c2cec(no2)C(=0)NC3CCCCC3
"
UZ1/2526197 1.69% % COclcccee(cl)c2ec(no2)C(=0)Nc3cc(cec3Cl)Cl
UZ1/2526645 -2.37% " j\ CCclcee(ccl)NC(=0)c2cc(on2)c3cccce30
Y
UZzZ1/2528822 -3.98% Cclee(c(c(=0)01)C(=0)/C=C/c2cce(cc2)N3CCOCC3)0

13
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compound id

UZ1/2528950

UZ1/2529140

UZ1/2532738

UZ1/2534255

UZ1/2535162

UZ1/2536716

UZz1/2537307

UZI/2537450

UZ1/2537705

TNIK %inh @10uM

0.98%

5.48%

10.31%

-1.09%

5.08%

29.59%

-3.21%

5.31%

3.74%
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CC1CCN(CC1)c2cce(cc2)C(=0)0

CC1CCN(CC1)c2cce(cc2)[N+](=0)[0-]

CC1CCN(CC1)c2cce(cc2)NC(=0)c3cec(03)Br

Cclccee(c1C)Oc2ccc(cc2)NC(=0)/C=Cl/c3ccco3

CCclcce(cc1)NC(=0)Nc2cce(cc2)N(C)C(=0)C

clcec2ce(cl)ce(c(s2)C(=0)Nc3cee(ce3)C(=0)NACCOCC4)Cl

COclcce(cclC(=0)NC(=S)Nc2cee(cc2)N3CCCCC3)Cl

CN1CCN(CC1)c2cce(c3c2non3)NC(=0)Nc4cceccdF

clcec(ccl)N2C(=0)CC(=N2)Nc3cec(ce3)C4CCCCc4a
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compound id

UZ1/2538129

UZ1/2538993

UZ1/2539462

UZ1/2541833

UZ1/2543746

UZ1/2543950

UZ1/2544752

UZ1/2545001

UZ1/2545653

TNIK %inh @10uM Structure

5.48% H@“’F”',_OC

Insloluble

6.73% ©\W J
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8.28% YT 0L

5.94% Q—@d@
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Cclcee(cclC)NC(=0O)NNC(=0)c2cc3ccecc3cc20

CCN(CC)clcec-2¢(c1)Oc3cdc2e(c(ncdc(c(n3)N)C#N)N)CHN

Cclccee(cel)/C(=N/NC(=0)c2cc3ccecc3oc2=0)/C

CC(C)(C)C(=0O)Nclceec2e(cl)ne(o2)c3ccecac3ceccaCl

CC(C)clcec2e(cl)nc(o2)c3ccec(c3)N

Cclec(cccINC(=0)c2cceccc2Cl)e3nc4c(o3)ceend

Cclcee(cclC)OCC(=0)Nc2cec3ceceec3c2

Cclcee(c(cl)Cl)C(=0O)NC(=S)Nc2cee(cc2)N3CCC(CC3)C

CCCOclccee(cl)c2nn3c(=0)caccecccdnc3s2
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compound id

UZ1/2546550
(compound 11)

UZ1/2546979

UZI/2547448

UZ1/2548132

UZ1/2550216

UZ1/2550523

UZ1/2550643

UZ1/2550830

UZ1/2551770

TNIK %inh @10uM Structure
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23.07% gg/
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-2.59% HN’©
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SMILES

CCC(=0O)N1CCN(CC1)c2cce(cc2)NC(=0)c3ccdccecc403

CC(C)clcee(ccl)NC(=0)/C(=Clc2ccco2)/CHN

Cclcee(ccl)CNC(=0)C(=0)N/N=C/c2ccc(cc2)C

clce(cecc1C2CCCCC2)OCC(=0)Ne3cceedce(c3)0CCo4

Cclceee(cl)C(=0)N2CCN(CC2)S(=0)(=0)c3cec(cc3)0C

clccc2cee(c(cc2¢1)C(=0)NNC(=0)Nc3cec(cc3F)F)O

Cclce(cecl/C=N\NC(=0)c2cceccc20)N3CCCC3

CN1CCN(CC1)c2ccc(cc2)NC(=0)c3cec(c(c(c3)Cl)OC)Cl

COclccec(cl)NC(=0)N2CCC(CC2)Cc3ccece3
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compound id

UZI/2552474

UZ1/2553156

UZ1/2555867

UZ1/2556185

UZ1/2556369

UZ1/2558659

UZ1/2558769

UZ1/2559504

UZ1/2560201
(compound 5)

TNIK %inh @10uM

10.41%

-0.83%

17.18%

-7.36%

-3.37%

17.38%

40.70%

14.00%

71.71%
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Cclccee(c1C)Oc2ccec(cc2)N3C(=0)cdcccecdC3=0

CC(C)(C)clece(c(c1)/C=N/NC(=0)c2ccccc2F)O

CCC(=0O)N1CCN(CC1)c2cce(cc2)NC(=0)COc3cccee3Cl

Cclec2c(ccINC(=0)CC(C)C)nn(n2)c3cec(c(c3)Cl)OC

Cclcee(ccINC(=0)C(=0O)N/N=C(\C)/CCc2ccccc2)Cl

CCN1CCN(CC1)c2ccc(cc2)NC(=0)c3ccco3

CCC(=0)N1CCN(CC1)c2cce(cc2)NC(=0)c3cec(ccc30C)Cl

CC(C)clcce2e(c1)nc(o2)c3cece(c(c3)N)CI

clec(ccc1ICN2CCCC2)NC(=0O)Ne3cece(ce3)Br
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compound id

UZ1/2561080

UZ1/2561209

UZ1/2561783

UZ1/2563086

UZ1/2563811

UZ1/2565313

UZ1/2565392

UZ1/2566036

UZ1/2566747

TNIK %inh @10uM

-0.17%

4.98%

4.74%

8.32%

8.20%

18.76%

-0.79%

2.48%

2.30%

Structure

18

SMILES

CC(C)clcec2ce(ci)nc(o2)c3cce(cc30)N

CC(C)Oclcce(cel)/C=N/NC(=0)c2ccc(cc2F)C#N

Cclcc(cccl/C=N/NC(=0)c2cce(cc2F)C#N)N3CCCCC3

clcc(cccICN2CCCC2)NC(=0)Nc3cecdc(c3)OCCO4

Cclcee(c(cl)C)NC(=0)NNC(=0)c2cc3ccecc3cc20

CCCC(=0O)N1CCN(CC1)c2cce(cc2)NC(=0)COc3ccecc3Cl

CC1CCc2cc(sc2C1)C(=0O)NNC(=0)Nc3ce(cc(c3)CI)Cl

clce(c(ccINC(=0)c2cc(cnc2)Br)CI)N3CCCCC3

Cclc(cccclCI)NC(=0)/C(=Clc2cec(cc2)N3CCCC3)/C#N
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SMILES

compound id

<7
UZI/2566772 12.48% @ )@]

TNIK %inh @10uM Structure

clec(cccINC(=0)c2cec3c(c2)OCCO3)N4CCCC4a

CCclcee(ccl)NC(=O)NNC(=0)c2cc3cecce3cc20

5.62%

(©T

UZ1/2567586

o
) clec(c(ncl)N/N=C/c2ccc(cc2)N3CCCC3)[N+](=0)[O-]

4

)
i/

UZ1/2568201 11.31%

N\

C

-6.91% 3 O clccc2ce(cl)ce(c(s2)C(=0)Nc3cec(cc3)NACCCC4)Cl
o010

UZ1/2568338

UZ1/2568603 4.71% R B u: Cclece(cclCl)C(=0)NC(=S)Nc2cce(cc2)N3CCC(CC3)C
QL
W 6
A H
UZ1/2568731 0.83% e Cclcec(01)/C=C(\C#N)/C(=0)Nc2cce(cc2)C(C)C
g
UZ1/2568824 8.51% /CL) Cnlc(c(cn1)[N+](=0)[O-])C(=0O)Nc2cce(cc2)C3CCCCC3
7
@

C/C(=N\NC(=0)clcce(ccl)OC2CCCC2)/c3ceecen3

UZ1/2569273 0.04% 4\@

O -
) @ >\_<\/€® CN(C)clcee(ccl)NC(=0)c2cc3ccccec302

UZ1/2569752 0
(compound 8) 38.94%

19
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compound id

UZI/2570264

UZ1/2571989

UZI/2572190

UZ1/2572618

UZ1/2574376

UZ1/2574872

UZ1/2575199

UZI/2575338

UZ1/2575343

TNIK %inh @10uM

15.09%

1.72%

Insloluble

0.87%

3.14%

7.51%

-2.03%

32.98%

Insloluble

Structure
O
T IO
.
()
o
TT00

C@m

20

SMILES

CCN1CCN(CC1)c2cec(cc2)NC(=0)COc3cecc(c3C)C

CCCN1CCN(CC1)CC(=0)Nc2eee(c(c2)ChCl

Cclcee(ccl)N2C(=0)c3ccc(cc3C2=0)canc5eccecs5e(=0)od

clec(cecc1C(=0)N2CCCCC2)NC(=0O)Nc3cec(cc3F)Cl

CN1CCN(CC1)c2cee(cc2)NC(=S)NC(=0)c3ccc(cc3CI)Cl

CclcceeclC(=0)NC(=S)Nc2cec(cc2)N3CCCCC3

CCclccc(ccl)NC(=O)NNC(=0)c2cccen2

CCN(CC)clece(ccl)NC(=0)c2cc3cecec3o2

clcec2e(c1)C(=0)N(C2=0)/N=C/c3ccc(cc3)N4CCCCC4a
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compound id

UZI/2575714

UZz1/2578044

UZ1/2578202

UZ1/2578485

UZ1/2579700

UZ1/2579944

UZ1/2580173

UZ1/2580275

(compound 3)

UZ1/2580638

TNIK %inh @10uM

6.83%

16.54%

17.00%

-1.45%

16.34%

21.10%

12.44%

93.92%

10.96%

Structure

21

SMILES

CCCCclcce(ccl)C(=0)Nc2cec(cec2)C(=0)C

Cclce(cccIN2CCCC2)/C=C(\C#N)/C(=0)Nc3cceec3Cl

Cclee(ccclOCC(=0)Nc2cec(cc2)N3CCN(CC3)C)Cl

Cclce(c(n1C2CCCCC2)C)/C=C(\C#N)/C(=0O)Nc3cceee3

clec(ccc1ICN2CCCC2)NC(=0O)Nce3cec(ce3)F

CN1CCN(CC1)c2ccc(cc2)NC(=S)NC(=0)c3ccco3

CCN(CC)clcec(cel)n2ne3ec(c(cc3n2)N)C

CN1CCN(CC1)c2ccc(cc2)NC(=0)c3ccc(o3)cdcc(cccaCl)Cl

Cclcec(cclN)e2nce3cc(cec302)C(C)C
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compound id

UZ1/2581036

UZ1/2581589

UZ1/2582579

UZ1/2584396

UZ1/6025695

(compound 6)

UZ1/6056181

UZ1/6153990

UZ1/6164848

UZ1/6197266

TNIK %inh @10uM

-1.93%

2.58%

-0.88%

0.28%

43.36%

0.42%

19.34%

8.15%

10.00%

Structure

@ O;h
i (\2 )

Y o

Hy

P

i

22

SMILES

Cclcee(cclC)C(=0)Nc2ce3ce(cc2Cl)nn(n3)cdcceecd

Cclcec(cel)c2ec(n3c(n2)cc(n3)C(=0)Nc4cecce(c4)O)C(F)(F)
F

CN1CCC(CC1NC(=0)Nc2cce3c(c2)0CCO3

CCCnlcc(cnl1)/C=C/C(=0)c2cc3ccccc30c2=0

Cclcec(cclC)NC=C2C(=0)c3ccecc3C2=0

Cnlcc(c(nl)C(=0)Nc2cce(cc2)C3CCCCC3)Br

CclcececlC(=0)Nc2cec3c(c2)nc(o3)cdcceccaF

Cclc(c(=0)n([nH]1)c2nc3cecec3s2)/C=N/C4CCCCC4

CC(C)cleee(cecl)/C=N/NC(=0)c2c[nH]c3c2cccee3
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compound id

UZ1/6203690

UZ1/6204889

UZ1/6206948

UZ1/6209989

UZ1/6214990

UZ1/6216614

UZ1/6218333

UZ1/6218596

UZ1/6223911

TNIK %inh @10uM

6.16%

13.01%

26.39%

5.04%

8.60%

2.43%

0.81%

4.50%

34.45%

Structure

Y
N

N

23

SMILES

CN(C)clcee(cecl)/C=N/NC(=0)CNC(=0)c2cceec2

CCCCOclcce(cel)/C=C(\C#N)/c2[nH]c3ccecee3n2

Cclcece(cel)/C=N/NC(=0)c2c[nH]c3c2ccec3

CC(C)(C)clecee(cel)C(=0)Nce2cec3cececc3oc2=0

CC(C)clcec(cel)/C=C/C(=0)Nc2ccec3c2cceec3

clcee(cecl)/C=C/C(=O)NNC(=0)c2cencc2

CC(C)clcece(ccl)/C=C/C(=0)Nc2cce(cc2)NC(=0)C

clcec(cel)c2cec(cc2)C(=0)NNC(=0)c3ccece(c3)Br

CCclcce(ccl)/C(=N/NC(=0)c2ccc(02)Br)/C
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compound id

UZ1/6226083

UZ1/6226155

UZ1/6226514

UZ1/6226652

UZ1/6226893

Uz1/6227112

UZ1/7100926

UZ1/7108088

Uz1/7110713

TNIK %inh @10uM

12.68%

2.571%

3.45%

-1.48%

4.39%

10.11%

Insloluble

Insloluble

23.05%

Structure

-O-

—

24

SMILES

Cclccec(cl)NC(=0)c2cc3cecccc3oc2=0

CCclccc(ccl)NC(=0)c2cc3cececc3oc2=0

CC(C)clcee(ccl)NC(=0)c2cc3ceccc3oc2=0

Cclec(cec(c1)NC(=0)c2cc3ccccc3oc2=0)C

CCOclcec(ccl)NC(=0)c2cc3ccecc3oc2=0

CCCOclcce(ccl)/C=N/NC(=0)c2ccccc20

CCOclcec(cel)c2cec(n3c(n2)cc(n3)C(=0)Ncdceec(c4Cl)Cl)C

Cclce(nc2nlne(c2)C(=0)Nc3ccc(cc3Cl)Cl)cdcee(ccd)F

Cclcc(ne2nlne(c2)C(=0)Nc3ccecc3C(F)(F)F)cdcee(ccd)F
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compound id

UZI/7114312

UZzl1/7118753

UZI/7122890

UZ1/8011675

UZ1/8014638

UZ1/8014651

UZ1/8020996

UZ1/8023944

UZ1/8028425

TNIK %inh @10uM

19.68%

19.80%

-0.81%

5.16%

2.48%

2.33%

21.11%

2.98%

12.06%

Structure

Yy
-0 HQOP

HNO b T
I r

25

SMILES

CCCCOclcce(ccl)C(=0)N/N=C/2\c3ccccc3NC2=0

CN(C)cleece(cel)/C=N/NC(=0)c2c[nH]c3c2ccec3

Cclcec(cclC)NC(=0)c2cc3cececc3oc2=0

clece(ccl)e2ne3cec(ccec302)NC(=0)C45CC6CC(C4)CC(C6)C
5

clecce(ccl)c2ec(n3c(n2)c(c(n3)C(=0)NcdcceccdBr)ClC(F)(F
)F

clcec(cel)c2ee(n3c(n2)c(c(n3)C(=0)Ncdcec(cc4)C#HN)CIC(
F)(F)F

CC(C)clcee(cel)/C=C/C(=0)n2c3cccee3nn2

clcee2e(c1)e(c[nH]2)C(=0)NNC(=0)NC3CCCCC3

CCOclccec(cel)c2ee(n3c(n2)cc(n3)C(=0)Ncdccec(c4)0)C
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compound id

UZ1/8028627

UZz1/8029978

UZ1/8030598
(compound 2)

UZ1/8032086

UZ1/8032364

UZ1/8035528

UZ1/8038598

UZ1/8039739

UZ1/8049059

TNIK %inh @10uM

6.61%

7.31%

79.07%

26.46%

13.38%

Insloluble

5.93%

6.69%

5.40%

Structure

@fmu@

)
-

Z
S
By L (‘E/

SO
O3 6

26

SMILES

Cclcc2c(ne(nc2cclC)N/C(=N/C(=0)c3ccecc3)/N)C

Cclce(nc2nlnc(c2)C(=0)Nc3ccccdc3cecceed)c5eceee

CCC1CCc2c(sc(c2C(=0O)N)NC(=0O)Nc3cccec3)Cl

CC(C)cleee(cel)/C=C/C(=0)Nc2ccc3c(c2)OCO3

Cclce(nc2nlne(c2)C(=0)Nc3cc(ccc30C)Cl)cdcccecd

CC(C)clcee(cel)/C=C/C(=0)n2cnc3c2cece3

CC(C)clcece(cel)/C=C/C(=0)Nc2cce(cc2)OC

CC(C)(C)cleee(cecl)C(=0O)NNC(=0)Nc2cceee(c2)Cl

CC(C)clcee(ccl)NC(=0)/C=C/c2ccco2
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compound id TNIK %inh @10uM

UZ1/8050244 22.63%
UZ1/8060364 4.74%
UZI/8071747 8.34%
UZ1/8073496 13.34%
(compound 4 c2.76%
7.60%

UZ1/8076954

UZ1/8081983 10.37%
UZ1/8086011 7.13%
-1.92%

UZ1/8096910

SMILES

Structure

: CC(C)clcee(cel)/C=C/C(=0O)Nc2cce(cc2F)F
@)
@
iL’ clcec(cel)c2cece(ce2)c3csc(n3)NC(=0)cdcccod
4@; 7
f CC(C)cleee(cel)/C=C/C(=0)Nc2cc(=0)n(c(=0)n2C)C
é{ C/C(=N\NC(=0)clcce(ccl)c2ccccec?)/c3cceccc30
Q
r CC(C)(C)clccce(cel)/C=CIC(=0)Nc2ccecc2C(=0)N
e
= f& Cclcee(c(c1)C)OCC(=0)Nc2ccc3cdcceccdoc3c2
-{Q{m
L?
2 CC(C)(C)clcce(cel)/C=N/NC(=0)c2ccccc2F

O/'"\/L{ {O]@ CC\1=NN(C(=0)/C1=C/NC2CCCC2)c3nc4cccecds3

CC(C)clcee(ccl)C(=0)NNC(=0O)Nc2ccecc2

Noaas.

Hy

27
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compound id

TNIK %inh @10uM Structure SMILES
UZ1/8098340 3.60% ©\N s /O clee(c(cc1C(=0)NNC(=0)NC2CCCCC2)Cl)Cl
I N
UZ1/8099568 9.63% @O CCCC10(0(=}§2£]£E/'?\}%§CNC(0&032))(EN+] (=0)[0-
UZI1/8101596 . Y\O _ _
(compound 10) 41.58% ©© ] clccc2cec(c(cec2c1)C(=0)NNC(=0)NC3CCCCC3)0
UZ1/8103399 2.66% . @Cm CCC(C)clcec2ce(cl)ne(o2)c3cce(ce3)N
@
UZ1/8111961 11.21% [@ clcec(ccl)COc2cec(cc2)NC(=0)c3cccec3F

by

Q
Q.
P

UZ1/8112964 0.34% Q] clcec(cecl)COc2cec(cc2)NC(=0)c3cc(cce3CIHCI
O
O
UZ1/8120803 1.85% ;i:, CN1CCN(CC1)/N=C/c2ccc(02)c3ccc(cc3)[N+](=0)[O-
'@
/.\_w
UZ1/8139491 19.24% h - %v@ CCCOC(=0)clcee(ccl)NC(=0)/C=C/c2ccco2
i@
&
UZ1/8139746 4.16% /Q\ Cclccce(cel)n2¢(c(c(n2)C)/C=N/NC(=0)c3ccco3)CI

28
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compound id

UZ1/8143066

UZz1/8151937

UZ1/8152987

UZ1/8155335

UZ1/8158158

UZ1/8158674

UZ1/8161752

UZ1/8165655

UZ1/8167157

TNIK %inh @10uM

16.16%

2.12%

3.02%

7.44%

2.98%

37.40%

23.88%

18.79%

-1.26%

Structure

@

®

/
\

29

SMILES

CCOC(=0)clcec(ccl)NC(=0)c2ccc(cc2)C(C)(C)C

CCCCclcec(ccl)NC(=0)c2cce3c(c2)0OC0o3

clcec(cel)c2eec(cc2)C(=0)NNC(=0)c3ccee(c3)Cl

clcee(ccl)Oc2cec(cc2)NC(=0)/C=C/c3ccco3

COclccc(cel)c2ec(n3c(n2)cc(n3)C(=0)NcdccencaCl)C(F)(F)
F

CC(C)(C)cleee(cel)/C=CI/C(=0O)Nc2cce(cc2)C(=0)0C

CC(C)(C)clcce(ccl)C(=0)Nc2[nH]c3cccee3n2

C/C(=C\clcceecl)/C=N/NC(=0)c2c[nH]c3c2ccee3

CCN(CC)clecee(c(c1)0)/C=N/NC(=0)c2cceen2
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compound id

UZ1/8169121

UZ1/8174960

UZ1/8186798

UZ1/8190082

UZ1/9036137

UZ1/9063922

UZ1/9064705

UZ1/9067962

UZ1/9068088

TNIK %inh @10uM

12.05%

14.75%

19.75%

6.78%

6.55%

7.05%

9.04%

13.83%

14.88%

Structure

cHy

SMILES

Cclc(=0)[nH]c(nn1)N/N=C/c2ccc(02)c3ccecc3Cl

CCclcec(ccl)NC(=0)c2ccc(cc2)NC(=0)C

CCOclcec2ce(cl)sc(n2)NC(=0)c3ceneen3

CC(C)(C)cleee(ccl)C(=0O)NNC(=0)Nc2cee(cc2)Cl

clcee(c(c1)OCc2ccec(c2)C(=0)NC3CCCCCC3)Br

Cclcce(ccl)C(=NNC(=0)C(=0)Nc2ccecc2CIl)C

Cclcec2ce(cl)c(c3c(ce(nc3n2)C)C)N

Cclccc2ce(cl)sc(c2Cl)c3nnc(o3)cdcce(ccd)C(C)C

clcec(cel)c2ceec(cc2)c3nnc(o3)cdcee5e(cd)OCO5
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compound id

UZ1/9074325

UZz1/9082245

UZ1/9099427

UZ1/9099561

UZ1/9104158

UZ1/9124156

UZ1/9128364

UZ1/9132963

UZ1/9136112

TNIK %inh @10uM

28.24%

2.11%

Insloluble

5.72%

31.45%

2.83%

12.31%

0.39%

-0.70%

Structure

31

SMILES

CCN(CC)clece(ccl)NC(=0)/C=C/c2c(cccc2Cl)F

CC(C)clcec(ccl)NC(=0)c2cce3c(c2)0C0o3

Cclcce(cel)c2ec(n3c(n2)c(c(n3)C(=0)NcdceecccdOC)CIC(F)
(FF

clec(ce(c1)O)NC(=0)c2c(c3nc(cec(n3n2)C(F)(F)F)cdcec(ccd)
CIyCl

clcee(cecl)Oc2cec(cc2)NC(=0)c3ccdcececcdoc3=0

CCN(CC)clecc2ec(c(=0)oc2cl)C(=0)Nc3cecc(c3)F

clcc2c(ccINC(=0)c3c(c4cec(ccas3)Cl)Cl)CCC2

CC(C)Oclccee(cl)/C=N/NC(=0)c2ccc(cc2CI)Cl

clcec(cc1)NC(=0O)NNC(=0)c2¢(c3c(s2)ccec3Cl)Cl
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compound id

UZ1/9137151

UZ1/9145490

UZ1/9145982

UZ1/9151353

UZ1/9153220

UZ1/9159384

UZ1/9164944

UZ1/9173700

UZ1/9274199

TNIK %inh @10uM

7.82%

10.05%

Insloluble

31.68%

15.89%

12.19%

Insloluble

33.63%

3.83%

Structure

ot

32

SMILES

Cclcce(ccl)NC(=0O)NNC(=0)c2ccce(cc2)Br

CCclccc2c(c1)sc(c2Cl)C(=0)N/N=C/c3cccec30

CC(C)OC(=0)clcce(ccl)NC(=0)c2cc3ccec(c30c2=0)0C

Ccle(n(c2clcc(cc2)C(=0)Nc3cecenc3Cl)C)C

COclc(c([nH]n1)C(=0O)Nc2ccee(c2)Ne3ceceee3)[N+](=0)[O-
1

CCnlc2cccec2e3clecec(c3)/C=N/NC(=0)c4c(c(nn4C)C)Br

COclccec2cloc(=0)c(c2)C(=0)Nc3cecdc(c3)CCCa

CCclccee(cl)NC(=0)c2c(c3cecec3s2)Cl

clec(ccclNc2ce(=0)[nH]c(=0)[nH]2)N3CCCCC3
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compound id

UZ1/9290668

UZ1/9325258

UZ1/9332906

UZ1/9363660

UZ1/9369295
(compound 1)

UZ1/9408745

UZ1/9440125

UZ1/9543942

UZ1/9678190

TNIK %inh @10uM

-2.89%

3.54%

Insloluble

6.17%

70.33%

-0.40%

7.12%

32.99%

-5.13%

e e
TN N
N

Structure

>

)

-
H

33

SMILES

CCCCOclcce(ccl)NC(=S)Nc2cec(cec2)C

Cclceee(c10)/C=N/c2cce3c(c2)nc(o3)cdcecsecceched

CN(C)clcee(ccl)NC(=0)c2cc3cceccc3oc2=0

CCCCCCCCNC(=0)clcc2ceccc2oc1=0

clcce(ccl)/C=Clc2nnc(s2)NC(=0)c3ccco3

CC(=0)Ncleee(cel)NC(=0)CCC2CCCCC2

clccc2c(cl)cec(c20)C(=0)NNC(=0)NC3CCCCC3

CC(C)clcee(cel)/C=C/C(=0)Nc2cec(c(c2)CI)Cl

CCN(CC)clecee(ccl)/C=C(\C#N)/C(=0)Nc2cc(ccc2CICI



