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Table S1. The structures of CLK4 inhibitors utilized in modelling.
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* These compounds were used as testing compounds in ML-QSAR modelling.



Table S2. Training subsets employed in exploring the pharmacophoric space of CLK4 inhibitors.

Subset Most active * Moderately active Least active P No. of compounds A;;?Z;g
1 2,10, 14,15 4,12,27, 32,37, 44 21, 24,53, 55 14 2.5
2 10 27, 32,48, 44 21, 53,55 8 2.5
3 60, 63, 66:7;1, 73,74, 85 3,5;: ;;: 2411: gg, 17 25
4 31%;?’6‘;?’72,7’8;2’825’ - 4,52,53, 54, 55 16 25
5 ég: 2411: 222 22: 23: 23: 43,52 3, 1573; 2515’ 24, 23 25

70, 75, 81 ’
6 11,12,13,20 1,18,33 3 ‘;’2{;’3?15’4?‘;’530’ 17 2.0
7 5,6,7,8,9 1,2,12, ;g: ;2, 16, 22, 18, 2515,’5527,,5;5; 54, 2 25
S 5662606567, 68 : 317,21, 24, 2 20
70, 75, 81 >

@ b Potency categories 1020,



Table S3. Training sets and HYPOGEN run parameters employed for exploring CLK4 inhibitors pharmacophoric

space.
Number _ sett _compounds Selected Features? Features:__ Spacing’
1 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 1 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 14 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300
1 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 2 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 8 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300
1 17 HBA (1-4), Hbic (1-3), RingArom (1-3) 4-5 100
2 17 HBA (1-4), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 17 HBA (1-4), Hbic (1-3), RingArom (1-3) 4-5 300
4 17 HBA (1-4), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 3 17 HBA (1-4), Hbic (1-3), RingArom (1-3) 5-5 100
6 17 HBA (1-4), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 17 HBA (1-4), Hbic (1-3), RingArom (1-3) 5-5 300
8 17 HBA (1-4), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300
1 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 4 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 16 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300

*Training subsets as in Table S2.°HBA: Hydrogen Bond Acceptor, HBD: Hydrogen Bond Donor, RingArom: Ring Aromatic, Hbic:
Hydrophobic. EV: maximum number of allowed exclusion spheres. Numbers in brackets refer to the allowed ranges of corresponding
features in each pharmacophore modeling run.‘Min-Max refers to the allowed range of pharmacophoric features in each
model.9Spacing refers to the maximum interfeature distance in picometers. Other parameters were set to their default values



Table S3. Training sets and HYPOGEN run parameters employed for exploring CLK4 inhibitors
pharmacophoric space.

Run

Training Number of

Min-Max

Number set? compounds Selected Features® Features® Spacing*
1 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 > 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 23 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300
1 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 6 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 17 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300
1 22 HBA (0-5), HBD (0-5), Hbic (0-5) 4-5 100
2 22 HBA (0-5), HBD (0-5), Hbic (0-5), 10 EV 4-5 100
3 22 HBA (0-5), HBD (0-5), Hbic (0-5) 4-5 300
4 22 HBA (0-5), HBD (0-5), Hbic (0-5), 10 EV 4-5 300
5 7 22 HBA (0-5), HBD (0-5), Hbic (0-5) 5-5 100
6 22 HBA (0-5), HBD (0-5), Hbic (0-5), 10 EV 5-5 100
7 22 HBA (0-5), HBD (0-5), Hbic (0-5) 5-5 300
8 22 HBA (0-5), HBD (0-5), Hbic (0-5), 10 EV 5-5 300
1 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 100
2 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 100
3 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 4-5 300
4 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 4-5 300
5 8 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 100
6 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 100
7 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3) 5-5 300
8 22 HBA (1-4), HBD (0-1), Hbic (1-3), RingArom (1-3), 10 EV 5-5 300

aTraining subsets as in Table S2. PHBA: Hydrogen Bond Acceptor, HBD: Hydrogen Bond Donor, RingArom: Ring Aromatic, Hbic:
Hydrophobic. EV: maximum number of allowed exclusion spheres. Numbers in brackets refer to the allowed ranges of corresponding
features in each pharmacophore modeling run.°Min-Max refers to the allowed range of pharmacophoric features in each model.Spacing

refers to the maximum interfeature distance in picometers. Other parameters were set to their default values.



Table S4. The performance of the best representatives (cluster centres) of clustered pharmacophore
hypothesis generated for CLK4 inhibitors.

Training . Hypo Pharmacophoric Features in Total Costof  Residual d . Cat-
Subset "™ thesist Generated Hypothesis cost null hypothesis Costc ™" Fiota Scramble

2 9 HBA, Hbic, 2xRingArom, EV 68.5 73.7 52094 309  90%

4 5 HBA, Hbic, 2xRingArom, EV 67.3 73.7 6.4 092 435 90%

2 10 HBA, 2xHbic, RingArom 68.6 73.7 51 094 414  90%

5 10 HBA, 3xHbic, RingArom 68.1 73.7 56 089 20.0 90%

5 1 HBA, 3xHbic, RingArom 65.5 73.7 82 095 23 90%

1 7 1 HBA, 3xHbic, RingArom 65.1 73.7 8.6 091 0.58 80%

6 2 HBA, 3xHbic, RingArom 65.4 73.7 83 095 48 90%

3 2 HBA, 2xHbic, RingArom 66.0 73.7 7.7 095 1.88  90%

3 6 HBA, 2xHbic, RingArom 68.6 73.7 51 091 077  90%

4 7 HBA, 2xHbic, RingArom, 3xEV ~ 68.0 73.7 57 090 059  90%

1 8 HBA, HBD, Hbic, RingArom 67.8 73.7 59 095 148  90%

2 7 HBA, Hbic, 2xRingArom, 5XEV  52.8 53.5 0.7 097 898  90%

2 8 2xHBA, Hbic, RingArom, 2xEV 52.9 53.5 0.6 097 6.8 90%

7 8 HBA, 3xHbic, RingArom 49.5 53.5 4 095 59 90%

8 9 HBA, 3xHbic, RingArom 49.2 53.5 43 094 38 90%

8 5 HBA, 3xHbic, RingArom 49.0 53.5 45 097 22 90%

2 5 2 HBA, 3xHbic, RingArom 50.5 53.5 30 097 14 90%

5 3 HBA, 3xHbic, RingArom 50.8 53.5 27 096 0.09  90%

5 5 HBA, 3xHbic, RingArom 50.9 53.5 26 097 527  90%

1 5 2xHBA, Hbic, RingArom 52.6 53.5 09 098 32.1 90%

1 7 2xHBA, Hbic, RingArom 52.7 53.5 0.8 098 2.55 90%

3 7 HBA, Hbic, 2xRingArom 72.1 127.3 552 099 149  90%

3 10 HBA, Hbic, 2xRingArom 72.3 127.3 550 099 33 90%

4 4 HBA, Hbic, 2xRingArom, EV 71.9 127.3 554 099 9.8 90%

1 2 HBA, Hbic, 2xRingArom 73.9 127.3 534 099 20.1 90%

3 1 3 2xHBA, Hbic, RingArom 74.0 127.3 533 099 7.8  90%

1 7 2xHBA, Hbic, RingArom 74.5 127.3 528 098 13.0 90%

8 3 HBA, 3xHbic, RingArom, 2xEV ~ 69.8 127.3 575 098 10 90%

8 4 HBA, 3xHbic, RingArom 70 127.3 573 099 18.3 90%

6 7 2xHBA, Hbic, RingArom, 2xEV 74.4 127.3 529 098 7.89 90%




Table S4. The performance of the best representatives (cluster centres) of clustered pharmacophore
hypothesis generated for CLK4 inhibitors.

Training . Hypo Pharmacophoric Features in Total Costof  Residual Cat-

Subset " thesis Generated Hypothesis cost null hypothesis Cost* Ren Fioui Scramble
6 8 HBA, Hbic, 2xRingArom 74.4 127.3 529 099 15.15 90%

3 4 HBA, 2xHbic, RingArom 72.1 78.7 6.6 097 475  90%

3 6 2xHBA, Hbic, RingArom 73.6 78.7 51 091 143  90%

2 1 HBA, 2xHbic, RingArom 73.9 78.7 48 097 175  90%

2 2 HBA, 2xHbic, RingArom 74.7 78.7 40 095 129  90%

2 3 2xHBA, Hbic, RingArom 74.8 78.7 39 095 1629  90%

8 8 HBA, 3xHbic, RingArom 64.5 78.7 142 0.78 10.66  90%

4 5 10 HBA, 3xHbic, RingArom 72.8 78.7 59 091 515  90%
5 7 HBA, 3xHbic, RingArom 72.6 78.7 6.1 091 255  90%

5 1 HBA, 3xHbic, RingArom 71.8 78.7 69 093 154  90%

1 2 HBA, 2xHbic, RingArom 74.7 78.7 40 095 190  90%

1 10 2xHBA, Hbic, RingArom 75.4 78.7 33 0.93 12.0 90%

4 10 2xHBA, Hbic, RingArom 73.8 78.7 4.9 090 1.1 90%

1 6 HBA, Hbic, 2xRingArom 100.3 127.7 274 096 156  90%

2 7 HBA, Hbic, 2xRingArom 99.8 127.7 279 097 131 90%

20 8 HBA, 2xHbic, RingArom, 3x EV  99.8 127.7 27.9 097 234  90%

8 1 HBA, 3x Hbic, RingArom, EV 90.7 127.7 37.0 097 2.1 90%

8 2 HBA, 3x Hbic, RingArom, EV 93.1 127.7 346 095 1.7 90%

s 7 7 HBA, 3x Hbic, RingArom 100.9 127.7 268 0.86 0.76  90%
6 8 HBA, 3x Hbic, RingArom, 3x EV  98.3 127.7 294 094 292  90%

6 3 HBA, 3x Hbic, RingArom, 4x EV 974 127.7 303 095 148  90%

6 7 HBA, 3x Hbic, RingArom,EV 98.2 127.7 29.5 094 0.19  90%

4 2 2xHBA, Hbic, RingArom 92.9 127.7 348 097 57  90%

1 7 2xHBA, Hbic, RingArom 100.4 127.7 273 096 14 90%

1 1 2xHBA, Hbic, RingArom 99.8 127.7 27.9 097 285  90%

4 3 HBA, Hbic, 2xRingArom, 2x EV  75.6 80.8 52 096 138  90%

4 8 HBA Hbic, 2x RingArom 76.4 80.8 44 094 26  90%

1 1 HBA Hbic, 2x RingArom 77.6 80.8 32 094 006  80%

8 5 HBA Hbic, 2xRingArom, 2x EV  76.6 80.8 42 087 1.7  90%

6 4 10  2xHBA, 3x Hbic, RingArom, 4x EV  76.5 80.8 43 094 128  90%
3 1 2xHBA, Hbic, RingArom 75.7 80.8 51 095 1.1 90%

2 7 HBA, HBD, Hbic, RingArom, 4x EV 78.0 80.8 28 093 49  90%

1 9 HBA, HBD, Hbic, RingArom 78.8 80.8 20 091 001  90%

2 8 HBA, HBD, Hbic, RingArom, EV  78.0 80.8 28 093 15  90%




Table S4. The performance of the best representatives (cluster centres) of clustered pharmacophore
hypothesis generated for CLK4 inhibitors.

Training . Hypo Pharmacophoric Features in Total Costof  Residual R.d F. ¢ Cat-
Subset thesis® Generated Hypothesis cost null hypothesis Costc ™" "2 Scramble

2 3 HBA, HBD, Hbic, RingArom, EV  77.1 80.8 37 095 38 90%

4 6 2xHBA, 2xHbic 97.9 124.8 269 091 83 90%

4 5 2xHBA, 2xHbic 98.7 124.8 26.1 089 2.7 90%

4 8 2xHBA, 2xHbic, EV 99.2 124.8 256 089 178 90%

3 9 2xHBA, 3xHbic 100.1 124.8 247 0.88 9.2 90%

8 5 HBA, HBD, 3xHbic, 2XEV 92.6 124.8 322 090 6.6 90%

7 3 HBA, HBD, 3xHbic 91.8 124.8 330 092 14 90%

7 10 HBA, HBD, 3xHbic 95.7 124.8 29.1 087 048  90%

6 5 HBA, HBD, 3xHbic, 3XEV 97.9 124.8 269 092 6.1 90%

7 6 2 HBA, HBD, 3xHbic, 2XEV 96.3 124.8 285 093 3.1 90%
1 6 HBA, HBD, 3xHbic 99.9 124.8 249 091 13 90%

5 8 HBA, HBD, 3xHbic 98.3 124.8 265 091 096  90%

3 10 HBA, HBD, 2xHbic 100.5 124.8 243 087 0.07  90%

4 7 HBA, HBD, 2xHbic, 2XEV 99.1 124.8 257 089 0.56  90%

4 10 HBA, HBD, 2xHbic,EV 99.4 124.8 254 0.89 0.01 90%

2 2 2xHBA, HBD, Hbic, EV 97.3 124.8 275 094 225 90%

1 10 2xHBA, HBD, Hbic 100.6 124.8 242 089 1.0 90%

1 7 HBA, Hbic, 2xRingArom 93.6 117.7 26.1 098 156  90%

2 8 HBA, Hbic, 2x RingArom 93.6 117.7 24.1 098 149  90%

3 3 HBA, 2xHbic, RingArom 90.8 117.7 269 098 3.6 90%

2 4 HBA, 2xHbic, RingArom 93.3 117.7 244 098 3.6 90%

8 6 3 HBA, 3xHbic, RingArom 90.3 117.7 274 095 108  90%
6 9 HBA, 3xHbic, RingArom 94.1 117.7 236 090 4.5 90%

5 9 HBA, 3xHbic, RingArom 94.6 117.7 231 092 112 90%

3 1 2xHBA, Hbic, RingArom 90.5 117.7 272 098 54 90%

3f 8 HBA, HBD, Hbic, RingArom 91.3 117.7 26.4 0.97 1.0 90%

aCorrespond to runs in Table S3.
bBest models from their respective clusters, as judged based on F-statistic generated by correlating fit values of the whole list of
collected compounds with the corresponding bioactivities (table S1). Numbers correspond to rank of each hypothesis in each

particular CATALYST automatic pharmacophore generating run.

“The difference between the total cost and the cost of the corresponding null hypothesis.
The correlation coefficients between bioactivity estimates and bioactivities of corresponding training compounds in the particular

subset.

¢Fisher statistic calculated based on the linear regression between the fit values of collected inhibitors (1-91, table S1) against
pharmacophore hypothesis (employing the "best fit" option) and their respective CLK4 inhibitors bioactivities.

‘Bolded models represent the criteria of pharmacophores that emerged in the in the successful ML-QSAR models.



Table S5. The chemical structures of the ROC-testing set in SMILES format and their corresponding bioactivities.

ChEMBL ICs¢ or | Activity
code Smiles Ki Class
[HInSc(C([H])=C4c3c(c([HD)e([H])e(c2e([HDne([HNe(OC(HN([HDIC@](HDN(HDHDNC[HD([HDele([H)e([HDe([HDe([H])e
CHEMBL1980407 | 1[H])c2[H])c3[HDN(H])C4=0)c([H])c([H])cS[H] 0.3162 | Active
CHEMBLI1965660 | O=C(N([H])[H])c2¢([H])e(cInc(ne([H]e I [HDN(HD[HDn(HDe2e3e([HDe([HDe([CIe([H])e3[Cl] 0.631 | Active
CHEMBL1965660 | O=C(N([H])[H])c2¢([H])e(cInc(ne([H]e I [HDN(HD[HDn(HDe2e3e([HDe([HDe([CIe([H])e3[Cl] 0.631 | Active
CHEMBL2007574 | [Cl]c1nc(ne(c1[H])e3e([HDn([H])e2ne([HDe([H)e([H])e23)N([H][H] 0.631 | Active
[Cl]eInc(ne(c1[HDe3e([HDn([H])e2ne([H])e([HD)e([H))e23)N(HD[C@@]J4(HDCHD(HDCHN[HDIC@@I[HDHN(HD[H])C
CHEMBL1973720 | ((H)([H])C4([H]D[H] 1 | Active
CHEMBL1977138 | N#Cc4c([H])c([H])e3nc([H])n(c2nc(N((HD[C@]([H])(clc([H ])0([ De((HDe([HDel[FDC ([H])([H])[ ])C([ Dnc2[H])c3c4[H] 1 | Active
[Cl]eInc(ne(c1[H]De3e([HDn([H])e2ne([H])e([H)e([H))e23)N(HD[C@@J4(HDCHD(HDCHN[HDIC@@I[HDHN(HD[H])C
CHEMBL1973720 | ((H)([H])C4([H]D[H] 1 | Active
[HInlc([H)e(e2ele([HDe([H])e([HD)e2[HDC([H] [C@I(HDINHDHDCHD(H)OcSe([Hnc([H])e(c4c([H]e([H])e3e([H
CHEMBL1981133 | Dnc(TH])e([H])c3c4[He5[H] 1 | Active
N#Cc5c([H])e([H)e(C(=O)N([H])c4nn([H])c3c([H])e([H])e(c Innn(c I [HNC(HI([HDc2c((H)e([HDe([H)e([H])c2[H])e([H])c34)c
CHEMBL1990162 ([H])CS[H] 1.259 | Active
O=C(N([HD[C@4(HDCHD[HDC(HN([HDIC@I[HDN(HDeInc([Cl)e([H])e(n1)e3e([Hn([H])e2ne([H])e([H])c([H])c23)C
| ( ABL1996980 | ((HD(HDCA(HDHDCIHDIHPNIHDCIHD(HD[H] 1.259 | Active
CHEMBL1987448 | [HIn2c([H])e(c1e([H])e(ne([CI)e I [HDYN(THD[H])c3c2ne([H]e([H])e3[H] 1.585 | Active
CHEMBL1983575 | O=C(N([H])N=C([H])c1c([H])e([Br])c(O[H])c([Br])c1[H])] De2e([HDe([HDe([HDe([H]e2[H] 1.585 | Active
CHEMBL1967252 [H]nlnc(cS’clc([ ])c([ De(c2e([HDe([HDe([HDne2[H)e3[HDCHD(HD[H] 1.995 | Active
O=[S]=O)(N([HD[C@@]4(HDCHD(HDCHN([HDIC@I(HDN([HDcInc([ClDe([H])e(n1)e3e([Hn([H])e2ne([H])e([H])e([ .
CHEMBL1980562 H])c23)C([H])([H])C4([H])[H])C([H])([H])[H] 1.995 | Active
O=C(N([HD[C@4(HDCHD[HDC(HN([HDIC@I[HDN(HDeInc([Cl)e([H])e(n1)e3e([Hn([H])e2ne([H])e([H])e([H])c23)C .
CHEMBL1982271 (HDIHPCAHDHDCIHDIHPN(CIHDHDHEDCIHDHD[H] 1.995 | Active
0=C8c2c(clc7c(n5clcdc2e3c([H])e([H]e([H])e([H])e3nd[C@@]6([HNO[C@IS(C(HD)(HDHDIC@@I(HN(OC(HD(HDHD[ .
CHEMBL1980995 C@@](HPWN{HDCIHDIHDHEPC6(HPHDe((HDe((HDe([HDc7HNCTHD(HPNSE[H] 1.995 | Active
O=C(cle([HDe(OC((HN(HD[H])e([HD)e(OC(HDN(HD[HDc I [HDN([H])cSnn([H])edc([H]e([H])e(c2nnn(c2[H)C([H])([H]e3c([
CHEMBL2002613 | H)e(TH])e([HDe([HDe3[HDe([H])c4S5 2.512 | Active
[Cl]eInc(ne(c1[HDe3e([HDn([H])e2ne([H])e([HDe([H])e23)N(HD[C@@]J4(HDCHD(HDCHN[HDIC@@I[HDHN(C([HD([H
CHEMBL1969151 | DHDCIHDHDHDCIHDHDCA[HDH] 2.512 | Active




(H]nlc([HDe(c2ele([HDe((HDe((H)e2[HDCHN(HD[C@@]([HDN(HDHDC(HD([HDOc4e([HDne([HNe(C(HD=C([H])e3c(

CHEMBL1974935 [HDc([HDnc([HDc3[HDc4[H] 3.162 | Active
CHEMBL1990912 [HIOC(HN(HDCTHDHDN((H]elnc([H])e3c(c1[HD)e([H])e(c2e([H])e([HDe([H)nc2[H])c([H])c3[H] 3.162 | Active
[Hn3¢([H])e(cInc(ne([H]e ITHNN([HNC(c2e([HDe([HNe((HDe(HDe2[HIC(HD(HDHDC(H)(HD[HDe4c3ne([H])e([H])e4]

CHEMBL1999279 H] 3.162 | Active
O=[S]EO)N(HD[C@4[HDC(HD(HDCH([HDCHDHDIC@I(HDIN(HDelne([Cl)e([H])e(nl)e3e([H])n([H])e2ne([H])e
CHEMBL1987948 ([HDc([HDc23)CATHDHDCIHD(HD[H] 3.162 | Active
O=C(N([HD[H]e2e([HDe([H])e(e Inc(ne([H])e ITHYN(HD[H])e((HDZNIC([HI)((HDCHD(HDC(HDHDC(HI)(HDC3(HDI
CHEMBL1971951 H] 3.162 | Active
[HIC(HD([H]N([H])e Inc(c([s]1)e2nc(ne([H)e2[HNYN([HDe4e([HN)e([HNe(N3C(HDHDCHDHDN(HDCHD(HDC3(HDL
CHEMBL1999484 HDc([HDc4[HDCUHDIHDI[H] 3.162 | Active
CHEMBL1983157 _| [H]n3nc(N(H]D[H]c2e(N(HDCHDHDCCHDHNCCHDHDCAHDHDHDe(HDe(eLe(HDe(HDne((HDe [HDe((H]e23 3.162 | Active
N#Ce5ce([H]e([H])e([HDe(C(=ON([H])e4nn([H])e3c([H])e([H])e(c Innn(c ITHNC(HD([H])e2e([H])e((HDe([H)e((H]e2[H]e([H]

CHEMBL1977128 )c34)c5[H] 3.981 | Active
CHEMBL2005718 | O=[S](=O)N(HDC(HD(HDCHD(HDN(H]eIne([ClDe(H]e(e [HDe3e(HDn(HDe2ne(HDe(HDe((HDe23)CUHDIHDH] 3.981 | Active
CHEMBL1375640 [Cl]c3c(OC(HD)([H])elnc(c([s]1)c2ne(nc([HN)2[HPN(HDHNDCHN(HDIHDc([HDe([H])e([H])c3[H] 3.981 | Active
O=C(c1c(OC(HDN(HDHDe([HDe([HDe([H])e ITHDN([H])eSnn((H])c4c([HDe([H])e(c2nnn(c2[HNC(HD)([H])e3e([H])e([H]e([H]

CHEMBL1997643 )e([HDe3[HDc([H]c4S 3.981 | Active
CHEMBL225519 O=C2N([HNCHN(HNDCIHDHDe3n([H])c(cle([H)ec([Hne([H])c1[H])c([H])c23 3.981 | Active
CHEMBL1996339 [Hn2¢([H])c(cle([Hc(ne((CI)c I THDN(HDCIHN(HDCHD=C(H]D[H])c3c2nc([H])c([H])c3[H] 3.981 | Active
CHEMBL1982400 [Hn2nc(clc([HDc([HDe([HD)e([HDc1[H])eSc2e([H])e([H])e(c3nnn(c3[HDNC(H)([H]cdc([HDc([HDc([H]e([H])c4[H])c5[H] 3.981 | Active
[Hn4nc(N([H])eInc(ne2e[s]e([H])e2[HNN(HDC(HD(HDe3e(HDe((HDe(THDe([H])e3[H])e((HDeACS((HDC(HD([H)C5([H])

CHEMBL1997924 [H] 3.981 | Active
CHEMBL1682554 [Hnlnc([H])c4clc([H])e([H])c(c3nc2ne([H))c([HDc([HDn2e3IN(HDCHN(HNDCTHD(HDCTHD(HDC(HD(HD[H])c4[H] 3.981 | Active
CHEMBL1969473 [Hnlnc([H])cSclc([H])e([H])c(c2nnn(c2c3c([HDc([HDc([HDe([H])e3[HDCHD([Hcdc([HDc([HDc([H]e([H])c4[H])c5[H] 5.012 | Active
CHEMBL1988163 O=[S]=O)IN(H][H]c4c([HDc([HDec([HPDec(N([H])c3nc([H])c2e([H])e([HDn(clc([HDc([HD)c([H])e([H])c1[H])c2n3)c4[H] 5.012 | Active
O=C(N([H]e2e((HDe(HDeIn([Hne([HDele2[HD[C@@]([H](c3c((HDe([HDe([CIDe([CL)e3[HNC(HD(HDC(HI)(HDN(H])

CHEMBL1998121 [H] 5.012 | Active
[Hn3¢([H])e(cle([HDe(ne([CI)e I THDN(HNC(HD(HDe2e([HNe((HDe(HDe(c2C(HDHDHDC(H((HD[HDe4e3ne([H])e([H
CHEMBL1988331 Dc4[H] 5.012 | Active
CHEMBL1964804 | O=[S](=O)N(HDC(HD(HDCHN(HDOe3e([Hne([H]e(c2e(He(H]e le(HDne(He(H])e Le2[HDe3[HDCHD(HDIH] 5.012 | Active




CHEMBL1974250 | O=CON(H]CTHD(H)ele((H)e((HDe([HDe([H]e L [HDe3c((HDn(HDn2e(=0)c([H])e(ne23)ede([H]e([H]nc([H])e4[H] 5.012 | Active
[HIn2e([H])e(c Ie([HDe(ne([CH)e [HDN(CHT)C(THI)(HT)C(C(THD(TH)HI)(C(H])(H]) [H]) C(CHI) HDNH]) [H])e3c2ne([H])e(]

CHEMBL1985723 | H])c3[H] 5.012 | Active
O=C(N(C([HD(HDHDC(HD(HDC(HD[HDN(HD[H]Dcde([HD)e([HDe([HDe(n Inc(c([HNcIN(H))C(=O)N([H])e3c([H])e([H]) '

CHEMBL1979773 | c([H])c2c((HDe([HDe([HDe([HDe2HCCIHDIHDHNCTHDIHDHDCIHD(HD[H])c4[H] 5.012 | Active
[H]n2e([HDe(ele([H])e(ne([CI)el [HDN(HDC(HD(HDC(CHD(HD HDCHDHDHDC(HD(HDN(HD[SIEO0)(=0)C([H])

CHEMBLI1971172 | (HD[H]De3c2ne((H]e((H])c3[H] 5.012 | Active

CHEMBL2005387 | [H]n2c([H])e(c1e([H]e(ne([CI)el [HDN(HDCHDHDCOHDCTHDIHDHDCHDIHDIH]e3c2ne((He([H])e3[H] 5.012 | Active

CHEMBL2002346 | [H]n3c([H])e(c2ne([HDneN(HDCTHDIH]elc((HDe([HDe([H]e([H])e 1 [H])e2[H])ede3nc([H]e([H])eA[H] 5.012 | Active
[H]nScdc([H])e([H])e(c3c([HDne([H)e(OC(HI)[HD[C@@](HDIN(HDHDC(HD([H])e2e([HDn([H])ele([HDe([HDe([HDe([H]

CHEMBL1987679 | )c12)c3[H])e([H])edoc5=0 5.012 | Active

CHEMBL1972290 | [H]n2c([H])e(clc([H]e(ne([CI)el [HDN(HDCHDHDCTHDHDNHDH])e3e2ne((H])e((H]e3[H] 5.012 | Active

CHEMBL1983932 | O=CON([H])c2¢1c([H])e([H])e(OCHDHDHDe((H]e Inc((H])e2[HYN(H])e3ne([Br])e((H])e([H])e3[H] 5.012 | Active

CHEMBL1998068 | [Hin2¢([H]c(cle([HDe(ne([CIDe [HPN(HP[C@][HDCIHD(HPOCIHDIHDHDCIHD(HDH]e3e2ne([H]e([H]c3[H] 6.31 | Active
[Cl]cIne(ne(c1[H])e3e([HDn([H])e2ne([H])e([H])e([H])e23)N(HDC(HD(HDC(CHD(HDHDN(C(HD(HDHDCHD)([HDN(H

CHEMBL1968930 | 1)[H] 6.31 | Active

CHEMBL1997129 | O=C3N(H)C(H)HDCIHD[H])ec4n([H)e(c2e((H]e((HDne(CHD=CIH]Del c([HDe(HDe((H]e((H]e 1 [H)e2[H])e([H])c34 6.31 | Active

CHEMBL1993877 | [H]C#Cc2c([H])n(cInc([H])ne(N(THD[H])e12)C3(HDCTHDHDCTHDIHDCTHDHDCI(HDH] 6.31 | Active
[HlnInc(N([H])[H])eSc L e([He([H])e(c2nnn(c2e3c([H]e((H])e([F)e([H])e3[HN) C(HN H])ede((H])e((H])e([H] c([HDCATH)e3[

CHEMBL1986499 | H] 6.31 | Active
O=C(N([H])eSnn([H])cdc([H]e([HDe(c1Innn(clc2e([HDe([HDe((HDe((HDe2[HDC(HD(HDe3c([H])e([H])e([H)e([H])e3[HDe([

CHEMBL2005936 | H])e45)CUHD(HDCHDIHDCIHD(HDH] 6.31 | Active
[H]n3e([HDe(eInc(ne((HDe [HDN((HD[C@@]2([H)[C@@]([H))(N(HDHDC(HD(HDC(HD(HD)CHD)(HDC2([HD[H])c4c3

CHEMBL1995813 | nc(IH])e([H])e4[H] 6.31 | Active
O=C(N([HD[C@]4(HDC(HD(HDC(HD(HDCHD(HDIC@I([HDIN([H]De Ine([ClDe([HDe(n1)e3e((HDn([H])e2ne([H])e([H])e

CHEMBL1995712 | ((H]e23)C4(HD[HDCEHD(HDNCTHDHDHDCCHD(HD[H] 6.31 | Active

CHEMBL1995932 | [H]n3c([H])e(c2ne([HDneN(HDCTHDH)elc((HDe([HDe([H]e(e 1 [HNCTHDHD[H])e2[H]ede3ne((H])e([H])e4[H] 6.31 | Active
O=C3N([H])c2e([HDe([HDeInc([H][s]e1c2/C3=C(/[HPN([H])cde([H)e([HDe(c([H)c4[HD[SI(=O)(EO)N([H])eSne([H])e([H])e([

CHEMBL1973540 | H))c5[H] 6.31 | Active
[H]nInc(N([H])[H])eSc 1 e([H])e([H])e(c2nnn(c2e3c([HDe((HT)e([H])e([HI)e3 [HI)C(THI) [ Hede((H])e(THT) e([H] c([HD)CA[H])eS[

CHEMBL1972158 | H] 7.943 | Active
O=C(N([H])e4nn([H])c3c([H])c([HDe(cInnn(c I [HDC(HD(HDe2e([H))e((H))e([H])e([H])e2[HDe([H]e34)eSc([H])e([H])e([H])e(

CHEMBL1983595 | [CI])c5[H] 7.943 | Active




CHEMBL1988581 O=clc([H])c(nc2nlc([HDc([HDc(c2O[HNCHDHDN(CHD(HDHDCTHDHHDHDCIHN)((HD[H] 7.943 | Active
CHEMBL1992922 [Hn2cInc([H)nc(N([HDCHN(CIHD(HDOHDC(HN(HDO[H])cle(c2[H])e3c([HDc([H)c([Hc([H])ec3[H] 7.943 | Active
[HnInc(cScle([H])e([H])e(c2nnn(c2e3e(c([HD)e([HDe((HDe3[HDC(HN(HNHDCHD([H])e4e([HDe((HDe([H])e((H]c4[H])eS[
CHEMBL1983315 HDCHD(HDI[H] 7.943 | Active
CHEMBL1998470 O=C(N([H])clnc([Cl]c([HDc(c1[HDc3c([HDn([H])c2ne([HD)c([HDc([HNc23)CHD(HDCIHD(HDCIHN)((HD[H] 7.943 | Active
CHEMBL1975440 O=C(N([HD[H])c4c([HDc([HDc(N(H])c3nc([H)nc2n([H)c([H])e(clc([HDe([H])e([H)c([H])c1[H])e23)c([H])c4[H] 10 | Active
CHEMBL226232 O=C2N(HDNCIHN(HNCTHDHe3n([H])c(cle([H])e([Hne([Cl])ecl1[H])c([H])c23 10 | Active
CHEMBL1996447 _| [H]n3ne(N(H][H]c2e(OCUHD(HDCAHD(HDCAHD(HDCAHDIHD[HDe(HDe(e Le(HDe(Hne([H])e L [H]e([H]e23 10 | Active
[Hn2¢([H])e(cle([HDe(ne([CI)e THPN(C(HDHDC(HIHDOCHDHDHDC(HD(HDHC(HIHDOC(HN(HD[H])e3c2ne
CHEMBL1985654 ([HDe([HDc3[H] 10 | Active
CHEMBL1991410 O=C(N([H])cInc([Cl])c([H])c(c1[H]c3c([H)n([H])c2ne([H])c([HDc([H])ec23)cdc([FDe([H])e([H])c([H])c4[F] 10 | Active
CHEMBL1983855 _| [H]nInc(c3cle([H]e([H]e(c2e([HDne((HDe(OCCHD(HDCAHD(HPN(HDCHDHDHDe2[HDe3[HDCAHD(HDIH] 10 | Active
O=[N+]([O-

CHEMBL2003637 | Dede((HDe((HDe([H])e(c2nnele((HDe(HDe(mnI2)NICTHDIHDCTHDIHDCHDHDCIHDHDCI(HD[H])c4[H] 10 | Active
O=C(N([H])c4nn([H])e3c([H])e([H])e(cInnn(c1 [HNC(H)([H])e2e((HDe(HDe([HDe((HDe2[HDe([H])e34) C([H)HDC(HD([H]

CHEMBL1977223 YC(HD(HD[H] 10 | Active
O=C(cle(ne((HDe([HDel [HDN([H])e3ne(c2e([HD)e([H)e(OC(HD(HDH)(OC(HD(HDIHDe2[H])e([H])e4nc([H])e((H])n34)N

CHEMBL1190711 ([HD[H] 10 | Active
[HnInc([H])eScle([H])e([H]e(e3ne2ne([H])e((HDe([HD)n2eIN(H))CA(HDC(HD(HDC(HD(HDCHN([HDC(HD(H)C4([H

CHEMBL1682552 D[H]cS[H] 10 | Active
O=C(N([H])e4nn([H])e3c([H])e([H])e(cInnn(c1 [(HNC(HI)([H])e2e((HDe([HDe([H)e((HDe2[H])e([H])e34)eSc([HDe([FDe([H])e([

CHEMBL1995811 H])c5[F] 10 | Active

CHEMBL2007002 [Hn2nc(C(=O)N([H])clc([HDc([H)e([HDc([H]c1[H])cdc2e([H])e([H]c(c3c([H])c(OCTHNHDIH])c(O[H])e([H])c3[H])c4[H] 10 | Active

CHEMBL1989646 [Hnlnc(N((HD[H])c4cle([HDc([HDc(c2nnn(c2C([HN(HPIHDCTHDHDe3c([HDe([HDe([H)c([H])c3[H])c4[H] 10 | Active
O=CN4C([H])((HDC(HD([HN(c3e([H])e([HDe(N([H])eIne([H])e([H])e(n1)e2[s]c(nc2C(HD)([HNHDN(HNC(HD(HDC(H])

CHEMBL1983715 | (H])[H]e([H]e3[HDCAHDHNCATHNHDCHD(IH][H] 10 | Active

CHEMBL1682358 [Hnlnc(N((HD[H])c4cle([HDc([H])c(c2onc(c2[HDC(H)([H])c3c([HDc([HDe([H])e([H])c3[H])c4[H] 10 | Active

CHEMBL1992937 O=[N+]([O-Dec3c([H])c([H])c2ne(N([H])cInc([Hc(c([HDc I [THNCHD(HD[HDn([H])c2c3[H] 10 | Active

CHEMBL1996066 N#Cc4c([HDc([H])e3nc(N([HD)[H])n(c2nc(clc([HDc([HDe([H])e([HDc1[H]c([H])[s]2)c3c4[H] 10 | Active




CHEMBL2006450 _| O=C(N([H])cIne([CIDe([H]e(c | [HDe3e(HDn([H]e2ne((HDe(HDe(H]De23) CUHDHDCHDHNCCHDHNCHD(HDIH] 1259 | Active
CHEMBL1999811 O=C(N([HDN=C([H])clc([HDc([H])c(O[H)c([HNc1O[HDN([H])c3c([H])c([H])c([H])c2n[s]nc23 12.59 | Active
CHEMBL2003229 [HIn3nc(N((HD[HDc2eN(C((HD(HDHDCTHDHD[HDc([HDc(cle([Hc([HDnc([H])c1[H])c([H])c23 12.59 | Active
CHEMBL1966343 [Hlnlnc(N((HD[H])c3cle([HDc([H])c(c2onc(c2[HDCHD(HDCIHNCIHD(HDHDCIHN)((H]D[H])c3[H] 12.59 | Active
[Cl]cIne(ne(c1[H])e3e((Hn([H])e2ne([H])e([H]e([H])e23)N(HD[C@@]J4(HNC(HDHDC(HN(HDCHN(HD[C@@](HI)(
CHEMBL1965702 N(CIHDIHDHDCUHDJHDIHDCA(HD[H] 12.59 | Active
CHEMBL396523 O=C(O[H])clc([HDc([HDe([HDc([H])cIN([H])c2ne(nc([H])c2[HPN([H])cdc([Hc([H])e3n([H])nc([H])c3c4[H] 12.59 | Active
CHEMBL2002456 _| [H]n3ne(N(H][H]c2e(OC(CHD(HDHD(CHDHDHDCAHDIHDHDe(HDe(e Le(HDe(HDne([H]e L [HDe(H]e23 1259 | Active
O=[N+]([O-
CHEMBL1241473 Delc((HDne(nc IN([HDc2e([HDc([HDc(THDc(HDc2C(=O)N(HDHDN([HDe3c([HDc(OC(HDIHDIHD(OCTHN(HD[HDc(OC 12.59 | Active
CHEMBL1975128 [Hnlnc(N([HD[H])cdcle([HDc([H])c(c2nnn(c2[IN)CHD(H]e3c((H])e([HDc([Hc((H])e3[H])c4[H] 12.59 | Active
CHEMBL1966816 O=C(N([H])clnc(c([HDc([HDcI[THNCAFDIFDIFDN(H])e3c([HD)e([HDnc2e([F)e([HDe([H])c([H])c23 12.59 | Active
CHEMBL1682540 [Hnlnc([H])cdclc([H])e([H])c(c3nc2ne([H])c([H])c([H])n2c3[H])c4[H] 12.59 | Active
CHEMBL2003682 O=c2¢c([H))c(ne(N(HDC(HD(HDclc([HDc([FDe([HDe([F])ec 1 [HPn2[H])c3c([H])c([H])nc([H])c3[H] 12.59 | Active
CHEMBL1976090 [HIN([H])cInc(JH])nc2c1[s]c3nc([H)nc(N([H])[H])c23 12.59 | Active
CHEMBL1979176 O=C(N([H])c2c1c([HDe([HNc(OCTHND(HDIHDc([H])cInc([H)c2[H)N([H])e3nc([H])e([Hc(c3[HDC(F)(FDIF] 15.85 | Active
CHEMBL1996791 _| [1]cnn(c2ne([Hne(N(HD[H]e1[C@3(HDCIHDIHDCIHDIHDIC@IIHDO[HDCAHD(HDCI(HD[H] 15.85 | Active
[Hnle([H])e(c2ele((HDe(HDe([HDe2[HNC(HN(HDIC@I(HDOHDC(HIN[H])Oc4e([H]ne([HDe(C([H)=C([H]e3c([H])e([
CHEMBL1993584 H]nc([HDc3[H]c4[H] 15.85 | Active
O=C(N([HDC(HD(HDC(HD(HDel[s]e((HDe([H])e ITHYN4C(HD([H)C(HD=C(c3e([Hn([H])e2ne([H])e((HDe([H)e23)C([
CHEMBL1987535 HD(HDC4(HD[H] 15.85 | Active
O=C(N([HDC(HD([HDC(HDHDHCHI([HDHDe3e((HDe([HNeN([HDe2neN(HNC(HDHDCFDAFDFDele([H])e([Hn(

CHEMBL2006765 [H]Dc1n2)c([H]Dc3[H] 15.85 | Active
CHEMBL1967992 N#Cc2¢([H])c([HDe(cle([HDe([HDnc([HDc1[HDc([HD2N(HDCHD(([HDe3c([HDc([HDc([H])c([H])c3[H] 15.85 | Active
N#Ccle([H])ne(ne IN([H])e3e([H]e([HDe2n([H])ne([H]e2e3[HDN([H]eSe([HDe(HN)eN4C([HI)HDCHD(HDN(C((HD(H])

CHEMBL1973516 C(HDUHDHDCAHDIHDCAJHDIHDc([HDcS[H] 15.85 | Active




O=C(N((HDC(H)(HD[HDele((H)e([He([HDe([HDeIN([H]e2ne(ne([H])e2[CIN([H])e4c([HDe((HDeMNICHN(HNCHD(

CHEMBLA458997 HDOCHDIHDC3IJHDIHDc(HDc4OCTHD(HD[H] 15.85 | Active
O=C(N([H])e2ncle([HD)e([HDe([HDe([H])e In2C(HD(HDC(HD(HDC(HIHDOH]e3e((HDe([HDe([H)e([N+](=0)[O-

CHEMBL210887 Dec3[H] 15.85 | Active

CHEMBL1982957 O=C(N([HD[H])c4c([HDc([HDe([H])e(c3c([H)nc2n([H])e([Hc(cle([H])e([HDc([HDc([H])c1[H])c2c3[H])c4[H] 15.85 | Active

CHEMBL1976455 O=C(N([H])cInc([HD)c([H)nc1[HP)N([H])c3c([H))c([HDnc2c([HDc([HDe(c([HDc23)CFD(FD[F] 19.95 | Active
O=C(c2c(cle([H])ne(ne In(c2=0)C3(HNC([HN(HDC(H)([HNC(HD(HN)C3([HNHN([H])e4nc([H])e(c([He4[H)NSC(H])( '

CHEMBLI189963 | [H)C(HD(HINCHDCIHDIHDCSCHDHNCCHNHDHNCCHD(HD[H] 19.95 | Active
[FleSc([H])e([HDe([H))e(N([H])e Inc(nc2ele([He([H])n2[HN([H])e3c(OC(HI)([H)[H])e([H])e4c(c3[HN(C(=O)C((H]([H]) '

CHEMBL461876 | N(CUHD(HD[HDCIHD(HDHDCHNIHDCATHD[H]eSC(=ON(H][H] 19.95 | Active

CHEMBL2000071 [Hn2cInc([H)nc(N([HDC(HD(HDCAHND(HNDCAHND(H]DO[H])clc(c2[H])e3c([H)e([HDe([H])c([H])c3[H] 19.95 | Active

CHEMBL340384 O=C(N([HD[H])c4c([HDn(clc([HDc([H])c(O[Hc([H]c1[Cl])e3c([H])c(c2c([HD)e([H])nc([H])c2[H])c([H])c([H])e3c4=0 19.95 | Active

CHEMBL1993904 O=C(N([HD[H])c1[s]c5c(c1[H])c(c4c([H)ec([HDc(N([H])c3nc2c([He([H])e([H])c([H])c203)c([H])c4[H])e([H)neSN([H])[H] 19.95 | Active
[Cl]cle([HDnc(ne IN([H])e2e((HDe([HDe([H])e([H]e2[S)(=O)(=O)C(HDN(C(H)(HDHDCHN)(HNHDN([H])e5c(OC([H])([H] '

CHEMBL509032 NHDeHPeMACTHDHDCIHDIHDPIC@I(HDAN3ICIHDIHDCIHDIHDNCHDIHPIHPCHDIHDEI(HDHDCHDIH] 19.95 | Active

CHEMBL1968459 [Hn2¢([H])c(cInc([HD)nc(N(HDCIHND(HDCAHN(HDCTHDTHDCTHD(HD[Hc1[H])c3c2ne([H])c([H])c3[H] 19.95 | Active
[Cl]e2ne(ne(N([HD[C@@] 1 (HDC(H)(HDC(H)(HD[C@@](HD)(OHDC(HN(HDCI(HDH])e2[H])e4e([H])n([H])e3nc([H]

CHEMBL1991674 )e([HDe([H]c34 19.95 | Active

CHEMBL1958401 | O=c2¢([HDemeMN(HDCI(HDCHDAHDCAHDIHPCAHPIHPCAHDAHPCT(HDHDn2[HDe3e((HPe((Hne((H]e3[H] 19.95 | Active

CHEMBL1973359 O=C(N([HD[H])c3c([HDc([H])c2nc(cloc(c([H])c1[H][N+](=0)[O-])c([H])n2c3[H] 19.95 | Active
N#Ccle([H])ne(ne IN([H])e3e([H]e([HDe2n([H])ne([H]e2e3[HDN([H]eSe([HDe(HN)eN4C([HI)HDCHD(HDN(C((HD(H])

CHEMBL1973516 C(HDUHDHDCAHDIHDCA4JHDIHDc([HDcS[H] 19.95 | Active

CHEMBL1985406 | O=C(N([H]e3nn([H]e2e([H]e([H]e(cle(HDe(HDe(HDe(FDe L [FDe(HDe23)CHDIHDCHD(HDCHD(HD[H] 19.95 | Active

CHEMBL1971289 O=CI1C([S]/C(=EN\HDN1[H])=C([H])c2c([HDc([HD)c(OCHD(HDCIHDIHD[H])e([H])c2O[H] 19.95 | Active
O=C(c2c(cle([H])ne(ne In(c2=0)C3(HNC([HN((HDC(H)([HNC(HD(HN)C3([HNHN([H])e4nc([H])e(c([He4[HNSC(H])(

CHEMBLI189963 | [H)C(HD(HIN(HNCIHDIHDCSCHDHNCCHNHDHNCCHD(H][H] 19.95 | Active
O=C(N([HDHDC(HD([HDn5c([HDe(c4e([H]e(cl[s]e2e(c I [HDe([HDe([H)e((HDe2[H]e3n([H])ne([H])e3c4[H])cone(ne([H])eS

CHEMBL1985095 6)N([HD[H] 25.12 | Active
[(HnInc(N(THD[H])e2ele([H])e([HDe([HDe2e4c([HDe([He(N(HDC(=O)N([H])e3c([H])e(C(=0)O[H]e([H])e([H]e3[F)e([H])e

CHEMBL1993722 4[H] 25.12 | Active
O=C(N([HD[C@]([HI)(C(HDN(HDOc3e([HNnc([H])e(c2e([H]e([H)ele([H])ne([H])e((H]e1e2[H])e3[H)C(HD([H])eSe([H])n([

CHEMBL1991725 Hcdc([HDc(HDc(HDe([HDc4S)CUHDIHPN(CUHDIHDIHDCUHDJHDI[H] 25.12 | Active




CHEMBL1989293 O=C3N([H])clc([HDc(HDc([HDc([H])cIN([H])cde([H])c(c2e([HDec([H)nc([H)c2[FDc([H])e([H])c34 25.12 | Active
CHEMBL2000354 O=C2C([S]/C(=N\clc([HDc([H])c([HDc([H))c1[HDN2[H])=C([H])c3c([H])c([H)c(OCHN(HD[H])c(O[H])c3[H] 25.12 | Active
[Cl]cle([H])ne(ne IN([H])e3e([H]e([H])e2n([H])ne([H])e2e3[HN([H]eSe([HDe([H))eN4C([HD(HDCHN(HDN(C(HD(HDI
CHEMBL1979690 HDCIHD(HDC4(HD[HDc([HDCS[H] 25.12 | Active
CHEMBL1973868 [H]Oc3c([HP)nc2e([H])e([HDc(cle((HD)e([HDne([Hc1[H]c([H])c2c3[H] 25.12 | Active

[Cl]cle([HDnc(ne IN([H])e3e([H]e([H)e2n([H])ne([H])e2e3[HDN([H]eSe([HDe([H))eN4C([H(HDCHD(HDN(C(H](HI)

CHEMBL1967998 C(HDUHDHDCAHDIHDCAJHDIHDc([HDcS[H] 25.12 | Active
CHEMBL1973098 [S]1=C2[S]/C(=C(/[HDclc([HDc(OCHN(HDH]Dc(O[Hc([H])c1[H])C(=O)N2[H] 25.12 | Active
[Clle2ne(ne(N([HD[C@@]1(HDC(H)(HDC(H)(HD[C@@IHDN(HDHDC(HDHDCH(HDH])e2[H])e4e([H])n([H])e3n
CHEMBL1983589 c([HDc([HDc(JHc34 25.12 | Active
CHEMBL1993413 O=C(N([H])c1nc([Cl])c([HDc(c1[H)c3c([Hn([H])c2ne([H])c([H]c([H])c23)cdc([He([H])e([H])c([H])c4[H] 25.12 | Active
(HICHD(HDN3cle([HDe([HDeN(HDHDe([H])e I C([H](c2e((HDe([H)e((HDe(HD)e2[H])e4e([HN)e(N([HDHDe([HDe([H])e
CHEMBL1991734 34 25.12 | Active
CHEMBL1977749 [HIC((HD)=CHDCIHN(Hc2c([HDc([HDe([H])c1c(=NO[H])c([H])c(oc12)c3c([H)c([HDc([H])ec([H])c3[H] 25.12 | Active
CHEMBL1982660 O=C(N([H])c2c1c([HDe([HNc(OCTHN(HDIHDc([H])cInc([H)c2[H)N([H])e3nc(c([HDc([H])e3[HDC([F)(FDIF] 25.12 | Active
O=[S]EO)N(HDC(HN)(HD[HDele((HDe(HDe([HDe((HDeIN([H])e2ne(ne([H)e2[CINN([H]e3e((HDe(OC(HI)([HD[H]e(OC
CHEMBL1993661 ((HDAHD[HDc(OCUHDIHD[HDe3[H] 25.12 | Active
CHEMBL2004631 [Hnlnc(N([HD[H])cScle([HDc([H]c(c2nnn(c2C3((HNCHD(HDC3(HNDHDCTHD(HDc4c([HDe([HDe([HDc([H])c4[H])cS[H] 25.12 | Active
N#CC(H])([H))C(HD(HDN(C(=O)c4e([H])e([H])e3ne(c2nn([H])ele([H])e((HDe([HDe([H])e 12)n([H])e3c4[HNC(H)([HNC(H
CHEMBL1983348 DIHDCTHDIHDCTHDHD[H] 25.12 | Active
O=[S]EO)N(HDC(H)([HDHDele((HDe([HNe([HDe([HDeIN([H])e2ne(ne([H])e2[Br)N([H])e4e([H)e(NIC([HD(HDC(HI)[

CHEMBL1971029 HPN(CEO)CUHDJHDHDCIHDIHDC3I(HD[HDc([HDPc(HDc4OCHD(HD[H] 25.12 | Active
[HInInc(N([HD[H])eScle([H])e([H])e(c2nnn(c2e3e(c([HN)e([HDe([HDe3HDC(HIHDHDC(HD([H])ede((HDe([HDe([H])e((H
CHEMBL2000029 Necd[H]c5[H] 25.12 | Active
CHEMBL1982660 O=C(N([H])c2c1c([HDe([HNc(OCTHN(HDIHDc([H])cInc([H)c2[H)N([H])e3nc(c([HDc([H])e3[HDC([F)(FDIF] 25.12 | Active
CHEMBL1990708 O=C(OC([HD(HDCIHD(HD[H])c2c([HPn([H)n1c(=O)c([H])c(ncl2)c3c([H])c([H])nc([H])c3[H] 25.12 | Active
CHEMBL1682553 [Hnlnc([H])c4clc([H])e([H]c(c3nc2ne([H)c([HDc([HD)n2e3IN(HDCIHN)(CIHD(HDHDCHD(HD[H])c4[H] 31.62 | Active
CHEMBL1969843 [Hnlnc([H])c2clc([H])e([H])c(c2[H])c3nan(c3[HNCH)(H)CAHDCIHDIHDCIHND(HDOCIHD(HDCA(HD[H] 31.62 | Active
CHEMBL1983534 [Hlclc([H)e([HDe(c([HDc L [HDCIHD(HPNH])c4nc3c([HDc([HDc(c2c([HDc([Hnc([H])c2[H])c([H])c3[s]4 31.62 | Active




CHEMBL1985681 N#Cclc([HDc([H])cde(c1[HD[C@]([H])(c2ne3c(c([H)c2[HN[C@@]([HN(OHDCIHN(HDCIHN(H]D)C3(HD[H])C(=O)N4[H] 31.62 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HN)e(OC(HDN(HDIHD eI THDC(HD(HDHDe2([s]e(c(c2[HDC(H(HD[HDe4e([H)e([H

CHEMBL1997534 De3n([HDne(e3c4[HDCHHD(HD[H] 31.62 | Active

CHEMBL1995211 [Hn2cInc([H)nc(N([HDC(CHDHDHNCIHD(HDHDCTHDHD[H])c1c(c2[H])e3c([HDc([HDe([H])e([H])c3[H] 31.62 | Active
O=cln(c6e(nlc2e([H])e([H]e(e([H])e2[HNC(CHN)C(H(HNHDC(HD(HDH])eSe([H])e(c4c([HDne3e([He([H])e((H]De([H]

CHEMBL1879463 )c3c4[HDe([HDe([HDeSnc6[HNDCHN(HD[H] 31.62 | Active
[HnInc([H])e4ele(e([H])e(c2e([H])n(c3e2ne(ne3[HYN(HDHDC(HN(HDCHD(HDCHDHDN(HDH])e4[H])e5[s]cbe(cS]

CHEMBL592030 HDc([HDc(HDe([HDc6[H] 31.62 | Active
CHEMBL1986767 O=c2c([H])c(nclc(c([H)n(n12)C(HN(HD[H]c3c((HDc([HDe([Hc([H])c3[H])cde([H])e([H])ne([H])c4[H] 31.62 | Active
[Cl]cIne(ne(cI[H])e3e((HDn((H])e2ne([HDe([HDe([H])e23)N(HD[C@@]4(HD[C@]([HDN(HDHNCHDHDCHDHDC(

CHEMBL1994438 HD(HDC4(HD[H] 31.62 | Active
CHEMBL1974617 [Hnlnc([H])c3clc([H])e([H])c(c2one(c2[HNC([H])([H])O[H])c3[H] 31.62 | Active
CHEMBL1970522 O=C2C([S]/C(=N\clc([HDc([H])c([HDc([H)c1[HDN2[H])=C([H])c3c([H)c(OC(HN(HN[H])c(O[H])c([H])c3[H] 31.62 | Active
CHEMBL1994830 [Cl]c4c([HDc([H])e(Oc2clc([He([s]cle([H]nec2[H])c3nnc(o3)N([HD[H])e([H])c4[H] 31.62 | Active
CHEMBL2001288 | [IlcInn(c2nc([HDneMN(HDHDeI2[C@]3(HDO[C@I(HINCIHDIHPOHDIC@](HDOHP[C@@]3(HDO[H] 31.62 | Active
CHEMBL1971519 [Hlnlnc(N([HD[H])c2clec([HDc([Hc([Hc2e3c([HDe([HDe([F])e([H])c3[H] 39.81 | Active
CHEMBL2003817 O=C(N([H])cInc([H))c([H)nc1[HP)N([H])c3c([H)c([HDnc2c([HDc(c([Hc([HDc23)CFD(FD[F] 39.81 | Active
[Clle2ne(ne(N([HD[C@@]1(HDC(HD)(HDCHD([HDC(HN(HDIC@@I(HD(OHDCI(HDH])e2[H])e4c([H])n([H])e3nc([H]

CHEMBL1976936 )e([HDe([H]c34 39.81 | Active
CHEMBL1993648 [Fle3c([HDe([HDe([HDe(c2e([HPDn([H])cInc([H)c([H)c([H])c12)c3[H] 39.81 | Active
CHEMBL2000114 [Hnlc([HDc([SICTHDHDIH]Dc2cIne((HYne2N(HDCHD(HDC(HD(HDC(H])([H])O[H] 39.81 | Active
CHEMBL1989136 O=C3N([H])clc([HDc([HDc(HDec([H])cIN([H])cdc([H])c(c2e([HDec([Hne([H)c2[HDe([H])e([H])c34 39.81 | Active
O=C(N([H])e2e([HDe([HDe(CEONIC(HD(HDCH([HDNHDC(HD(HDCI([HDH])e(O[HD2[HNCHDHDC(HD(HI)

CHEMBL1988141 [H] 39.81 | Active
[Cl]e2e([H])e(ele(ne([HDe([HDe [HN2OHDCHD(HDN(C(HD(HDHHDCI(HDC(HD(HDCH([HDCHDHDC(HD(H
CHEMBL1982413 DC3([HD[H] 50.12 | Active
[Clle2e([H)e([H])e Inc(oc1e2[HN([H])eSe([HDe([H])e(c3ede(c([HDe(OC(HN(HDCHN(HDC(HDHDN(HDH])e3[H])C(=
CHEMBL2002479 O)N(HDCAHD[HDc(HDcS5[H] 50.12 | Active
[Hn2ele([H])e(c([H])e(cInc2ede(N((HDC(HN)([HD[C@](HN)(O[H])e3e([H)e((HDe(HDe([CIDe3[H])e([HDe([H])n([H])e4=0)C
CHEMBL2005886 ([HDAHD[HDNSCAHDIHDCIHDIHDPOCUHDIHDCS(HP[H] 50.12 | Active




CHEMBL243298 O=C(O[H]clc([HDc([HDe([HDec([HcIN([H])c2ne(nc([H)c2[HPN([H])c3c([HDc([HD)e([H])e([F])c3[H] 50.12 | Active
CHEMBL1982610 O=c3n([H])c([H)c([1])c2ne(clc([HDe([HDe([HDc([C1)c1[H])c([H])n23 50.12 | Active
CHEMBL1973808 O=C(N([H])c2c([H])c([HcIn([H)nc([H])c1c2[H])e3c([H]c([Hc([C1))c([H])c3[H] 50.12 | Active
CHEMBL2004515 [Hn2¢([H)c([H]clc(ne([H])nc12)c4c([H]e([H])e3OC([H])([H])Oc3c4[H] 50.12 | Active
O=C(N([H])ede([H]e([H])e3e2e([s]eIne((H)ne(N((HDHDe12)C(HD(HDC(HD(HDe3c4HPN((H]eSe((HDe([H])e((H]e([H)
CHEMBL1994693 c5[H] 50.12 | Active
CHEMBL1987745 O=C3N([H])clc([HD)c([HDc([HDec([H])cIN([H])cde([H]c(c2e([H)e([Hne([H)c2[Cl))c([H])c([H])c34 63.1 | Active
CHEMBL1972988 [Cl]c1nc([H])ne(c1[H])e3c([HPn([H])c2nc([H)c([H])e([H])c23 63.1 | Active
CHEMBL1975534 _| [T]e2c({HDn(c Inc([HDne(c I 2N(HDHDC(HDIHDC@@J(HDO[HD[C@@](HD(O[HNCHDHINCHD[H] 63.1 | Active
O=C4N([H])e3c([H])e([HDe(N([H])e2ne(N((HDC(HI)([H])e 1 e(ne([HDe([HDe 1 [HYN(C(HI)([HDHD[SI=O)=O)C(HD(HDH]

CHEMBL1084546 )e(c([HPn2)CUFDJEDIFDe((HDe3C4(HD[H] 63.1 | Active
CHEMBL1997335 [Hn2nc(c1c([HDc([HDe(OC(HD(HD[HN)(OCHTHN(HD[H]c1[H])cde([H])e([HDc(OCHHN(HDIH]c3c([HDe([H])e([H])c2c34 63.1 | Active
O=C(c2¢([H]ne([H]elne(n(c12)C([HI)(HDCHN([H][H])e3noneAN(HDHYN4C(H)([HDC(HD(HDIC@I(HDMN(HDHDC
CHEMBL1870106 4([HD[H] 63.1 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([H)e([HDel [HDCHD(H)OHDN4C(H)([H)C(HD=C(c3c([HDn([H])e2ne([H])e([H])

CHEMBL1964937 c([HDec23)CHDJHDCA(HDI[H] 63.1 | Active
CHEMBL2006299 | O=CIN(HDC(HD(HDele((HPe((HPe((HP(OCHDHDHDeI[HDe3c((HDe((HDe(e2e((HDe((HPne((H)e2[He((HDe3[H] 63.1 | Active
CHEMBL226403 O=CAN([HDNCHN(HNCIHDHDeSn([H])c(ec3e([H])e([H)ne(c2c([H)nclc([HDc([H)e([HDc([H]c1c2[H])e3[H])c([H])c45 63.1 | Active
O=C(c2e([H])n(cle(c([HDe(O[HDe([HDe I THNC(HD(HD[H])ede(c2=O)e([H]e([HDe(e3e([He((Hne([HDe3[H])e4[HDN(HD[

CHEMBL340921 H] 63.1 | Active
O=C(N([H]ecle((HDe(HDe([HDe(cl [HDCHD([HDN([H])ede(N([H]e3e((HDe([H])e2n([H])ne([H])e2e3 [H])e(=0)e4=0)C([H])(

CHEMBL1988608 [HD[H] 63.1 | Active
CHEMBL1966040 [FICUED([FDeclc((HDe([HDc((HDc(c I [THNCIHDHPN(H])c2nc([H])nc(c2[H])c4e([H)n([H])c3nc([H])c([H])c([H])c34 63.1 | Active
O=[S]EO)N(HD[C@]4[HNC(HD(HDCHI[HDIC@I([HDIN([H])e Inc(nc([Cl])e1[H])e3e([H])n([H])e2ne([H])e([H]e([H])e
CHEMBL2005216 23)C(HDJHDCA(HDHDCIHD(HD[H] 63.1 | Active
CHEMBL526133 O=c4nc(c2¢([H)c([H)cln([H])nc([H])c1c2[HDc([HDe(c3c([HDc([HD)e([HDe([H])c3[H])n4[H] 63.1 | Active
O=C(cle([HDe(e([H)e((HDel [FNC(HD(H]e2nn([H])e(=0)e3c2C(HN(HDC(HN(HDCHD([HDC3(HNHDNSC(H])([HDC
CHEMBL1986530 ([HD(HPN(c4nc([HDc(HDe([HPnd)CHD(HDCS(HP[H] 63.1 | Active
CHEMBL1725279 [H]Oc3clc([H])e([HDc([Hc([H])c1c2N=Nc4c2c3c([H])c([H])c4[H] 63.1 | Active




CHEMBL1985367 [HIC([HD(HDc3c([HDe([H)nc(N([H])c1nc(nc(c I {HDC(HD(HD[H])c2e([HD)c([HDc([HDc([H])c2[H])c3[H] 63.1 | Active
CHEMBL1986756 _| O=C(N([H]c2¢lc([H]e([H]e(e([H])e Inc((H])c2[HDCUHDIHDCUHDIHDHPNHDe3ne(c((HDe(HDe[HDCUFDFDIF] 63.1 | Active
O=C(N([HDC(HD([HDHDC(HD=C([H])e4c([HDne(N([HD[H]e3e(c2e([HDe([FDeIn([H]e(c([H)el2[HDC(H)((HDHDe([H
CHEMBL2006778 D[s]c34 63.1 | Active
CHEMBL1981511 O=C4c2c([H])c([HDc(cle([H])e(nc([HDcI[HNCTHDHDIHDc([H)c2N(H])e3c([H])e([Hc([H])c([H])c3N4[H] 63.1 | Active
O=C(N([HD[C@]([H])(c1e([HDe([HDe([HNe(OC(HDHDCHN(HDCHD([HDH]e I THNCHDHDH])e3e([H])e([H]e(e2e(

CHEMBL2007296 [HDc([HDnc([HDc2[HDe([HDe3[H] 63.1 | Active
CHEMBL1682545 [Hnlnc([H])c4clc([H])e([H])c(c2ne([s]c2[HPN([H])c3c([HDe([H])e([H])e([H])c3[H])c4[H] 79.43 | Active
CHEMBL1990482 O=C(IN([HD[HDc2c([HDc([HDe([H]cIn([H])c(nel2)e3c([H])c([H])nc([H])c3[H] 79.43 | Active
[HIC(H])([H])e Inc([s]ele2ne(ne((HDC2[HN([H]e4c([HDe([H))eN3IC(HD(HDCH(HDOC(HD(HDCI(HDH]e([H])c4[

CHEMBLA482967 HDN(HD[H] 79.43 | Active
O=C(N([H])eIe((HDe(e([FDe(HDe I THNC(HD(HDHDC(HI)([HDe4c((HDe([H])e(c3e((HDe([HDe([H]e2n([H])ne(N([H])[H])e
CHEMBL1984363 23)c([H]c4[H] 79.43 | Active
O=C(N([HD[C@@]([H])(c1c([HDe([CIhe([HDe([CIDel [HDC(HI)HDO[H])e3e((HDe([HDe(c2e((HDe([HDne([H)e2[H])e([H])e
CHEMBL2003341 3[H] 79.43 | Active
CHEMBL1972355 [Hnlc(nc2c([HDc([HDe([H)e([H])c12)cdc(OCHHN(H][H])c3c(oc(c([H])e3=O)C([H)([HD[H])c([H])c4O[H] 79.43 | Active
O=C(N([H])ele((HDe([HDe([H])e(c1 HDCHD(HDHDN(H])ede((HDe([HDe(e3e([HDe((HDe([H])e2n([H)ne(N([HD[H])e23)e(

CHEMBL220057 [H])c4[H] 79.43 | Active
CHEMBL1992634 [Br]e3c([H])nc2n([H])e([H])c(cle([HDc([HDc([HDc([H])c1[H])c2c3[H] 79.43 | Active
CHEMBL1970104 [Hn3nc(c2nelce([H))e([Hc(c([H)c1n2[HNC(CHN(HDHN(CHHD(HDHDCIHD(HD[H])c4c3c([H])e([H])c([H])c4[H] 79.43 | Active
CHEMBL1992536 [Hnlnc([H])cdclc([H])e([HDcN([Hc3cN(HDCIHNDHDe2e([H)e([HDc(OCHHND(HD[H]c([H])c2[H])c(=0)c3=0)c4[H] 79.43 | Active
[Hnle([H])e(c2ele([HDe([HNe((HD2[HNCHN(HDC@@IHDIN(HDH)CEO)N([H]ede([HDne((HDe(C(HD=C([H])e3e([

CHEMBL1983945 H]c([HDnc([HDc3[HDc4[H] 79.43 | Active
CHEMBL243518 O=C(O[H])c3c(N([H]clnc(nc([H)c1[HDN(H])c2e([HDc([HDc(c([FNc2[HDCIHD(HD[H]e([HDc([HDc([H])e3[H] 79.43 | Active
CHEMBL1998611 O=C(N([HD[H])c2[s]cle([Br)c([H])c([H)c(JCI)c1c2N([H])[H] 79.43 | Active
CHEMBL1970104 [Hn3nc(c2nelce([H])e([Hc(c([HDc1n2[HNC(CHND(HDHN(CHTHN(HDHDCIHD(HD[H])c4c3c([H])e([H])c([H])c4[H] 79.43 | Active
O=C(cInc([H])e(ne IN([H])c2¢([H])e([He(HD)e(c2[HNC(HD(HDHDN(HD[C@@]3((HDCHD(HDCHDHDC(HI)(HDC
CHEMBL1974328 ((HDJHD[C@3(HPNJHD[HPN(HD[H] 79.43 | Active
CHEMBL1997041 [Hn3c2nc([H])nc(cle([Hc(c([F])e([HDc [THDCHD(HD[H])c2e([H])c3[H] 79.43 | Active




O=C(N([H])e4nn([H])c3c([HDe([H])e(cInnn(c 1 [H)C([HD([HDe2e([HDe((HDe((H])e([H]e2[H])e([H])e34)CCHD(HDN(CH])(

CHEMBL1965631 HDHEDCIHD(HD[H] 79.43 | Active

CHEMBL1968868 N#Cclnc(c([H])e([HDc1THDN((H])C(=O)N([HDe3e([Hc([HDnc2e([Hc(e([HDc([HDc23)CIFN(FDIF] 79.43 | Active

CHEMBL1973142 O=C(N(JH])c2c([s]clc([HDc([HDc([C1Dc([C1])c12)C(=O)N(HDH[HNCIHNHD[H] 79.43 | Active
[Flele([HDe([H])e(e([HDe IN([H))C(=O0)N([H])ede([HDe([H])e(e3e([H])e([HDe([H])e2n([H])ne(N([H]) [H])e23)e([H])c4[H)C([H

CHEMBL223360 DHD[H] 79.43 | Active

CHEMBL1976134 [Hndnc([H])c3c([H])c([H])c(c2e([H)ele([HDc([HDn([H])cInc2[H])c([H])c34 79.43 | Active

CHEMBL2001641 [Hnlnc([H])c3clc([H])e([H])c(n2nnc(c2[HNHC(O[HN(CHN(HDHDC(HD(HD[H])c3[H] 79.43 | Active
O=C(N(HD[C@]([H])(cle([HDe([HDe([HDe(OC(HD(HDH])e HNCHD(HDIHDN4C(H))[HDC((H])=C(c3c([H])n([H])c2n

CHEMBL1965845 c([HDc([HDe([HDe23)CUHDIHDCA([HD[H] 79.43 | Active

CHEMBL2007375 O=C(N([H))c2c([H])c([HDnclc([H)c([HDc(CHCCHND(HD[HDe([H])c12)N([H])c3ne(c((HDe([H])3[HDCAFN([FDIF] 79.43 | Active
[H]n3ne(N([HD[H])e2e(OC(HD(HNCHD(HDCHDHDN(C(H)(HDHDCHD(HDHDe((H]e(cle((H)e([HDne([H])c1[H

CHEMBL1988662 De([H])c23 79.43 | Active
O=C(c4c([HDe([H])e3N([H]e2e(c([HDe([H])e(cle([H)e(OC(H(HD[H])e(O[H])e([H])e 1 [H])e2[H])C(=O)N([H])c3c4[H])N([H '

CHEMBL1996702 | )CHD(HNCAHDHNCIHDIHINCIHDHDHDCIHD(H][H] 79.43 | Active

CHEMBL2005528 O=C(OC([HD(HDCIHD(HD[H])c2c([HDc([HDc1n([H])e3c(c1c2[HNCIHDTHDCHD(HDN(H])HC3=0 79.43 | Active

CHEMBL21156 [Fle3c([HDe([H])e2elnc(n([H])c1cde(c2e3[He(=O0)n([H)c([H)c4[HDC(CAHDIHDHNCIHD(HDHDCTHDHD[H] 79.43 | Active

CHEMBL583144 O=clIn([H])c([H])nc2c1[s]c3c([CI])ec([H])c([HDc(C1])c23 89.6 | Active
O=C(N([HDelne([H])e([HDncl [H)N([H])eSe([H])e([H]nee([H])e([HDe(N3C(H)([HD[C@@I2((HC(HD(HDOCH)([HDI

CHEMBL2002599 C@@(HDC3(HD[HDc([H]c45 100 | Active

CHEMBL 1964444 O=C(N([H])c2c([H])c([HPnclc([H)e([HDc(c([HDc12)CHN(HDIHDN(H])e3nc(c([H)c([HDc3[HNCIFD((F[F] 100 | Active

CHEMBL244378 O=C(O[H]clc([HDc([HDe([HDec([HcIN([H])c2ne(nc([H])c2[HPN([H])cdc([Hc([H])e3c([H])nn([H])c3c4[H] 100 | Active

CHEMBL2003286 O=C2[S]/C(=C(/[H)clc([H])c(OCTHDIHDIH]c(O[H])c([H])c1[H])C(=O)N2[H] 100 | Active

CHEMBL1982982 O=C(N([HD[H]c2c([HDc([HDe(clc([HDc([H)nc([Hc1[HDc(THD2N(HDC(HD([HDe3c([HDc([HDe([H])e([F)c3[H] 100 | Active
[Flele(e([CIDe([FDe([H])e [HC(HD(HNScae(ne([H]e(c2e([H])e([H]e(me2[H)N3C(HD(HN)C(HD(HDN(C((H])([HD[H])

CHEMBL1164265 C(HD(HDC3(HD[HDcA[HPDN(HDCIHDJHDCS([HD[H] 100 | Active
O=[S]EO)N([HD[HDe4c([HDe((H)e([HDeN([H])e2ne([H])ele([H])e([HDn(c1n2) CH])[HDe3c([HDe([HDe([H])e([H])e3[H])e

CHEMBL1993424 4[H] 100 | Active
O=C(N([HDe3c([HDe([H])e(c2ele(nn(cle([Hne2[HNC(HD(HDHDN(HDHD)e((HDe3[HDN(H]c4c([HDe([H)e([H]e(c4[H])

CHEMBL1964692 C(FD(FDI[F] 100 | Active




CHEMBL583144 O=clIn([H])c([H])nc2c1[s]c3c([CI])ec([H])c([HDc(C1])c23 100 | Active
O=[S](=0)(c2cle([HDe([HNe((HNe(N(C(H)([HDHDCHD(H][H])ele([HDe([HDe2[HPN(cSe([H])ne([H)e(c4e([H])e([H])e3e
CHEMBL1967544 ([HDnc(JHDe([HDc3c4[HDcSTHNDCUHDJHDCUHDIHDN(HD[H] 100 | Active
CHEMBL2007603 O=C(N([H])cInc(c([HDc([HDcITHNCAFDIFDIFDN(H])e3c([He([Hnc2e([H])e([Hc([F)c([H])c23 100 | Active
CHEMBL1965131 O=C(clc([HDc([HDe(c([H)c I THDC(HD(HPIHPDN((H])e3c([s]c2c([HDc([HDe([C1)c([C1])c23)C(=O)N(H][H] 100 | Active
CHEMBL1965169 [Br]e3nc2c([Hc(cle([HDc([HDe(c([HDcI [HNCHDHDIH]n([H])c2nc3[H] 100 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HNe(OC(HDHDCHN(HDCHD(HDH]e I THNCHDHDHI)e3e([H])e([H]e(e2e(
CHEMBL1971606 [HDc([HDnc([HDc2[FDc([He3[H] 100 | Active
[Flele([H]ne(ne IN(HDIC@B((NC@R(H)C(H)=CHDIC@@IHC2HNHDIC@I3(HDCONHDHNN([H] ce([ |
CHEMBL1967878 | Hl)e(c(c((HDcA[HDYNSCIHDHDCTHDIHDNCIHDIHPHNCIHDIHNCSCHDMHDCIHD(HD[H] 100 | Active
[FleSc4c(c(e3nc2e([H])e([HNe(NIC(HD(HDCH)(HDNCHD(HDHDC(HDHDCI[HDH])e((H])e2n3[H])e(=O)n([H])c4
CHEMBL522892 c([HDc([HDcS[HPN(HDIH] 100 | Active
CHEMBL2003271 O=C(N([HD[H])c2[s]clc([HDc([HDc(C1])c([C1])c1c2N([HDNC(=0)c3c([HDc([HDc([C1)c([H])e3[H] 100 | Active
CHEMBLA497151 O=c4nc(c1[s]c3c(c1[H])c(Oc2ec([Hc([HDc([I1])e([H])c2[H)c([H])nc3[H])n([H])o4 125.89 | Active
CHEMBL1982992 [Cl]c3c([H]D[s]ec2ne([H])nc(N([HDclc([HDe([H])e([H])c(O[H])c1[H])c23 125.89 | Active
CHEMBL1989471 [Hn2cInc([H]e([H])e(c1c(=0)c3c2e([H])e(c([H])3[HDCIHNCIHD(HDHDCAHN(HDHDC(HD)(HD[H] 125.89 | Active
CHEMBL1977681 O=C(N([HDC(HD(HD[HDc1[s]c2c(c1[H])c(nn2[H])c3c([H])c([H])c([HDc([H])c3[F] 125.89 | Active
CHEMBL1988537 O=C(clc([HDc([H)c(OCTHDHDIHDc([HDc1[H])N3c2e([H])c([H)c([HDc([H])ec2[S]c4c([Cl)c([H])nc([H])c34 125.89 | Active
O=C(N([HD[C@@]([H])(c1c([HDe([HDe([HD)e((HDel (HDCHD(HDN(HDH])e3e((HDe([HDe(c2e([He((HDne([HDe2[H])e([

CHEMBL1990254 H])c3[H] 125.89 | Active
CHEMBL1971943 [Hlnlc([H]c(c2¢1nc([HDc([H])c20c4c([FDe([HDc(N([H])c3nc(ne([CI)c3[HPN(HD[HDc([H])c4[F)C(H)(H])[H] 125.89 | Active
O=C(N([HD[C@@]([H])(c1c([HDe([HDe([HD)e((HDel (HDCHD(HDN(HDH])e3e((HDe([HDe(c2e([He([HDne([He2[H])e([

CHEMBL1990254 H])c3[H] 125.89 | Active

0=C6C3=C(cle([H]n(c2elc([HDe([HDe([H))e2[HNC(HD(HDC(H)(HD[C@@](HNOC(HNHDC(H)([Hn4e([H])e3c5c4 '
CHEMBL360847 c((HDe(HPe(HDeSTHDCAHDIHDNCTHDIHDHDCIHDIHDHDC(=O)N6[H] 125.89 | Active
O=C(N([H]ele((HDe(HDe([HDe(cl HDCHN([HDHDN(H]Dede((HDe([H)e(ec3e((HD[s]e2ne([Hne(N([H])[H])e23)e([H])c4[
CHEMBL196363 H] 125.89 | Active
[Flele([H])ne(neIN([H])e3ne2¢(OC(C(=O)N2[H])C(H)([HDHNC(HD(HDH]e((HDe3[HDN([H])cde((HD(OC([HI)[H]D[H]
CHEMBLA475251 )c(OC(HDIHD[HDe(OCUHD(HD[HDc4[H] 125.89 | Active
CHEMBL1994241 N#C/C(=C(/[HDc1c([H)c(OC(HN(HD[HDc(O[HDc([H])c1[Br])c3nc2e([H])e([Hc([Hc([H])c2n3[H] 125.89 | Active




CHEMBL2000345 N#C/C(=C(\[HDc1c([H)c(OCTHNDHD[H]c(O[HDe([H])c1[Br])c3nc2e([He(c([H])e([H])c2n3[H)C(H])(H][H] 125.89 | Active
CHEMBL1992371 O=C(N([H])cInc([H))c([H)nc1[H)N([H])c3c([HDc([HDc([H])c2c(O[HDc([H)c([H])c([H])c23 125.89 | Active
CHEMBL1986666 O=C(O[H])clc([HDc([HDe([H])e([HPDcIN([H])c2ne([HP)ne(n2)N([H])cdc([H)c([H])e3c([H])nn([H])c3c4[H] 125.89 | Active
CHEMBL1975900 O=c3c(N([HDCIHN((H]cle([HDc([HDc([C1c([C1)c1 [HDc(N(H])c2c([HDe([H])nc([H])c2[H])c3=O 125.89 | Active
N#CC(H])([HD[C@@]([H])(n1nc([H])e(c1 [H])e3ne([Hne2n([H])e((HDe([H])e23)[C@@I4(HDC(HD(HDCHN(HDCHD(

CHEMBL2002099 H)C4([HD[H] 125.89 | Active
CHEMBL242865 O=C(O[H])clc([HDc([HDe([HDe([HDcIN([H])c2ne(nc([H)c2[H)N([H]c3c([Hc([HDc(IN+](=O)[O-Dc([H])c3[H] 125.89 | Active
O=C(N([H]cle([HDe(HDe([HDe(cl [HDCHND(HDHDN(HDe2e((HDe([H])e4e(c2[HNC(HDHDC(HI)([H]e5[s]e3nc([H])ne
CHEMBL1242373 (N((HD[H]c3c45 125.89 | Active
CHEMBL1981215 O=C(N([H))clnc(c([HD)c([HDcI[HNCAFDIFDIFPN(H])e3c([HDc([Hnc2e([HNc(OCHFDIFD[HDe([H])c([H])c23 125.89 | Active
CHEMBL2004156 O=c4c([H]c(clc([HDc([HDc(HDe([FDel[HPn([H])e3c(c2c([HDc([HD)e([F)e([H])c2[H])c([H])nn34 158.49 | Active
O=C(N([H])e2¢([H])e([H])ncIn([H])e([HDe([H])e12)[C@@]3(HNC(HDHDC(HN(HDIC@I(H)([C@@])(HNN(HDHDC(

CHEMBL2002992 HD(HD[HDCUHDJHDC3(HP[H] 158.49 | Active
[Cl]cIne(ne(c ITHPN([HDC2((HNCHD(HDCHDHDCHDHDCHD([HDC2(HDHDe4c((HDn((H]e3ne((He([HD)e([H])e
CHEMBL1997846 34 158.49 | Active
CHEMBL1516890 0=C4/C(=C(\[H])clc([HPn(c2clc([HDc([HDc(THD2[HDCHN(HD[H])c3nc([HDc([H])c([H])c3IN4[H] 158.49 | Active
CHEMBL1993335 [Br]c4nc3c([H])c(cle([HDn(c2clc([HDe([FDc((HD2[HNCAHND(HD[H]Dn([H])c3nc4[H] 158.49 | Active
O=[SI=O)N([H])e3e([H])e([H])e(c2e((H)e([H] e n((H)ne(N((H))C(O)CHINHDHel2[HDe(H])e3H)CHIHNC(H)

CHEMBL1973893 ([HDCUHDHDIH] 158.49 | Active
CHEMBL1967513 O=C(N([H))cInc(c([HD)c([HDcI[HDCAFDIFDIFPN(H]c3c([Hc([H)nc2e([Hc([HDc([C1)c([H])c23 158.49 | Active
CHEMBL1979970 O=C(N([H])c3nn([H])c2nnc(clc([H)c([HDc([HDc([FDc1[F)e([H])e23)CHN)(HDCTHDHDCHND(HD[H] 158.49 | Active
[HIC(H])([H])Oc4e([H])e([HDe(nle([HDe([H])e2e([H])ne(ne12)N([H])e3e([HDe(OC(H)((HDHDe(OC(HI)[HDHD(OC([H])

CHEMBL1975927 ([HD[HDc3[HDe([HDc4[H] 158.49 | Active
O=C(N([HD[C@](HI)(C(HDHDOHDC(HI)([HDele((HDe(HNe((HDe([HDe1 [HDe3e([H)e([H]e(c2e([H)e([Hne([H])e2[H]

CHEMBL1998545 )e([H]c3[H] 158.49 | Active
CHEMBL1989518 [HIN(HDCHDHDCTHDHDO2e([HDne([H])e(C(HD)=C([H])c1c([H)c([H])nc([H])c1[H])c2[H] 158.49 | Active
CHEMBL1973483 O=C(N([H])cInc(c([HDc([HDcI[HNCAFDIFDIFDN((H])e3c([H])ec([Hnc2e([He(c([H])e([H])c23)C(FN(FDIF] 158.49 | Active
O=C(N([H])e2e([H]e([HDncle([HDe([H])e(c([HDe12)CHD(HNCHDHDCHD(HDHDN(H]e3ne(c([HDe([H])e3[H)C([F
CHEMBL1987430 DFD[F] 158.49 | Active




CHEMBL1978195 O=C(N([HD[H])c1[s]c3c(c1[H])c(c2c([H)ec([H])e([Br])c([H)c2[H])e([H])nc3[H] 158.49 | Active
O=C(N([HDC(HD([HDC(HDHDHC(HI([HDHDe3e(HDe([HNeN([HDe2neN(HNC(HDHDCFDAFDFDel[sle([H])e([H]

CHEMBL2007559 )c1n2)e([HDc3[H] 158.49 | Active
0=C(cdc3nc(c2nc(N((HDC(H])HDCHD(HDC(HDHDNIC(HDHDCHDHDNCHD(HDHDC(HD(HDCI([H)[H])e

CHEMBL2006237 ([HDc([HDc2[HDn([HDc3c([HPc(HDc4[HPN(HD[H] 158.49 | Active

CHEMBL2004443 O=c4c([H]c(clc([HDc(IHDc(FDc([HDe1[HPn([H])e3c(c2c([HDc([HDe([F)e([H])c2[H])c([H])nn34 158.49 | Active
O=C(c2¢([H])n(cle(c([HDe(O[HDe([HDe I ITHNC(HD(HD[H])ede(c2=O)e([H]e([HDe(e3e([He([HDne([H])e3[H])e4[HN([H])

CHEMBL2000894 N(HD[H] 158.49 | Active

CHEMBL1974310 O=C(N([HD[H])c1[s]c3c(c1[H])c(c2c([H)ec([HDc([FDc([H)c2[H])e([H])nec3[H] 158.49 | Active

CHEMBL1972489 O=C(N([H])c2c([H])c([Hclc([HDnn([H])c1c2[H])e3c([H])c([Hc([C1))c([H])c3[H] 158.49 | Active
O=C(c2e([HDe(HNeNTC(H)([HNC(HDHDN(CHN(HDHDC(H)([HDCL(HDHDe(HNe2N(HDCI(HDCHN(HDC(

CHEMBL1983268 HD(HDOCUHDIHDCIJHDIHPNHDcSnn([HDcdc([HDe([HDc(c([HDc4SHCTHD(HDc6c(HDc([FDec([HDc([FDc6[H] 199.53 | Active

CHEMBL116070 O=C(N([HD[H])c1[s]c3c(c1[H])c(Oc2c([Hc([H])c([Br)c([H])c2[H])c([H])nc3[H] 199.53 | Active

CHEMBL1980671 0=C2clc(nc([HPYncIN([H])c3c(N2[H])c([H])c([HDc([H])e3[HPN([H])[H] 199.53 | Active
O=C(N([H])cIe(c([HDe([HD)e((HDel [HDCHD([HDHDN(H]De2e((HDe([H])e4e(c2[HNC(HDHDC(HI)([H]e5[s]e3nc([H])ne

CHEMBL1982135 (N((HD[H]c3c45 199.53 | Active

CHEMBL1461728 O=C(N([H])c2c([H])e([HDcIn([H)nc([H])c1c2[H])e3c([HDc([HDc([HDe([F])c3[H] 199.53 | Active

CHEMBL1982924 O=C(clc([HDc([HDec([HDc(OCHHN(HDHDc1[HPYN([H])cdc([HDnc3n([HDc([H])e(c2c([HDe([H])e([HDc([H])c2[H])c3c4[H] 199.53 | Active

CHEMBL1997764 O=C(clc([HDc([HNc(OCTHDIHDHDc([HDc1[HPYN([H])cdc([HDnc3n([HDc([H])e(c2c([HDe([H])e([HDc([H])c2[H])c3c4[H] 199.53 | Active

CHEMBL191003 O=[S](=0)(c3c([H)c([HDc(N([H])cInc(N([THD[H])n(n1)C(=O)c2c([FDe([H)c([H)c([HDc2[FDe([H])c3[HYN(H[H] 199.53 | Active

CHEMBL1974664 [Hn2clc(nc([H])ncle3c2e([He([H]c([H)c3[HYN(HPYN=C([H])cdc([HD)c([H)c(OC(HN(HD[HDc(OC(H)([H])[H])c4[H] 199.53 | Active
O=C(N([H])e3c([H])e([H])e(/C2=N/c1c(ne([HDne IN(HDC(HD(HDC2(HDIHDN(HDHDe([HDe3[HDN([H])cde([H]e(e([H])e

CHEMBLA411903 ([HDc4[FDCUEDJFDIF] 199.53 | Active

CHEMBLA443962 [Br]e3c2nc([H])c(cle([HDc([HD(OCIHDIHD[H]e([HDc1[HDc([H])n2ne3[H] 199.53 | Active
O=C(N([H])cInoc(c1[HDC([H)[HDHDCHD(HDC(HNIHDN(HDC(=O)N([H])e2ne(e([s]2)c4c([H])e([H])e(n3nc([H])e((H])e

CHEMBL1986603 3[HDc([HDc4[HNC(HD(HD[H] 199.53 | Active

CHEMBL2005478 [Br]c4nc3c([H])c(c2ele(c([HDe([HNc(OCHHN(HND[HDc1[H)n(c2[HDCIHD(HD[H])n([H])c3nc4[H] 199.53 | Active

CHEMBL1981782 O=CIN([HDCHD{(HDclc(HDe([He([C1)e([C1)c I [HPN([HDc3c([HDc([H])e2n([H])nc([H])c2c3[H] 199.53 | Active




CHEMBL1988805 N#Cc3c([H])c([H])e2nc(N([HD)[H])n(cInc([H])e([H])[s]1)c2c3[H] 199.53 | Active
O=C(N([H])cle((HDe(HDe([H])e(cl HDCHD(HNC(HDHDHDN(H])e2e([H])e([H]e4c(c2[HDC(HI([HDC(HD([H])e5[s]

CHEMBL1968406 c3nc(JHDnc(N(JHD[H])c3c45 199.53 | Active
CHEMBL1972454 O=C(nlnc([H])c2c([HD)eN(HD[HDc([HDc([H])ec12)CH])(HD[H] 199.53 | Active
O=C(N([H])e3nn([H])c2nnc(c1e([HDe([HDe([HDe([FD)el [FDe([HDe23)CHD(HDCHDHDC(HN(HDN(C(HD(HDH)C(H
CHEMBLA41783 DHD[H] 199.53 | Active
CHEMBL1976220 O=C(N([H])c3c([H])c([HDc(c2e([H][s]clc([HD)e([HPne(N(HD[H])c12)c([H)c3[HYN([Hcdc([Hc([H))c([H])e([Br])c4[H] 199.53 | Active
O=C(N([H]cle((HDe(HDe([H]e(cl [HDCHD(HDHDN(HDeSe((HDe([H)e(cde((H]ne3e(c2e([H)nn(c2[HNC(HD(HD[H])e
CHEMBL508928 ([HPnn3c4N(HD[HDe([HDeS[H] 199.53 | Active
O=C(N([HD[C@@]([H])(c1c([HDe([HDe([HN)e(OC(HD(HDH]e I THNC(HD(HDHDe3e(HNe([H]e(c2ne((Hne([H])e2[H])e
CHEMBL2004872 ([HDc3[H] 199.53 | Active

O=C(N([HNC(HN(HN)C(=O)N4[C@@]5([H])e3c(c([HDe(N([H])eInc([H])e(c(n)N(HD[C@@]2(HNC(HD(HDC(HN(HDC2 '
CHEMBL1983111 | (H)[H)CUFD(FDIFDe(HDeHDC@4CHNCIHD(HNCSCHNHDCHDIH]D[H] 199.53 | Active
CHEMBL1969372 [Flc4c([HDe([H])e(c2nele([HDne([H)c([H])n1c2c3nc(nc([H)e3[HPN(HDCIHD(HDCHD(HDOCIHD(HD[H])e([H])c4[H] 199.53 | Active
O=C(N([H])e3nc2¢([H))e(N(CEO)CL(HDC(H)HDCHD(HDC(HDHDC(H)HDCHHDHDC(HIHDHDe(H)e([H])
CHEMBL1969301 c2n3C(HDIHDCUHDIHDCUHDJHDCTHDIHD[HDc4c([HDc([HDc([HD(CHN)c4[H] 199.53 | Active
CHEMBL2004892 O=[S](=O)(N([H])c3c([HDc([HDc(c2e([HPDc([HDcIn([HPYnc(N(HD[H]c1c2[Hc([H)I[HDCHN(HD[H] 199.53 | Active
CHEMBL1994555 O=C(c3c([HD)c([H])e(c2c(clne([H))e([HPncIn2[HNC(HD(HDCAHDIHDHDe([HD3[HDC(HD(HD[H] 251.19 | Active
O=c2n([H])cle([H])nc(nc1n2[C@]3([H])e4c(OC(HD(HDCI(HDHDe([FDe([HD)e((HDe4[HnSc([H])ncoc([H])e((He([F)e([H
CHEMBL2000393 1Dc56 251.19 | Active
CHEMBL1682546 [Hln1nc([H]c4clc([HDc([HDc(c2ne([s]c2[HDYN(HDCIHD(H]e3c([HDe([HDe([H])c([H])c3[H])c4[H] 251.19 | Active
O=C(OC([H(HDC(H])((HD[H]e3ne2e(=O)n([H])e1e([H])e([N+](=O)[O-
CHEMBL1997611 DeNTHDCEO)CTHDIHDIHDe([HDc1n2¢3C(HD(HD[H] 251.19 | Active
CHEMBL1979252 O=c3c(N([HDCIHN(H])clc([HDc([HDc([HDc(cHTHDCFDAFPDIFDN([Hc2c([HDc([H])nc([H])c2[H])c3=0 251.19 | Active
CHEMBL2002649 [Hnlc([H])c(nc1[HNC([H])=C3c2c(c([H])c([HDNc(OCHD(HD[H])c2[HPYN(H])C3=0 251.19 | Active
O=C(N([H])e5c([H]e([H)e([H])e(c2nel[s]e([H])e([H])n1c2e3ne(ne([H])e3[H)N([H])c4c(OC(HI)([HD[H]e([HDe([H])e(c4[H]) '
CHEMBL1966842 | CCHDHDN(CTHDIHDHEDCIHDIHDHDeSIHNCTHNHDc6e((HDe((HDe((HDe((Hec6[H] 251.19 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HNe(OC(HN(HDHDe I THNC(HD(HDIHDe3e([H)e([H]De(c2e([H)e([Hne([H])e2[H]
CHEMBL1975121 )e([H]c3[H] 251.19 | Active
CHEMBL1992581 _| O=C(N([H])cle([HDe([HDe(SICAFD(FDIHDe(HDe [HDCAHD(HDe3e(HDe(HDe(c2e(HDe(HDe((HDne2[H]e((H]e3[H] 251.19 | Active
CHEMBL1975647 O=C(N([H))cInc([HD)c([H)nc1[H)N([H])c3c([HD)c([HD)nc2c([Fc([H)c([HDc([H])c23 251.19 | Active




O=C(n3nc(N([H])[H]ede([H])e(cInnn(c1 [HNC(HDN([H]e2e([HDe((HDe((HNe([He2[H])e([H])e([HDe34) CS((HDC(HN(HNC(

CHEMBL1978014 HD(HDPNCJHDJHDHDCIHDIHDCS(HD[H] 251.19 | Active

CHEMBL1972258 [HIN(HDCIHDHDCTHDTHDCHD(HDOc2e([H)nc([H])e(C(IH)=C([H])c1c([H))c([Hnc([H])c1[H])c2[H] 251.19 | Active

CHEMBL1977346 O=C2N([H])clc([HD)c([HDc([HDe([H])cIN([H])e3nnc([I])c([H])c23 251.19 | Active

CHEMBL1964413 [FICAED(FDele((HDe([HDc(c(cITHNDCAFDIFDIFNCHTHD(H])n2nnc(c2[H])cdc([H])c([H])e3n([H])nc([H])c3c4[H] 251.19 | Active

CHEMBL1991356 O=c3c2c([H])c(cle([HDc([HDc([HD(OC(HD(HD[H]c1[HDc([H])n2c4ec(n3[H])c([H)e([H])c([H])c4[H] 251.19 | Active

CHEMBL2000934 | O=C(N([H]e2e([H])e([H]nelc((H]e([H]e(e([H]e 12)CHDHDCCHDHDHPN(H]e3ne(e((HDe(HDHDCFDAFDIF] 251.19 | Active
O=[S](=0)(c3c([HDe([H])e([HDe(N([H])eInc([H])e(c(n)N([H])e2e([H])e((HD(OC(HN)([HNCEO)N(HDHDe([H])e2[H))C([H]

CHEMBL1988838 )(HD[HDe3[HPNJHD[H] 251.19 | Active
O=C(N([H])cde([H]e([HDe(c2e((HD[s]ele(c([HDne(N([HD[H])e12)c3e([H])e([H])oc3[HD)e([H])e4[HN([H])eSc([H])e([H]e([H]

CHEMBL1965570 )c([H])c5[F] 251.19 | Active

CHEMBL213505 O=C(N([H])c3c([H])c([H])c(c2nocInc([H])nc(N([H])[H])c12)c([H])cI[HDN(H])cde([HDc([Hc([HDc(cA[HDC(FD(FD[F] 251.19 | Active

CHEMBL546797 [Hnlc(nc2c([HDc([HDe([H])e([H])c12)C(=NO[H])c4nc3c([H])c([H])c([H])c([H])c3n4[H] 251.19 | Active
[HnIc(e(c(c1C([H))=C2C(=O)N([H]e3e((HDe(HDe([HDe((HDe23)CHD(HDHNC(HDHDC(HN(HDCE=O)OHDC(HI)([

CHEMBL2007064 H][H] 251.19 | Active
O=C(N([H])ele((HDe([HDe(e(c I THNCAFN((FDIFDCHD(HDN2C(H])([HNC(HDHDN(C(H)(HDCHD(HDHDC(H)(H

CHEMBL574738 NC2HDHDPNTHDc4c([HDc([HDc(Oc3nc((HDnc(c3I[HPN(HDCHHD(HD[HDe([HDc4[H] 316.23 | Active
O=C(N([HDC(HD(HDHNC(HD(HDO3e([HDe([H)e(N([H])e Inc(ne([H])e I{FYN([H])e2e([H)e([H])e(c(c2[HD[SI(=O)(=O)N

CHEMBL1978099 ((HD[HDCAHDIHD[HDe([HDc3[H] 316.23 | Active
O=C(N([HD[C@@]([H])(c1c((HDe(HDe([H)e((HDel (HDCHD([HNC(HDHDOMHDe3c([H])e((H]e(c2e([H)e([HDne([H])e2[

CHEMBL1986143 H]c([HDc3[H] 316.23 | Active

CHEMBL226471 O=C3N([H)CHN(HNCIHDH])ec4n([H])c(c2e([H])e([Hne(clc([HDe([HDec([Hc([Hc1[F])ec2[H])c([H])c34 316.23 | Active

CHEMBL2006580 [Cl]c3c([H]D[s]ec2ne([H])nc(N([H)c1c([HDe([H])e(O[H])c([H])c1[H])c23 316.23 | Active
O=C(N([HD[C@@]([H])(c1c([HDe([HDe([HN)e(OC(HD(HDH] I HNC(HD(HDIHDe3c([H)e((H]e(c2e([HN)e([Hne([H])e2[

CHEMBL1991188 FDc([HDc3OCTHD(HDI[H] 316.23 | Active

CHEMBL1998829 O=C(N([H])c3c([H])nc2n([H])c([H])c(cle([HDc([HDc([HDc([H])e1[H])c2c3[H])cdc([HDe([HDe([Cl))e([H])c4[H] 316.23 | Active
O=C(N([H])cle((HDe([HDne([HD)e I [HD[C@@]2(HDCHD(HDC(HD(HDIC@@I(HD(C@@](HDMN(HDHDCHD([HDL

CHEMBL1994526 HDCIHDIHDC2([HD[H] 316.23 | Active
O=C(N([H])cle((HDe(e([H])e(c I HDCHD(HDHDC(HDHDHDN(H])e2e([H])e([H]e4c(c2[HDC(HI([HDC(HD([H])e5[s]

CHEMBL1964687 c3nc(JHDnc(N(JHD[H])c3c45 316.23 | Active
[Hnlc(ne2e([H])e((H]e(O[HDe([H])e12)coc([HD)e([H])e([S]eSe([H])e([H]e(c4nc3e([H]e([H])e(O[H])e([H])e3n4[H])e([H])e5[H

CHEMBL2001149 De([HDc6[H] 316.23 | Active




CHEMBL1999718 N#Cclc([HDc([H])e(ncl [HDN((H])C(=O)N([HDe3e([Hc([HDnc2e([Hc(e([HDc([HDc23)CIFN(FIF] 316.23 | Active
O=C3N(H])C(=O)C(c2e([Hncle([H]e([H])e([H]e([H)n12)=C3c5c([H])n7c4c(c([H])e([He([H])e45)C(HI([HDN(C(=O)N6C
CHEMBL178737 | (H)(HDCIHDIHDOCCHN(HDC6HDHNCIHDIHNCT(H][H] 316.23 | Active
CHEMBL1997197 [HIC(HD(HDOclc([HD)e([HDc(HDc([HDcIC(HD(HPNHDCENTHDN(H])e2ne([H])e([H])e(n2)c3[s]c([H])c([H])c3[H] 316.23 | Active
CHEMBL2007479 | 0=C(cI[s]c(ne IN(HD[HDN(HDCUHD(HDCUHDIHDCIHDAHDCIHDAHD[HDe2e(HDe(HDe(HDe((HDe2[H] 31623 | Active
CHEMBL243088 O=C(O[H])clc([HDc([HDe([H])e([H]cIN([H])c2ne(nc([Hc2[H)N([H]c3c([Hc([HDc([H])c(O[H])c3[H] 316.23 | Active
CHEMBL2004615 O=C(c2¢([SIC(THN(HD[H]nn(cInc([H])e([HPDc([HDc1[HD2N(HD[HDN(H][H] 316.23 | Active
CHEMBL482538 [Hn3c2nc([HDe([H]e(clc([HDe([HDe([HDc([H])c1[H])c2e([H])c3[H] 316.23 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HNe(OC(HD(HDHD eI THNC(HD(HDHDe2[s]e(c([H])e2[H])e3e([H])e([H])ne([H])e3
CHEMBL1994724 [H] 316.23 | Active
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HNe(OC(HD(HDHDe I THNC(HD(HDN(HDHDe3e(HD)e([H]De(c2e([HD)e([H])ne([H
CHEMBL1976240 De2[HDc([HDc3[H] 316.23 | Active
CHEMBL1973860 [HIOC(HD(HDCTHDHDN((H])elnc([H])c3c(c1{HDe([H])e(c2c([HDe([H][s]c2[H])c([H])c3[H] 316.23 | Active
CHEMBL38380 | O=[S](=0)(c2c([H]e([H]e([H]ele([HDne([H]e([H]e I2N3CHD(HDCHDHDCAHDHPNCHDCHD(HDC3CHD[H] 31623 | Active
CHEMBL1990415 O=C(N([H])e3nn([H])c2nclc([H)c([H])e([H)c([Hclc([H])c23)cdc([HDe([H])nc([H])c4[H] 316.23 | Active
N#CC(H])([HD[C@@]([H])(n1nc([H])e(c1 [H])e3ne([Hne2n([H])e((H]De([H])e23)[C@@4(HDC(HD(HDCHN(HDCHD(
CHEMBL2002099 H)C4([HD[H] 316.23 | Active
CHEMBL1988153 [FICAED(F]ede([H])e([Hc(Oc2ele([Hc([s]clc([H])nc2[H])e3nnc(o3)C([HN([HD[H])e([H])c4[H] 316.23 | Active
CHEMBL1974416 O=C(N([H])c3c([H])nc2n([H]c([Hc(cle([HDc([Hc([HDc([H])e1[H])c2c3[H])cdc([HDe([H])e([H]c([F])c4[F] 316.23 | Active
CHEMBL211378 O=C(N([H)clc([H)ec([HDc([HDc(c I [THDCHD(HD[HDN(H])cdc([H)c([H])c(c3noc2ne([Hne(N([H])[H])c23)c([H])c4[H] 316.23 | Active
CHEMBL2001477 O=C(N([HD[H]c2c([HDc([HDe(clc([HDc([H)nc([HDc 1 [H)c(HD2N(HDC(HD(Hc3c([HD)c([HDe([H])c([H])c3[H] 316.23 | Active
O=[S](=0)(c3c([HDe([H])e([HDe(C(=O)N([H])e2nele([H])e([HDe([HDe([H])e In2C(HD(HNC(HD(HDC(H])((HDO[H])e3[H])

CHEMBL1973016 C(HD(HD[H] 316.23 | Active
CHEMBL38330 O=[S](=0)(c2e([HDe((HPe((HPele((HPne((HDe(HDI2NICIHDIHPCIHDIHDCIHDIHPNIHDCAHDAHPC3(HDH] 316.23 | Active
O=C(N(c4c([H]De([HDe(N([H])e3nc(N([HDCT(HDC(HD(HDCH[HDH])e2ne([H)n([H])e2n3)e((Hc4HNDCHD(HNC(HD(

CHEMBL2006564 HD[HDCIHDJHD[H] 398.11 | Active

[FIC((FD([FDele(e([HDe((HDe(THDe THDC(HI)(HDOe2e([H]e([s]e2C(=O)N(HDH)n4c([H])ne3e((H)e(OC(H)([HD[H]e(
CHEMBL514499 OC(HD(HD[HDc([HDc34 398.11 | Active




[HIN((HD[C@]((H)(C[HDHDOC(HD(HDele((HDe((HNe((He([HDe I [HNC([HN(HDOc3e([HNne([HNe(C(HD=C([H])c2¢(

CHEMBL1993781 | [H])c([H]Dnc([H])c2[H])e3[H] 398.11 | Active
CHEMBL1967531 | O=C(N([H])c3e([H])c([H])e(c2e([H])[s]e Ine((H]nc(N(HD[H])e 12)e([H])e3[HDN(H])edc((HDe([H]c((H]e([H])c4[H] 398.11 | Active
O=[SI(=0)(N([H]e3e([H])e([HDe(e2e([HT)e([HDe In(H)ne(N(HDC(=0)C(HTHNC(THIHDH el 2[H])e([HDe3H))C(H])

CHEMBL1972221 | ((H)CUHD(HDCHDIHDH] 398.11 | Active
O=C(N([HDelc(c([HDe([H])e(c I HDC(HD(HDHDC(HD(HDIH])e3c([HDe(ne2e([H)e([HDe([HDe([H]e23)cdoc([H])e([H])c4
CHEMBL1984296 | [H] 398.11 | Active
[FleSe([HDe([H]e(cInedn(cle3nn2e(nne2e([H])e3[HDC(C(HD(HDHD(C(HD(HDHDCHDHDOMHDC(HD(HDCHI)([H]

CHEMBL1996587 | YC4([HD[H]e([F])c5[H] 398.11 | Active
CHEMBL2002736 _| [H]n2ne(N(H][H]elc(O[C@](HD(CHDHDOCTHDIHDCHDHDHDCTHDIHDHDeHDeHDe(H]e12 398.11 | Active
O=C(N([HDC(HD(HDC(HD(HDC(HD[HDHDe3e([HDe((HDe(N([H])e2ne(c 1e([H])e([HDn([H]e In2) C((HD([H))C((H])([H])

CHEMBL1984760 | C(IFD(FDFDe(H]e3[H] 398.11 | Active
HIC(HD(HDCHD)[HDN3cle([HDe(N((HD[HDe([HDe([H])ele2e([HDe((HDeN(HDHDe([HDe2[C@]3(O[H])cde([H])e([H])

CHEMBL1991818 | ¢([H])c([H])c4[H] 398.11 | Active
CHEMBL1994538 | O=C(N([H])cInc([H])c([H])ne I [HYN([H]e3c([H])e([H]nc2e(c((HDe([H]([H])e23)CFD(F]IF] 398.11 | Active
CHEMBL1996979 | O=C(N([H])c3c([H])nc2n((H])e([H]e(e le((HDe([H]e((HDe([H])e L [H])e2e3[H]edc([F])e(TH]e([H])e([H])eA[F] 398.11 | Active
CHEMBL1982506 | 0=C3c2c(nc([H])clc([H)e(OCHD(HD[HD(OCHDHD[H])e(H])e12)C(=0)N3[H] 398.11 | Active
O=C(N([HDC(HD(HDC(HD(HDCHDHDNC(HD(HDCHD(HDHDCHDHDCHD)([HDHDe4e((H)nc(N([H])[H])c3
CHEMBL1999414 | c(c2c([H]c([HDc(N(HDC(=OIN(He Le((HDe(HDe(He(c LHPCTHDHDHDe(HDe2[HDe((H][s]c34 398.11 | Active
O=C(N([HDC(HD(HDCIH[HDCIHN(HDCHD(HDCHD(HDC(HD(HDCI(HDHHDe2[s]c3c(c2[H])e(nn3[H])cde([H]e([H]

CHEMBL2005475 | )e(THDc([H])c4[H] 398.11 | Active
O=[S](=O)(cSc([HDe([HDe([HDe(c4c3[s]e([HDe(c2e([H]) e le([H])e(n([HDele([H)e2[HDC(HD(HD [H])e3c(ne4[H))N([HD[H])e
CHEMBL1997822 | S[H)C([H)(H][H] 398.11 | Active
O=C(N([HD[C@@]([H])(eIe([HT)e([HDe(H]e([H])e [HDCHD(H)OMHDe3e(H]e((HDe(e2e(HTe((HDne((H)e2[H])e([H])e3
CHEMBL1974288 | [H] 398.11 | Active

O=C(N([H])c6c([H])e([H])e([H])e(cSne(N([H])e2e([HDe([HDe In([HDne([H])e 1 c2[H])cde([H)c(OC(HD(HDC(HD([HN3IC([H '
CHEMBL1968705 | D(HDCHDHNDCIHDIHDCI(HD[HDe((HDe([H])e4nS)e6[HNCIHDIHDCIHD(HDCHDHD[H] 398.11 | Active
CHEMBL1974803 | O=c3n((H])cle([H])e([CI])e([H]e([C1])e Le(c2e([H])([CI])e(TH])e([H])c20[H])e3O[H] 398.11 | Active

[HIN((HD[C@](HD(C(HD(HDOCHI[HDcle((HDe((HDe([HDe([H])e I HDC(HD(HDOC3 e([HPne([H)e(C([HD=C([H])e2c(
CHEMBL1993781 | [H])c([H]Dnc([H])c2[H])e3[H] 398.11 | Active
CHEMBL1997597 | O=[S](=0)(N([H])e3c([H]e([H])c(c2c([H]e([H])e In((H)ne(N(HD[H])e Le2[H]De((HDe3[HNCTHD(HDCCHD(H]D[H] 398.11 | Active
CHEMBL1987009 | O=C(N([H)C(HD([H])ele([H])e((HDe((H])(OCTHD(HDIH]e 1 [H])e2[s]e3e(c2[H])e(nn3[H])cdc([HDe((H]e([H])e((H])c4[H] 398.11 | Active

O=C(N4C([H)(HDCH)([HDN(cInc([H])ne3cle([HD(OC(HD(HDIH])e(OC(HN(HDC(HD(HDC(HD(HDN2C([H])([H]) '
CHEMBL 124660 CHDIHDPCAHDIHDCIHDIHDPC2HDHDIHDCIHDIHDCATHDHPNIHDeSc((HDe(HP(OCTHD(CTHDPIHPIHDC([ 398.11 | Active




CHEMBL1966087 [H)/C(=C\[H])c2c([HD)nc([H])c(O[C@]1(HDCIHD(HDCIHND(HPN{HDCIHD[H])c2[H])e3c([H])c([H]ne([H])c3[H] 398.11 | Active
O=C(N([HDHD[C@4(HDC(H(HDCIHD([HDC(HNHDN(C(=O)cInoc(c1[H])e3e([H]e([H])e2n([H])ne([H])e2e3[H)CA([

CHEMBL1970369 H][H] 398.11 | Active

CHEMBL2002702 0=C2/C(=C(/[H])clc(c([HDcml[HDCIHN(HDPHDCHD(HD[Hc3cN2[HD)c([H)c([HDc([H])ec3[H] 398.11 | Active

CHEMBL262623 [HIN([H])cInc([H])nc3c1/N=C(\c2c([H])c([HDc([HDc([HN2[HDCAHND(HNCH])(H])N3[H] 398.11 | Active
O=C(N([H])e2nc([H])e([SIC([H])([H]eInc((HDe(o HC(CHD(HDHNCHD(HDHDC(HDHDHD[s12)C3(HDC(HI)(HDC

CHEMBL296468 ((HDJHPN{HDCIHDIHDC3IHD[H] 398.11 | Active

CHEMBL1984686 [Br]e3c([H])e([H])c2e([HPne(N(TH])c Inc([H])nc([H])c1[H])c([H])c2c3[H] 398.11 | Active

CHEMBL1972568 [HIC(HD(HDOc2e([HPYnc([H])e(C(IH)=C([H])clc([H)c([H)nc([H])c1[H])c2[H] 398.11 | Active

CHEMBL1987533 O=C(N([H])c2c([H])c([HDclc([HPYnn([H)c1c2[HNCHDH]e3c([HD)e([HDe([H])c([H])c3[Cl1] 398.11 | Active

CHEMBL1978167 [Br]c4nc3c([H]c(cle([Hn(c2clc([HDe([HDe([H])2[HDCIHD(HD[H])n([H])c3nc4[H] 398.11 | Active
[FleSc([H])e([H]e(e2nele(ne([H]e([H])n1c2e3nc(ne([H])e3[HYN(HDC(HD(HDCAOHDC(HI)([HDCA(HDHDCHD([HDL

CHEMBL1965589 H]c([FDc5[H] 3,162.28 | Inactive
[Flede([H])e([H]e(e2nele([Hne([H]e([H])nlc2e3ne(ne([H])e3[HYN(HNC(HD(HDC(CHDHDHIC(HDIHDHDC(H])(

CHEMBL1991395 [HDO[HDe([HDc4[H] 3,162.28 | Inactive
[Hn2nc(cle([H])e(CHCC(H])([HNOC(HD(HDC(HN)([HNOC(HD(HDHD[s]c1 [H])e3c2ede(C3=O)e([H]e(c([H])e4[H))C([H])

CHEMBL387971 ([HPNSCUHDJHDCUHDIHDN(CIHD(HDHDCIHDIHDCS([HD[H] 3,162.28 | Inactive
O=C(N([HD[H]e2e([HDe([Cle((HDeIn([H])e(ne12)e3c([H])e([HDe(e([H])e3[FD[C@I4HDC(HD(HDCHN(HDC(HD(HI)

CHEMBL1984788 N(HDC4(HD[H] 3,162.28 | Inactive

CHEMBL1996923 [Cl]c2¢([H])c1nnn([H])c1c([H])c2[Cl] 3,162.28 | Inactive

CHEMBL1996473 O=c2n([H])clc([H])c([H]c([Br)c([H])c1n2e3c([H])c([C1])e(O[H]c([H])e3O[H] 3,162.28 | Inactive

CHEMBL2007097 O=c2nc(N([HD[H])clc([s]c([H])c1[H])n2[H] 3,162.28 | Inactive

CHEMBL2001539 [Hnlnc([H])c3clc2c([H)e([H][s]c2C((HD(HDC3([H][H] 3,162.28 | Inactive

CHEMBL2007592 O=c3n([H])c1[s]c5c(clc2nc(nn23)cde([H)c([HDc([HDe([H])cA[HDCAHDIHDCIHDIHDCIHD(HDCS(HD[H] 3,162.28 | Inactive
[HInnc(c3clc2e((H])e([H])e(c([H])e2C3((HNHDCHI)THNNACHIHNCCHDHDN(C(H])((H])[H])C(HD(HCA(THDH]

CHEMBL2002446 )coc([HD[s]c(CHCC(HDIHDOCTHD(HDCS(HNCIHDIHNCS(HD[HDc6[H] 3,162.28 | Inactive
O=C(N([HDC(HD(C(HD(HDHDCHI([HDHDCHD([H)OcSe([H])e([HDe([H)e(c4nc(N([H])e2e([H])e([H]e In([H])ne([H])

CHEMBL2005186 clc2[HDc3c((HDc(THDc((HDc([HDe3n4)cS5[H] 3,162.28 | Inactive

CHEMBL1964718 O=C2N([H)N=CIN(C([H])=C(C([H)=C1[HDCIHD(HD[H])C2([H)[H] 3,162.28 | Inactive




O=C(N([(H])ele(c([HDe((HDe((H]e ITHDCHDHDHDN(HDe4e((HDe((H])e(N([HDC(=0)e3c([H])[s]e2ne([Hne(N([HD[H])e

CHEMBL1980144 23)c([H]c4[H] 3,162.28 | Inactive

CHEMBL1967538 O=c3c2[s]cln(nc(clc2nc([H)n3[HDC(HD(HDH)CTHN(HDIH] 3,162.28 | Inactive

CHEMBL2005828 O=C(N([HDclc([H])c([HDc(c([HDc I [HDCHDHDHDN(Hcdec([Hc([Hc(c3c([Hoc2nc([H])nc(N([H])[H])c23)c([H])c4[H] 3,162.28 | Inactive
O=C(N([HDN([HDCE[SDN([H]ele((HDe(HDe([CIDe([HDe 1 [HNC(OMH])(c2e([HDe((HDe([H)e((HDe2[H]e3e([He([H])e([H]

CHEMBL1966722 )e([H]c3[H] 3,162.28 | Inactive
O=[N+]([O-

CHEMBL392642 Dele(HPneme INCHDCHDHPIC@2HDCHDIHDCTHDIHDIC@IHDCHDIHDNIHDHDCIHDIHDC2HPIHDN 3,162.28 | Inactive
O=C(N([HD[C@@]([H])(c1c([HDe([HDe([H])e(OC(HD(HDH])e I HNC(HD(HDIHDe3c([H)e((H]e(c2e([HD)e([HDne([H])e2[

CHEMBL2006188 HDc([HDAN(HDCAHDIHDCIHDIHDCUHDIHPN(HD[H] 3,162.28 | Inactive
O=C(OC([HD(HDC(HI)HDHDe2e((HDe([H)e((H]eIn([H])e(ne12)c4e([HN)e([HNeNIC(HD(HDC(HIHDIC@]([HNHN(

CHEMBL1995736 HD[HDC3(HD[HDe([HDc4[H] 3,162.28 | Inactive
[Cl]e3e([H])e([H])e2eInc(ne([H])e1 C([H])([HHN=C(c2c3[H])c4c([F)e((H]e([HDe([H])c4OC([H((HDHDN(H]eSe([H])e(OC(

CHEMBLA483158 [HD(HD[HDe(cHDcS[HPC(=O)O[H] 3,162.28 | Inactive

CHEMBL375293 [H]c4c([H])nc([HDe(N(H])c2nc([H])c(cInc([H])nc([H])c1[H])c(n2)c3oc([H])c([H])c3[H])c4[H] 3,162.28 | Inactive
[FleSc([H])e([H])e(e2ne le(ne([H])e([H])n1c2e3nc(ne([H))e3[HYN(HDC(HD(HDC(CHDHDHD(CH)(HDHDC(HI)([H])

CHEMBL1991800 O[HDCUHDJHDCA(HDCUHDIHDC4(HD[HDe([HDCcS[H] 3,981.07 | Inactive
[Flede([H])e([H])e(e2nele([H])ne([H])e([H])n1c2e3nc(ne([H])e3[HYN(HDC(HD(HDC(C(HDHDN(CH)([HDHDC(HD([H

CHEMBL1976093 DIHD(CHDJHDIHDCAHDIHD[HDe([HDc4[H] 3,981.07 | Inactive
O=C(N([HDC(HD(HDele([HNe(HDeN(C(HIHDMHDCHD(HDH]e((HDel [H])e2([s]e3e(c2[H])e(nn3[H])c4c([H)e([H]e([

CHEMBL1984367 H]c([HDc4[H] 3,981.07 | Inactive

CHEMBL1965909 O=C4c2c(n([H])clc([HDc([CI)e([H)c([Hc1c2=0)C(THN)(HDIC@@]([H])(c3c([HDc([HDc([H])e([H])c3[H)CA([H][H] 3,981.07 | Inactive

CHEMBL2007336 O=C(c3c([HDc([H])e([HDc(c2e([H)nclc([HD)e([H])e([H)c([H)c1c2[HN)e3[HDC(HD)([HD[H] 3,981.07 | Inactive

CHEMBL1993243 O=C(N([HDC(HDHDHDCH)=C(H])c4c([H)nc(N(HD[H])c3c(c2c([H])c([HDc1OC(H])([H]Oc1c2[H])e([H])[s]c34 3,981.07 | Inactive

CHEMBL1974875 O=C(O[H])clc([HD[s]c2c IN(JHDCHDH(HDCIHN)(HDN(H])C2=0 3,981.07 | Inactive

CHEMBL1987815 O=C(N(JHD[H])c2ncIn(nc([H])c1[H])c(c2[H])c3[s]c([H])c([H])c3[H] 3,981.07 | Inactive
O=C(N([H])ele((HDe(HDe([H])e(c1 [HDCHD(HNHDN([H])ede((HDe([HDe(e3e([H][s]e2e(CHCCHD(HDN(C(HD(HDH]

CHEMBL1979883 )YCUHDIHDHDe(HPne(NJHD[HDc23)c([HDc4[H] 3,981.07 | Inactive

CHEMBL1968515 O=C3N([H])N=CIN(c2c(OCI(HD[HDc([HDc([HDe([H])c2[H)C3([H[H] 3,981.07 | Inactive
O=C(OC([HD(HDC(HINHDMHDC3=c2[s]e(=C([H])cloc([H])e([H]c 1 [HDe(=0)n2CN([HDH=C(CAN)[C@@]3([H])c4oc([H]

CHEMBL1999112 )e([H]c4[H] 3,981.07 | Inactive
O=C(N([H])e3c([HDe(HDe(c2e([HDe([HDe(OC(H)([HD[HDelone(c12)N(HD[HDe([H])e3[HN([H])edc([HDe([F)e((HDe([F])

CHEMBL1969190 c4[H] 3,981.07 | Inactive




CHEMBL1981492 O=C(OC([HD(HD[H]c2c(nclc([HDc([HDe([HDec([Hn12)N((H])[H] 3,981.07 | Inactive
O=C(N([HDe3c([HDe([H])e(c2e([H])e([HDe(OC(HD([H])[H])e Lonc(c12)N([H))HDe([H])e3[HDN([H])e4e([H])e([HDe([F])e(c4[

CHEMBL1979093 HDCHND(HD[H] 3,981.07 | Inactive
[Flele([HDe([H])e(e([HDe IN([HYC(=O)N([H])ede([HDe([H])e(e3e([He([H])e2ne([H])e([H])ne2e3N([HD[H])e([H])e4[HC([H]

CHEMBL1971649 Y(HD[H] 3,981.07 | Inactive

CHEMBL1988622 [H)/C(=C(\[H])c2nn1c(nc([H])c1[HDe([H])c2[H])c3c([HDc([H]e([H])c([H])c3[H] 3,981.07 | Inactive

CHEMBL1991782 O=CIN(HN)CIH)(H])c2clc([HDe([HDe([H])c2c3[sle([H])e([H])c3[H] 3,981.07 | Inactive
[FleSc([H]e([H])e(e2neloc([H])e([H])n1c2e3ne(ne([H])e3[HYN(HD[C@]([H])(c4c([H])e([HDe([H])e([H])c4[HDC(H])([HDH])

CHEMBL1990288 c([H])c5[H] 3,981.07 | Inactive
[Flele(e(OC([H])([HD[H])e2e(c1[H])e(=0)e(C(=0)O[H]e([H)n2[C@@]3(HDC(H)([HDC3(HDH)NAC(H])(H))C(H])(H])

CHEMBL31 N(HD[C@IHN(CUHDIHDHNCA(HD[H] 3,981.07 | Inactive
O=C(N([HDele([HDe([H])e([HDe(e THDC(HD(HDHDN(H])ede([H]e([H]e(e3c([HD[s]c2ne(ne(N([HD)[H])e23)N(HD[H])e([

CHEMBL1973145 H])c4[H] 3,981.07 | Inactive

CHEMBL1971694 _| [O-][s+] Inc(N(HDC(HD(HDCHDHDCCHDHDCAHDHDHDe(m DNCHDe2e((HDe((HDe(FDe(HDe2[H] 3,981.07 | Inactive

CHEMBL316264 [Flcdc([HDc([H]e(c3nc(cle([HDe([HDc([FDec([HDc1[H]e(c2e([HDe([H)nc([H])e2[HPYn3[H])c([H])c4[H] 3,981.07 | Inactive

CHEMBL1972583 O=C(N([HD[H])c3c([H])nn2c(clc([HDc([H)c([HDe([Hc1[H)c([H])e([H])nc23 3,981.07 | Inactive

CHEMBL1972937 O=C2C([S]/C(=N\clc([HDc([HD)c([HDc([HDcI[HDN2[H])=C([H])c3c([H])c([HDc([HD)c(OC(HND([HD[H])c3[H] 3,981.07 | Inactive

CHEMBL1980163 [Hlclc([HDe([HDe(c((HD)c I [HDCIHD(H]Oc4c([HDe([H])e(N([H])e3nc([H)nc2c([H)c([HDe([H])e([Hc23)c([H])c4[H] 5,011.87 | Inactive
O=C(N7C([H])(HDC(H)([HDN([C@@]6(HDC(H)([HDC(H)([HD[C@@](HDn4nc(c3e([H])e([H)e(N([H])C(=O)c2e([H])e

CHEMBL1972584 Ic(JHDc((HDe(HDc([HDe In2CIHDIHDIHDc([HDe3[HDcS5c(ne([HPncdSHN(HD[HDCIHDTHDCO6(HDHDCIHD(HDC7([H] 5,011.87 | Inactive

CHEMBL1976872 O=C(N(JH])cInn2¢c(c1[H)c([HD)c([HDc([HD)2[HNC(H])([H][H] 5,011.87 | Inactive

CHEMBL1999120 O=clc([H]c(c2e(ml[H)n([HPn([H)c2=O)C(IHN(C(HD(HDHNHCIH)(H])[H] 5,011.87 | Inactive

CHEMBL2005214 [Hn1nc(c2c10/C(=C(/CH#N)C@]2([H])ec3c([H])e([Hc([HD)c((HDe3[BrDN(HD[HN)CH)(H][H] 5,011.87 | Inactive
O=C(NTC(H(HDCHN(HDN(C@@I6(HDCHNHDCH)HNIC@@I(H)(nénc(e3e([H)e([H)e(N(H))C(=O0)e2e([H)e

CHEMBL1972584 Ic(JHDc((HDe(HDc([HDe In2CHDIHDIHDc([HDe3[HDcS5c(ne([HPncdSHN(HD[HDCIHDTHDCO6(HDHDCIHD(HDC7([H] 5,011.87 | Inactive
O=C(N([HDele([HDe([H])e([HDe(e ITHDC(HD(HDHDN(H])ede([H])e([H]e(e3e([HD[s]e2ec(CHCCIN(HD HD(C(H([HDH]

CHEMBL1979577 YCUHDIHD[HDc([HDne(N(HD[H]Dc23)e([HDc4[H] 5,011.87 | Inactive

CHEMBL1994159 O=C(c3c([HDc([H])e([H])c(c2nnlc(ne([H])c1[HD)e([H])c2[H))c3[HN)CHN)(HD[H] 5,011.87 | Inactive
O=C(N(C(HD(HDC(HD(HDHDCH)(HDCH)([HDHDN(H])e3e([H])e([H])eZne(cloc([H])e([H])e 1 [H])e(ne2e3[H])c4oc(

CHEMBL1983195 [HDc([H])c4[H] 5,011.87 | Inactive




CHEMBL1980376 [HIC(HD(HDc3c([HDe([HDe([HDe(c2e([H])e([Hc([H])clonc(N([H]))[H])c12)c3[H] 5,011.87 | Inactive

CHEMBL1973399 O=C(N([HD[H])clc([HD[s]c2c IN([HDCIHNH(H)CIH])(H])C2=0 5,011.87 | Inactive

CHEMBL2002240 O=C(N(JH])c1nc(c(C#N)c(c1[HDNHD[H])e3c([H)c([HDc2c([HDc(HDe([He([Hc2ec3[HDC(H)([HD[H] 5,011.87 | Inactive
[FleSc([HDe([H])e(c2nel [s]e([HDe([H])nlc2e4c([H]e([H])e3ne(n(c3c4[HNC(HI)YHDCH)(CHD(HDHDC(HD(HDHDN(

CHEMBL1965423 HD[HDc([H]c5[H] 5,011.87 | Inactive

CHEMBL1970950 O=C(O[H]clc([HDc([HDe([HD)e([HcIN([H])c2ne(nc([HD2[HDN(HDCH([H])e3c([HDc([Hc([H])c(O[H])c3[H] 5,011.87 | Inactive
O=C(N([HDele([HDe([H])e(e([HDe ITHDC(HD(HDHDN(H])e4e([HDe([HDe(N([HDC(=0)c3c([H])[s]e2ne([Hne(N([H])[H])e

CHEMBL1972576 23)c([H]c4[H] 5,011.87 | Inactive

CHEMBL1984586 O=C(N([H)Dclc(c([HDc([HDe([HDc I [HDCHDHDHDN(Hcde([Hc([Hc(c3c([Hoc2nc([H])nc(N([H])[H])c23)c([H])c4[H] 5,011.87 | Inactive

CHEMBL1991867 [Hn2nc(N((HD[H])c1[s]c([Cl])nc12 5,011.87 | Inactive
O=[S]IEO)N(HDCHD(HDC(HD(HNCHD(HDN(HDHDede([HDe((H)e([HDe(CEOIN([H])e3e([H])e([HDe(c2nn([H])e(=

CHEMBL1966279 O)cle([HDc(THDc([HDe(JHDc12)e(JHDc3[H]Dc4[H] 5,011.87 | Inactive
O=C(N=cl[s]e(c(nl C([HD(H)C(HD(HNOC(H)[HDHDC(HDN(HHHDCH)(HDH])e2e((HDe([SICHDHDHDe(HDe(

CHEMBL1988000 [H])c2[C1] 5,011.87 | Inactive
O=C(N([HDele([HDe([H])e([HDe(c THDC(HD(HDHDN(H]e4e([HDe([H)e(e3e([H])[s]e2e(CHCC(H)(HDN(HD[H])e([H]n

CHEMBL1965988 c(N([HD[H]Dc23)c([HDc4[H] 5,011.87 | Inactive
O=C(N([HDele([HDe([H])e([HDe(e ITHDC(HDHDHDN(H])eSc([H])e([H])e(c4c([HD[s]e3c(CHCC(HIYHDN2C(H)([HDC(L

CHEMBL1982465 HDJHDOCHHDIHDC2([HD[HDc(HPne(N((HD[HDe34)c([H]c5[H] 6,309.57 | Inactive
O=C(N([H]ede([H]e([H])e(e3e2e(ne([H])e(cle([Hn(ne [HNC(HD(HD[C@@](HD(OHDC(HD(HD[H])e2[s]e3[H)N([H])[

CHEMBL2002165 HDc([HDc4[HPN([HDc5c([HDe([HDc([HDe([FDe5[H] 6,309.57 | Inactive

CHEMBL1986328 O=CIN(C(IHD(HD[HDCIHD(HDHDN[H]c3c([HDc([H])c2ne(cloc([H])c([H])ec1[H])c(nc2c3[H])cdoc([H])e([H])c4[H] 6,309.57 | Inactive

CHEMBL1975815 O=C4c2c(n([H])clc([HDc([CI])e([HDc([H]c1c2=0)C(HN)HDIC@@]([H])(c3c([HDc([HDc([FDc([H])c3[H])CA(H][H] 6,309.57 | Inactive

CHEMBL1983630 O=C2N([H])cInc([H])c(c([HD)c1C2(HP[H]e3c([H])e([HDc([HDc([H])c3[H] 6,309.57 | Inactive
O=C(cdc([HDe([H])e([HDe(e3e([HDe([H)e(N([H])e2ocle(e([H])e(c([H])e In2) C((HI)HDH)) C(HD(HD) [HDe([F])e3[H])e4N([H

CHEMBL1990884 DIHDN(HD[H] 6,309.57 | Inactive

CHEMBL17370 [Flcdc([HDc([H]e(c2ne(clc([HN)e([HDe([SICTHD(HDHDc([HDc1[HDn([H])c2c3c([H)c([Hnc([H])c3[H])c([H])c4[H] 6,309.57 | Inactive
O=C(N([HDe3e([HDe([H])e(cle([H])e([H]e(e2ele(mn2[HYN(HDHDC(HD(HDHDe((HD e [HDN(H])e4e((HDe([HDe([H]e([

CHEMBL1973937 Br])c4[H] 6,309.57 | Inactive

CHEMBL1984500 O=CIN(HNCIH)((H])c2e([Br])e([Hc([H)c([H])c12 6,309.57 | Inactive
[Flede([H]e([H])e(c2nele(ne([H])e([H])nl c2e3ne(ne([H])e3[HN(HDC(HD(HDC(HDN(HN)COHD)(C(HD(HDHDC(H])([H

CHEMBL1978200 DIHDCAHDAHD[HDe([F])c4[H] 6,309.57 | Inactive




O=C(c3c2ne(cle((HDe((He((HD(OCHNHNCHNDHPNC(HD([HDHDCHD(HDIHDe I [H)n((HDe2e([H])e([H])e3[H])

CHEMBL1989569 N(HD[H] 6,309.57 | Inactive

CHEMBL2003456 O=c3n([H])c2c([H])c(clc([HD)e([HDc([Hc([H])c1[H])c([H])nc2n3[H] 6,309.57 | Inactive
O=C(N([H))[H])C(nInc([H])e(c1[H])eSe([HDne(N((H])[H])c4c(c3e([HD)e([HNe(N(HDC(=OIN([H])e2e([H])e((HDe(HDe([F1)e2[

CHEMBL1967720 HDc([HDc3[HDe([HD[s]1e45)(CIHDIHD[HDCIHD(HD[H] 6,309.57 | Inactive

CHEMBL1990432 O=C4c2c(n([H])clc([HDc([CID)e([HDc([Hc1c2=0)C(HNHDIC@@]([H])(c3c([HDc([HDc([CIDc((He3[HNCA(H][H] 6,309.57 | Inactive

CHEMBL1997872 O=C(c3c([HDc([H]e([HDc(c2e([HDncIn([Hc([HDc([H])c1c2[H])e3[HPNAC(HN(HPCIHND(HDOC(HN(HNC4(HD[H] 6,309.57 | Inactive

CHEMBL354676 O=C(N([H]clc([H)e([HDc([HDc([HDcI[HPN(H]c2c([HDc([HDe([H])e([H])c2[H] 7,943.28 | Inactive
O=C(N([H])cIe([H]e(e([H])e(c 1 HDCHD(HDHDCHDHDHDN([H])e4e([H])e([HDe(c2e([H])e((HDe([H])e3c2C([H])([H])

CHEMBL2004311 N(HDC3=0)c(c4/HDCIHD(HD[H] 7,943.28 | Inactive
[Fle6e([H])e([H]e(e2nel[s]e((H]e([HDn1c2ede([H])e([He3Ine(N((HD[Hn(c3c4[H)C(HDN(HDCS(HNC(HD(HDCS(HDIH])

CHEMBL1982874 c([H]c6[H] 7,943.28 | Inactive

CHEMBL1984402 O=C(clc(nn(c(=0)cIN([HD[HNCIHNIHNDIHDc2c([HDc([HDe((HD)c([HDc2[HNCH)(HD[H] 7,943.28 | Inactive

CHEMBL1975256 0O=C(c2nnn(c1noncIN(THD)[H])c2c3[s]c([H])c([H])cI[HDN(HDN=C([H])c4[s]c([H])c([H])c4[H] 7,943.28 | Inactive

CHEMBL1999778 N#Ccle(ne(OC([HD([HD[He(C#N)elc2e([H)e([HDc([C1)e([H])c2[CIPN(H]D[H] 7,943.28 | Inactive

CHEMBL1964644 O=CIN(HDCHD{(HDclc(HDe([HDe([HDc(IHDcI[HPYN([H]c2ne([H])e([s]2)[N+](=0)[O-] 7,943.28 | Inactive
O=C(N([H])e3c([H]e([H])e(c2ele(ne([H])e(CAHCCIN(HDH)C(HD(HDC(HD(HDHDC(HI[HDC(HD(HDH])e1[s]c2[H])

CHEMBL1983025 N(HD[HDcHDe3[HPN(HDcdc((HDc([HDe([HDc(c4HDCIHD(HD[H] 7,943.28 | Inactive

CHEMBL491758 [Flclc([HDnc(nc IN(H)e2e([HDe([HDe([HDc([HDc2[HDN([H])c3c([HDc([HDe([H])e([H])c3[H] 7,943.28 | Inactive

CHEMBL1968926 [Hnlnc(ncl[S]JC(HD(HDc2c([HDe([HD)e([H)c([HDc2[H])e3e([H])e([H])ne([H])c3[H] 7,943.28 | Inactive

CHEMBL2002450 [HIC(HD(HDOc3c([H)e([HDc(cle((HDc(HPcN(HD[H]De([H])c1[H])c2c([H])noc23 7,943.28 | Inactive
HICHD([HDOC(HD(HDC(H)([HDO[C@]6((HNDCHD(HDC(HDIHDIC@]((H])(n4nc(c3c([H])e([HDe(N([H])e2nele([H])e

CHEMBL1984162 (c(JHDe(c1o2)CUHDIHDIHDCIHDIHD[HDe([HDe3[HDcSc(ne([HPnc4SHNTHDHDCIHDIHDC6(HDIH] 7,943.28 | Inactive
O=C(c2nclc([H])e((HDe([HDe([H])n1c2e3ne(ne([H])e3[HN([H])eSc((HDe([HDe([H)eNAC(HD(HDC(HI([HDN(C(HD([HI)

CHEMBL1971245 [HDCUHDAHDC4(HD[HDcS[HPNJHD[H] 7,943.28 | Inactive

CHEMBL1983884 [HIN([H])e3nc([H])nc2nele([H)c([HDc([H])c([H])c1n23 7,943.28 | Inactive

CHEMBL1970189 [Hn1nc(c2c10/C(=C(/CEN)[C@]2([HDc3c([H)e([H])c([HDc([HD3[CIDN(HNDHDC(H)(H][H] 7,943.28 | Inactive

CHEMBL1968590 O=CIN([HDCHDHDHDC[H)=C(H])c4c([H)nc(N(HD[H])c3c(c2c([H])ec([H]c1[s]c(nclc2[HDCHN(HD[H]e([H][s]c34 7,943.28 | Inactive




O=C(N([H])ele([H])e([H]e([HDe(c ITHDCHN(HDHDN(HDeSe((HDe([H])e(c4e((HD[s]e3e(CHCC(HD(HDN2C(HD([HDC(

CHEMBL1973211 HD(HDCIHDIHDC2(HD[HDc([HPne(N(HD[HDc34)c(JHDe5[H] 7,943.28 | Inactive

CHEMBL117217 0O=C4c2c(nclc([Hc([HDc([C1)c([HDc1c2O[HNDCIHN(HD[C@@]([H])(c3c([HD)c([H])e([C1)e([H])e3[CI)C4([H])[H] 7,943.28 | Inactive

CHEMBL354676 O=C(N([H]clc([H)ec([HDc([HDc([HDcI[HPN(H]c2c([HDc([HDe([H])e([H])c2[H] 7,943.28 | Inactive

CHEMBL1980704 [HIC(HD(HDcSc([H])e3nne([SJC([H])([H])c1ne2n(c1[H)c([H)c([H)e([H])c2[H)n3cdc([H])c([HDc([H])c([H])c45 7,943.28 | Inactive

CHEMBL1393571 N#Cc3c([H])nn2c(clc([H))c([HDc([HD)e([H]c1[Hc([H])e([H])nc23 10,000 | Inactive

CHEMBL1985042 O=clc([H]c(c3c(mnl[H)n([HPn(c2c([H)c([HDec([H])e([H]c2[H])c3=O)C([H)([H])[H] 10,000 | Inactive
O=C(NSC([H])([H)C(H)([HDCHDN([HDe Inc([HDe([HDe(n1)e3c(ne2oc([H])e([HDn23)cde([H)e([HDe([FDe([HDe4[H)C([

CHEMBL1986781 HD(HDCS(HDHDCIHDJHD[H] 10,000 | Inactive

CHEMBL2002182 O=c3n([H])nc2c(clc([HPDc([HDc([HDc([H])e 1 [H))c([HDc([H]e([H])n23 10,000 | Inactive
O=C(N([HDele([H)e([H])e(OC(HD(HDHDe([CIDe I THN(Hede([H])e([H])e(e3e([H])e([H])e([H])e2one(N([HD[H])e23)e([H

CHEMBL272453 Dc4[H] 10,000 | Inactive
[FleSe([HDe([H]De(eIne([HDn(c1e3e([HDe([HDe2n([Hne((H])e2e3[HNC(HD(HDC(HD(HDNAC(HD(HDC(H([H)OC([H]

CHEMBL1682558 Y(HDCA(HD[HDc(HDeS[H] 10,000 | Inactive

CHEMBL208637 O=C(N([H])c1nc(OC(HN(HDCAHNHNDIHDc(CH#N)c(c I THDN{HDHDCHN(HD[H] 10,000 | Inactive

CHEMBL1972820 O=C(O[H])c3c([HDc([H)c(N2C(=O)c1c([HDc([HDe([H])e([H])c1C2=0)c([H])c30[H] 10,000 | Inactive

CHEMBL1970806 O=c3n([H])c1[s]c5c(clc2ne(nn23)cdc([H)c([HDc([H)nc4[HNCHD(HDCIHD(HDCIHD(HDCS(HD[H] 10,000 | Inactive
[FleSe([HDe([H]De(e2neloo([H])e([H)n1c2e4nn3e(nne3e([H])e4[HDC(CHDNHDHN(CAHD(HDHDCHD(HDOIHDe([FI)es(

CHEMBL1972849 H] 10,000 | Inactive
O=C(N([HNC(HD([HNHDIC@@]([HI)(nIne([HDe(e | [HDeSe((H)ne(N([HH])e4e(3e([HDe(HTeN(HDC(=OIN(H])e2e([H

CHEMBL1970142 De((HDe(c((HDc2[HDCAHDIHDIHDe([HDe3[HDc(THD[s]c45)CUHD(HDIH] 10,000 | Inactive
O=C(N([HDC([HD((HD[H])e3ne([H)e([H)e(Oc2e([HDe([HDe(N(HDCEON(HDele((HDe((HDe((He(c I THDCFIIFDIF)e(

CHEMBL1992306 [HDc2[H]c3[H] 10,000 | Inactive
O=C(N([H]cle([H])e([H])e(c(c 1 [HDC(HNHDHDC(HD(HDHDN(HDe4c((HDe((HDe(c2e([H)e([H])e([H])e3c2C([H])(H])

CHEMBL184847 N(HDC3=0)c([H])c4[H] 10,000 | Inactive

CHEMBL1989474 [Fle3c([HDe([H])e(c1nn(c([H])c1c2ne([HPne([H])c2[HDC(HD(HD[H])e([H])c3[H] 10,000 | Inactive
[HInlne(c2e10/C(=C(/CHN)[C@]2([HDe3e([HDe((HDe((HDe((He3[FHN(HDHDC(CHD(HDHIC(HD(HDHD)C(H])([H]

CHEMBL2004447 )NH] 10,000 | Inactive
[Fledc([HDe([HDe(eIne([HDn(c1e2ne(OC([HI)([HDHDne((H)e2[HDCI(HNCHNHDC(HDHDNHDC(HD(HDC3([H][

CHEMBL95692 H]c(JHDc4[H] 10,000 | Inactive
O=C(N([H]DecInc(OC([HD(HDC(HDN(HDHe([Cl])e(c [HDN(HDHDC(H)([HD)e2e((HD(OC(HDN(HDH])e(c([H])e2O0C(H

CHEMBL210928 DAHDIHD[SI(=O0)(=O)CHD(HD[H] 10,000 | Inactive




O=C(N([H])ele([H])e([HDe([HDe(c ITHDCHNHPHDN(HDeSc((H)e([H])e(c4e([H])[s]e3c(c2e([Hnn(c2[HNC(HN(HD[C@

CHEMBL1989708 @]HDOHDCTHDIHDIHDcHDne(N(HD[HDe34)c([HDcS[H] 10,000 | Inactive
O=C(N([HD[C@]([H])(c1c([HDe([HDe([HNe(OC(HN(HDHDe I THNC(HD(HDIHDe3e([H)e([H]De(c2e([H)e([Hne([H])e2[H]

CHEMBL1975121 )e([H]c3[H] 10,000 | Inactive
[FleSc([H])e([H])e(e2neloc([H])e([H])n1c2e4nn3c(nne3e((H])c4HDCHD([HNCOHN(CHD(HDHDCHD(HDHD([F)es[

CHEMBL1976732 H] 10,000 | Inactive
0=C2N(N(eInc(ne([H)eIN2C(HI(HDH)N([H])ede((H])e((H)e(CON(HDC@IB[HNCHDHNCHDHDN(CHI([H] ,

CHEMBL1967560 | JIHNCHDIHNCI(HDHD(HDAOCTHD(HDHDIC@@]SCHDCIHDIHNCIHDHDCIHDHDCS(HPHDCHND(HNDC( 10,000 | Inactive

CHEMBL2000801 O=C(N([H])c3c([H])c([HDc(c2e([HDe([Hc([H]c1{sInc([H])c12)c([H)cI[HDN(H])cdec([HDc([HDc([FDe(c4[HDCIFD(FDIF] 10,000 | Inactive

CHEMBL1972142 O=CIN([HDC(HD(HDclc(HDe((HDec([HDc([HDc1[H])cde([HDc([HDc([H]ec(c3c([H)nec2n([H])c([H])e([H])c2c3[H])c4[H] 10,000 | Inactive
[Cl]cle(e([CIDe([Fe((HDe [HD[C@]([H])(Oc4e([H])e(c2e([HDnn(c2[H)) [ C@@]3(HNC(HI(HDCHD(HDN(HNC(H](H]

CHEMBL1825138 )C3((HP[HDc(HDncdN(HD[HDCIHDIHD[H] 10,000 | Inactive

CHEMBL1982361 O=c3c(N(HNCIHN(H)eclc([HDec([HDc([HDc([HDe1[F)e(N(H])ec2e([H])e([HDne([H])c2[H])c3=0 10,000 | Inactive

CHEMBL539474 O=CIN(C(HD(HDCIHD(HDCITHDHDCIHD(HDc2e([HDc([H)c3c(c2[HDn([Hc(=O)c4c([H])c([H])c(|[H])n34 10,000 | Inactive
[Flele(ne2e(c1[H])e(=0)e(C(=0)O[H]e([HDn2e3e((HDe(HDe([Fe([H)e3[FDNSC(HD(HD[C@@]4(HDC@I(HD(N(H)[H

CHEMBL1624529 DIC@@]4(HDCS(HP[H] 10,000 | Inactive
O=C(N3C([H])((HDC(H)(HD[C@@]I(HN(C(HD(HDHDIC@@I(HDN(c2ne([H])neIn([H])e([H])e((He12)C(HD(HDIH])

CHEMBL1969879 C3(HD[HDCUHD(HDO[H] 10,000 | Inactive
O=C(N([H])cle([H]e(e([H])e(c 1 HDCHD(HDHDCHDHDHDN([H])e4e([H)e([HDe(c2e([H])e((HDe([H])e3c2C([H])([H])

CHEMBL1971021 N(HDC3=0)c(c4HDCUFDUFDIF] 10,000 | Inactive
O=C3/C(=N/N([H])e2c([HDe([HDe([H])e1e(=0)n([H])n([H])e(=0)c12)C(=NN3c4c([H])e([H])e([HDe([H])e4[H])eSe([HT)e([He([

CHEMBL1984274 H]c([HDc5[H] 10,000 | Inactive

CHEMBL1975233 [Cllclc(c([HDc(OCHHN(HD[HDc(c1THPN(H]DC(=O)N([H])c2ne([H])c(nc2[H)CH#N)C([H])([H])[H] 10,000 | Inactive
O=C(O[H])elc(c3c(nl[H])e(c2e([He([HDe([H])e((HDZC(HD(HDHDe((HDe(HDe3[HDC(HN(HDCHD(HNC(HDN(H])Oe

CHEMBL1990821 4e(c(c(IHDe(c4[HDCAHDAIHDHDCUHDUHDIHDCIHD(HD[H] 10,000 | Inactive
O=C(cInc(OC([HD(HDCHN([HDHDe([Clhe(c I THPN(HDHDN(HNC(HD(HDe2e([H])e((HDe(e([H])e2[H[SI(=0)(=0)C([

CHEMBL377383 HD(HD[H] 10,000 | Inactive
O=C(O[H])c2c1[SIC(HN(HDIC@]([H])(nlcdc(c2=O)c([HDe([FNeMN3C(HD(HDC(HIHDIC@]([HNHMN(HDHDC3(HDH])

CHEMBL1977604 cA[FNDCHD(HD[H] 10,000 | Inactive
CHEMBL1419458 0O=C(c2nnn(c1noncIN(HD[H])c2c3c([H)c([H)c([HD)e([H])c3[HPN(H])N=C([H])c4c([H])c([H)nc([H])c4[H] 10,000 | Inactive
[Flede([H])e([H]e(cIne([H])n(cle2ne(OC([HD(HDHDne((HDe2[HN[C@]3(HNC(HD(HDC(H)(HDIC@]([HI)OHNC(H])X(

CHEMBL256835 [HDC3(HD[HDc([HDc4[H] 10,000 | Inactive

O=C(O[H])e3c(c2e([H]e([H])e([H]e(cle(un(c IC(HD(HDHDC(HN(HDHDC(HIHDHDe2n3[HDC(H)(HDCHN)([H)C
CHEMBL1984039 ([HD(HDOCcSc([HDc([HDc(HDcdc(HDc((HDc([HDe([Hc4S 10,000 | Inactive
CHEMBL1979318 [Hnlnc(c2c10/C(=C(/CHN)C@]2([H])c3c([H])e([H)c([HDc((HD[ITPNHDHNCH])(H][H] 10,000 | Inactive




[FIC(FD([F))Oc4c([HDe([HDe(c le(n(c(=0)e(C#N)e ITHDC(H)((HDHDC(HN((HDOIC@I((H])(c2n(c([HDne2[H)C([HD(HDI

CHEMBL127898 | H])c3c([H]c([H]e(CHN)e([H]e3[H])e([H])c4[H] 10,000 | Inactive
[Flede([H]e([H])e(c2nele(OC(HDN(C(HD(HDHDC(HD(HDHDne([H]e([H])n1 c2e3ne(ne([H])e3[HN(HNC(H]([H)C(O[

CHEMBL1984700 | H))(CUHD(HDHDCTHDIHDHD(F])A[H] 10,000 | Inactive

CHEMBL1969126 | [Fle5c([H])e([H])c(c2nel oc([H])e([H]n1c2c4c([H])e([H])e3nnn(c3c4[HDCTHNCIHDIHDEDCTHDHDHD(F])eS[H] 10,000 | Inactive

CHEMBL2006493 | 0=C3c2c(oclc([H])e(c([H]e([H])e1c2=0)C(FDIFDIFDCHDIHDCTHDIHNDCI(H][H] 10,000 | Inactive
O=C(O[H])e2c(cle(e([H])e([HDe([H])el [HNCHD(HDHDeSc(n2C(HN(HDC(HDHDC(HD(HDOc4c([H])e([H]e([H])e3e(l

CHEMBL1987793 | H])c([HDe(THDe((HDe34)e([HDe([H])e([H])eS[H] 10,000 | Inactive
O=C(N([HDede([HDe([H])e(e3e(m2ne([H])e(cle([HDn(ne I ITHDC(H)(HDIHDe2ne3[HNN(HD[H])e([He4HDN(H]eSe([H]e(

CHEMBL1988717 | [H])c([H]c(cS[HDCUFD(EDIF] 10,000 | Inactive
N#Celne([H])c3neTOC([H])(HC(TH(HNC(HNHDCHDHDCHD[H)Oe2e(H]e(e([CIe([H])e2N(H)COIN3H])C(

CHEMBL223367 | [HD(HDCIHD(HDCIHD(H]DO[H] 10,000 | Inactive
O=[S]EO)YN(C(H)YHDHDCHD(HDHDele(HDe([H)e([HDe([H])ele2e([H])e([H])e4e(c2[HDN([H])e3e([HDe([H])e([H])e(

CHEMBL2006631 | [H])c3N([H])C4=0 10,000 | Inactive
O=C(N([HDele([HDe([H])e(e([HDe THDC(HD(HDHDN(HDeSc([HDe([H)e(c4e([H])[s]e3c(c2e([H)nn(c2[H))C(H]([H])[H])

CHEMBL1982466 | c([H])nc(N(H]D[H])ec34)c([H])eS[H] 10,000 | Inactive
O=C(N([HDe4e([HDe([H])e(e3e2e(ne([H])e(cle([H])e([H]e(me I [HNC(HD(HD[H])e2[s]e3[H)N([H])[H]e([H])c4[H])N([H])c5¢

CHEMBL1988075 | ((HDe(THD([H]De([F]eS[H] 10,000 | Inactive
O=C(N([HDele([HDe(e([H])e(cl [HNCHD(HDHDCHDHDHDN(H])ede([HDe([HD)e(N([H)C(=0)e3c([H])[s]e2ne([H]ne(

CHEMBL1970203 | N(H]D[H])c23)c([H])c4[H] 10,000 | Inactive
O=C(N([HDe3e([HDe([H])e(c2e([H])[s]e Le([HDe([Hne(N([HD[H])e12)e([H])e3[H)N([H])c4e([H)e([HDe([H])e([HDe4C([FI)([

CHEMBL1987910 | F])[F] 10,000 | Inactive

CHEMBL1992555 | O=C(N([H])N=C([H])c30c([S]c2nc1c((H]e([H])e([H]e([H])e In2[H])e([H]e3[H]ede([HDe((H]e([H]e([N+](=0)[0-])c4[H] 10,000 | Inactive
O=C(N([HDe2c(OCH(HDC(HN(HDC(HN(HDCHN(HDCL(HDHe(HDe(e([CIe2[HNCHD(HDHDN([H])e3ne([H])e(n

CHEMBL2001224 | ¢3[H]))C#N 10,000 | Inactive
[FleSc([H])e([H])e(c1nedn(cle3nn2e(nne2e([H])e3[HNC(O[HN(CHD(HDHDC(HD(HDHDCHD(HD)C(HD(H])C4([H)H

CHEMBL1998551 | 1)c([F])c5[H] 10,000 | Inactive
N#Celne([H])e(c([H])e1[H])e2nn([H])e4c2C([HD([H])eSe([H])e([HDe(OC(HD(HN)CHD(HDN3C(HD(HDC(HD(H)HOC(H

CHEMBL249282 | DHDC3([HD[H]c(H])c45 10,000 | Inactive
O=C(OC(C(HD(HDHDC(H)(HDHDCHD(HDHDn3e([H])e(cle((H)ne((H)n1 C2((HNC(HDHDC(HDHDC(HI)([H])

CHEMBL1975357 | cqHD(HDC2((HD[HDc4c(HDe((HDe((H]c((H])c34 10,000 | Inactive
[Flede([HDe([H])e(e2neln(e([H]e(mel C(H)(HDHDC(HD(HD[H])e2e3ne(ne((H)e3[HDN(HDC(HDHDC(CHDHDHI)X

CHEMBL2000408 | CUHD(HD[HDCTHDIHDO[H]e([F])c4[H] 10,000 | Inactive
O=C(N([HDe3c([HDe([H])e(c2eLe(ne([H)e(CAHCC(HI(HDN(C(HD(HDC(HD(HDHDCHD(HDCHDN(HDH]e1[s]c2[H])

CHEMBL2001257 | NHD[HDe(H]e3[HDN(HDedc((HDe(HDe((HDe(c4[HDCTHDIHD[H] 10,000 | Inactive
O=C(N([HDeo6c([HDe([H])e([H]e(e2nel[s]e([H])e([H])n1e2e3nc(ne([H])e3[HDN([H])eSc([H)e([HDe([H])e(NAC(=O0)C([H])([H])

CHEMBL2006715 | CqHD(HDCATHD[H]eS[H]c6[HDe7e([FDe(HDe((HDe(H]e7[F] 10,000 | Inactive
HIC(HD((HDNIC(HD)((HDC(HD(HDC(HD(HD[C@@] L (HDC(HD)([HDOc2e([HD)ne([HDe(c2[HNDC(HI)Y[HDC(H])([H]e

CHEMBL1972183 | 3c((HDe((HDe((HDe([H])e3[H] 10,000 | Inactive




O=C(N([H])ele([H])e([HDe(OC(H)(HNCHD(HDHDe((H])e ITHDN([HDeSc((H])e([H])e(cde([H])[s]e3c(c2e([H]nn(c2[H])C(

CHEMBL1974254 [HD(HD[HDc(HPnc(N(HD[HDe34)e(|[HDcS[H] 10,000 | Inactive
O=[S](=0)(cle([HNe(OC(HN(HDHDe(c([HDe IOC(HD(HDHDC(H)(HDC(=OIN(H])e2ne(OC(H)(C(HD(HDIHDC([H])

CHEMBL378627 ([HD[HDc(CHEN)e(c2[HDNJHDIHDCIHD(HD[H] 10,000 | Inactive
[Flede([H])e([H]e(e2nele(ne([H]e([H])nlc2e3nc(ne([H])e3[HYN(HDC(HD(HDCOHD)(C(HD(HDHDC(HN(HDHDC([H]

CHEMBL2001547 Y(HDCAHDIHDIHDe([FDe4[H] 10,000 | Inactive
O=C(O[H])c2c1[SIC(HN(HDIC@]([H])(nlcdc(c2=O)c([HDe([FNeMN3C(HD(HDC(HIHDIC@]([HNHMN(HDHDC3((HDH])

CHEMBL1989265 cA[HDC(HD(HD[H] 10,000 | Inactive
[Hn3c2ne(NIC(HD(HDC(H(HD[C@@](HDMN(HDCHD(HDHDCL(HDHDe([Br])e(c2e(=0)e(c3[H))C(=O0)O[H])C([H])

CHEMBL2004647 ([HD[H] 10,000 | Inactive

CHEMBL1991434 O=C1ON=C(/C1=C(\[H])c2c([H])c([H])c(OC(HN(HD[HNc(OCTHND(HD[H])c2[H])c3c([H)c([H])e(Br])c([H])c3[H] 10,000 | Inactive
[Clle3c([HDe([HDe(HDe(OC(H)([HDC(HDHDC(HD(HDe2ele((HDe([HN)e((HDe(/CECAC(HD(HDHDC(HI([HDHDC(

CHEMBL1982980 [HD(HD[HDec1n([HPc2C(=0)O[H])e3[CI] 10,000 | Inactive

CHEMBL1980142 O=C(N([H])cInc(c([HDc([HDcI[HNCAFDIFDIFDN((H])e3c([H])ec([H])nc2e(c([HDe([H])e([H])c23)CFN(FDIF] 10,000 | Inactive
O=C(N([H])cle((HDe([HDe(OC(HDN(HDHDe([H])e ITHYN([H])eSc([H])e([HDe(c4e([H])[s]e3e(c2e([Hnn(c2[HNC([H])([HDC(

CHEMBL1977148 [HD(HDO[HDe([HPneNJHD[HDc34)c([HcS5[H] 10,000 | Inactive
[Flede([H])e([H])e(e2ne 1e(OC(HDN(C(H)((HDHDC(HI)([HDHDne((HDe([HDn1e2e3nc(ne([HN)e[HDN(HDC([HI)((HDC(C([

CHEMBL2000429 HD(HDHDCTHDIHDIHDCAHDIHDO[HDc([FDc4[H] 10,000 | Inactive
[FIC((FD([FDOcdc((HDe(HDe(e3e([HDe([HDe2n((HDe([HNe(/C1=CAHDC(HD(HDN(HDCHD(HNCL(HDH]e2e3[H])e([

CHEMBL1987982 H])c4[H] 10,000 | Inactive

CHEMBL2006276 O=C2c4c(N([HDc1c(OC(HD(HDHDe([HDec([HDc([HD)cIN2[H])e([HDc(N([H])c3c([H)c([H)nc([H])c3[H])c([H])c4[H] 10,000 | Inactive
O=[N+]([O-

CHEMBL1995740 Dedc((HDc([HDe3N(HDe2c(c([HDe([HDe(cle([HDe(OCHDTHD[HDc(O[HDc([HDc1[HDc2[HDC(=O)N([H]c3c4[H] 10,000 | Inactive
O=C(N([HDC(HD([HDC(HD(HDHDe4c([Hne(N(HD[H])e3c(c2e([HDe((HNe(N(HNCEO)N([H])e Le((HDe([HDe([H]e([F])

CHEMBL1979516 cl[HDc((HDc2[HDc([HD[s]c34 10,000 | Inactive
O=C(N([H]ele((HDe(HDe([HDe(cl [HDCHN([HDHDN(HDe3e((HDe([H)e(c2e((HDe(HDe([HDe(C(=O)N(HD[H])e2[H])e([

CHEMBL1971141 H])c3[H] 10,000 | Inactive
O=C(c4c(N([H])e2ne(cle((HDe(HDe(OC(HN(HDHDe(OC(HIHDHDel [HDe([HD)e3ne([HDe([H])n23)e([HDe([H])e([H])c4[

CHEMBL1998112 HDN(HD[H] 10,000 | Inactive
O=C(cInc(OC([H)((HDCHN([HDHDe(CHN)e(c1 [HDN(HDHDN(HDC(HI([HDe2e((HDe(HDe(c((HDe2[HD[SI(=O)(=O0)C(

CHEMBLA424872 [HD(HD[H] 10,000 | Inactive

CHEMBL2006010 O=C(N([H))cInc(c([HDc([HDcI[HNCAFDIFDIFPN([H])e3c([Hc([H)nc2e([CI))e([Cl)e([H])e([H])c23 10,000 | Inactive
O=c3c(cle([H])e([H]e([H])e(c I THNCHD(HDH]e(me(N(HDC(HD(HDIC@@IHDIN(HDHDC(HD(HDe2e([HN)e([H]De([

CHEMBL1971430 HDc([HDc2[HPn3CHDIHD[HDc4c((HDe([HPnc([H])c4[H] 10,000 | Inactive
O=C(cInc(OC([HN(HDCHN([HDHDe(C#N)e(c1 [HDN(HDHDN(HDC(HI)[HDe2e((HDe([HN)e([HDe([HDe2[SI(=O)(=O)N(

CHEMBL377408 [HD[H] 10,000 | Inactive

CHEMBL1988995 [FleSc([HDe([H])e(c2ncloc([H])e([H])n1c2c4nn3c(nnc3c([H)cA[HN)CHN(CTHN(HDHDCHD(HD[H])e([F])cS[H] 10,000 | Inactive




[Fle4c([HDe([HDe(c2nele(ne([H])e([H])nlc2e3nc(ne([HDe3[HYN(HNCHNHDC(CHDHDHD(CHDHDHDCH](H])

CHEMBL1982383 | O[H)CUHD(HDCTHDIHDN(HD[H]De((H])c4[H] 10,000 | Inactive
[H]nle([HDe(e2ele([HDe([HDe((HD2[H)C(H)(HDIC@@][HDN(HDHDC(HD(HD)OcSe([HDne([H])e(c3e([HDe([HDe(N(

CHEMBL1973348 | [HD[H])e(c3[H])C(=0)c4c([HDe((HDe([HDe([CIDe4[H])eS[H] 10,000 | Inactive

CHEMBL2004513 | o=cocH)([HD[H)elc(HDe(HDe(HDe(H]elc2e((HDe((H])cAc(c2[HPN(H]e3e((HDe([H]e([H])e([H])e3N(H])C4=0 10,000 | Inactive

CHEMBL2002373 | [HJoC([H)(HDCHDHDCTHDHDn2e((Hne(clc((HDe(HDe((HDe([H]e 1 [H]e2c3c([H]e((HDne([H])e3[H] 10,000 | Inactive
O=C(N([H]edc([H])c([H])e(c3c2e(ne([H])e(c 1 e([Hn(ne L HDC(HD(HDC(HD(HDC(HD(HD[H])e2[s]e3[HHN(HD[H])c([H]

CHEMBL1993941 | )ed[HPN(H])eSc((H]([HDe(HDe([F])eS[H] 10,000 | Inactive
[Flcde((HDe([HDe(e2nele([Clne([H])e([HDn1c2e3nc(ne((HDe3[HHN(HDC(HD(HDC(CHD(HDH)(CHDHDHDC(H])

CHEMBL1969735 | (TH)O[H])e([H])c4[H] 10,000 | Inactive
[Cl]cle([HDe([HDe([HDe(ele3e([H)e([H])e([H])e2e(c(C(EO)N(HDC(HD(HDC(HD(HDOCH(HDC(HD(HDOC([H])([H] ,

CHEMBL2002682 | )C(IHD(HDN(HDHDn(HDe2)CTHD(HDCIHDIHDCIHDIHDOSc((HNe((HDe([HDe4c((HDe((HDe([HDe([H])c45)CH])( 10,000 | Inactive
[Flcdc([HDe([HDe(e2nele(ne([H])e([H])n1c2e3ne(ne([HDe3[H)N(HDC(HD((HDC(C(HD(HDOCHD)(HDHN(C(HD(HDH

CHEMBL1982563 | DCHDIHDHDCIHDHDHDe(H]c4[H] 10,000 | Inactive

CHEMBL1999714 | 0=C2N([H])c1c(c([H])e([H]e(c I [HDCTHDIHPHPN(H]e3c2e([H)e((H])e([H])ec3[H] 10,000 | Inactive
[Flcde((HDe([HDe(e2nele(OC(HD(HDC(FD(FDIFDne([HDe([HDn1e2e3ne(ne([H])e3[HPN(H)CHD)(HDC(CHD(HDHH])

CHEMBL2001957 | (CQHD(HD[HDCTHD(HDO[HDe([H])c4[H] 10,000 | Inactive
O=C(N([H]Delc([H])c(nnlc2e([HDe([HDe([HDe(CEOIN(H)C(H)([H)CHN)e2[HNC(CHD(HDHDN(CHD(HDHDCHD(

CHEMBL1979855 | HD[HDIN(H]c4c(HDe(HDe(HDe3ec(HDe(HDe(HDe([H])c34 10,000 | Inactive

CHEMBL1995927 | [Cljc2e([H])e Lne(N(H)CIHDIHDCHD(HD[H]e(ne Le((H])e20C[HD(HDHPNCHDCHD(HDCTHDIHDIH] 10,000 | Tnactive

CHEMBL2003482 | O=C(N([H])cIn([H])nc2¢1 C(HD([HDCIHD(HDC2(HDHDCTHDTHDe3(HDe((HDe([CIDe((H])e3[H] 10,000 | Inactive
O=C(N([H]Dc6c([H])e([H])e([H])e(c2nel[s]e([HDe([HDn1c2e3ne(ne([H])e3[HYN([HDeSc([H)e([HDe([HDe(NAC(H)([H))C([H])

CHEMBL1090360 | (HDOCIHD(HDCACHD[H]eS[HDe6[HDCIHD(HDeTe((HDe((HDe((HDe(H])c7[H] 10,000 | Inactive
O=C(N([HDelc([H])e([H])e(c([H])e [HDC(HD(HDHDN(HDeSc([HDe([H]e(cde([H])[s]e3c(c2e([H])nn(c2[HD[C@@](HD(C(

CHEMBL2001485 | =0)N(CHD(HD[HDCTHDCHDHDCTHDIHDHD((HDneNTHD[H]De34)c((H])eS[H] 10,000 | Inactive
[FleSe([HDe([H]e(eInedn(cle3nn2e(nne2e([H])e3[HDC(HN(C(HD(HDHDCH)[HDHDC(HD(HDC(HD(HDCA(HI)H])

CHEMBL1977374 | c(JF])e5[H] 10,000 | Inactive
O=C(coc([HDe([HDe([HDe(e2nele((HDe([HDe([H)e([H])n1c2e3ne(ne([H])e3[H)N([H])eSe([HDe([HDe(N4C(HD(HDC(HD([ ,

CHEMBL1981725 | HHN(CUHDIHDCIHDIHDHDCIHDHNDCATHD[HDc((H)eS[HDe6[HDYN(HDe7c((HDc((HDe([H)e([H])c7[F] 10,000 | Inactive
O=C(N([HDe1nc(OC([HD(HDC(HD(HDHDe(CHN)e(c 1 [HN(HDHDC(HD(H])c2e([HDc(OC(HD(HD[H])e(c([H])e2OC([

CHEMBL210963 | H)(HD[H][S](=0)(=0)CUHD(HD[H] 10,000 | Inactive
O=C(NAC([H)([HD)CHD[HDCHD(c2n([H)ne(cle((HDe((HDe([Cl))e([H])e 1 [F])e2e3ne([H])ne([H]e3[HNC(HI)(HDC4([H])

CHEMBL1614705 | [HDCUH]D(H]DO[H] 10,000 | Inactive

CHEMBL2006263 | 0=[S](=0)(N(H]c2c([H])e([H])eInc(c(ne 1 c2[HNCIHDHDHDCIHD(HDH]De3c((HDe((HDeN(HD[H]e([H])e3[H] 10,000 | Inactive
[H]n1nc(c3cIN([H])C2=C(C(=O)C(HD)([HDC(C2(HDHD(C(HD(HDHDC(HD(HDHDIC@@]3([HD)edc([H)e([H)e([HDe([

CHEMBL1966703 | H)e4[F)C(HD(HD[H] 10,000 | Inactive




O=C(N([HD[C@3(HDC(H)(HDCHD(H)N(c2neIn([H])e([HDe(C(=O)O[HDe(=0)c1c(c2[FNC(HN(HDHDCI((HDHHDC([

CHEMBL1975208 HD(HD[H] 10,000 | Inactive
O=C(N([H])c Inc(OC([HI)((HDC(HN([HDHDe(C#N)e(c1 [HDN(HDHDC(HIN[HDe2e((HD(OC(HI)([HDHDe([HDe([H])e20

CHEMBL210618 C(HD(HD[H] 10,000 | Inactive
O=C(N([H])cIe((HDe([HDe([H])e(c1 HDCHD(HDHDN([H]ede((HDe(HDe(c2e((HDe([HDe([H])e3c2C(HN((HPN(HDC3=0

CHEMBL183844 )e([HDc4C(HD(HD[H] 10,000 | Inactive
O=C(N([H])ele([HDe(e([H])e(c 1 HDCHD(HDHDC(HDHDHDN(H])e4e([H])e((HDe(e3e([H])e((HDe([H])e2[s]nc([H])c23)

CHEMBL1992242 c([H]c4[H] 10,000 | Inactive
O=C(N([H])c6e([H]e([H)e([H])e(c2nel[s]e([H])e([H])n1c2e3ne(ne((HDe3[HN([H]eSc([HDe([H)e(NAC(HD(HDC(HI)([H])

CHEMBL1090356 OC(HD(HDCAJHD[HDc([HDeS[HDc6[HDCAHDIHDc7c((HDc((HDc(HDe([HDc7[H] 10,000 | Inactive
[HIN((H])c4nc([H]e([H])n3c(ne(c2e([HDe(HNe([HNe(OC(H])([H])ele([HDe([HDe([H])e((H]el [H]e2[H]e3H[C@@]6(HDC( ,

CHEMBL1991138 | [H)(HD[C@](HN(CTHDIHPNSCHDHDCIHDHDCTHDHDCSHPHNCO(THDIH] 10,000 | Inactive
[FleSc([H])e([H])e(e2neloc([H])e([H])n1c2e3ne(ne((H)e3[HYN(HD[C@]([H])(c4c([HDe([HDe((HDe([HDe4HDC(H)((HDH])

CHEMBL1990288 c([HDcS5[H] 10,000 | Inactive
O=C3c2clc(c([H])e([HDe(N(HDC(HD(HDCHN(HDCHDHDC(HD(HDHDele([H)e((HDe2[HNC(=O)N3C(HD(HDC([

CHEMBL1987359 HD(HPN(HDCIHDIHDCIHD(HDO[H] 10,000 | Inactive

CHEMBL2003768 O=c2c(c(N(HDCHDHDclc([HDe((HN)(OCHTHNDIHNDIHDc([H)c1OCTHNDHD[H])c2=0)N([H])c3c([H])c([H])nc([H])c3[H] 10,000 | Inactive
O=C(N([H])cde([H]e([H])e(e3c2e(ne([H])e(cle([Hn(ne I{HC(HD(HDH])e2[s]e3[HNN(HD[HDe([H])e4[HN([H])eSc([H])e

CHEMBL1988387 ([HDc(OCUFDIED[HDc(HDCS[H] 10,000 | Inactive
[FleSc([H])e([H]e(e2nele(ne([H]e([H])n1c2e3nc(ne([H])e3[HYN(HDC(HD(HDCOHN)(C(HD(HDHDC(HN(HDHDC([H]

CHEMBL1994040 )(HDCA(HDCUHDIHDCA(HD[HDe([FDeS[H] 10,000 | Inactive
O=C(O[H])[C@@]4(HDC(H)([HDC(HN(HD[C@@](HDN(HDe3c([H])e((H]e(clone(nl)e2e([HN)e([HNe(OCHD(C(HD(

CHEMBL1997503 HDIHDCUHDJHD[HDc(CIDe2[HDc((HDe3[HNCA(HD[H] 10,000 | Inactive

CHEMBL1970314 O=C(N([HD[H]c3c([HDc(clc([HDc([HDc([HDeNHD[H]c1[HDe([H])c2e([H])c([H])c([H])nc23 10,000 | Inactive

CHEMBL1969537 [S]=c1n([H])nc3nlc2nn([H])c(=[S])n2c4[s]c5c(c34)C(HN(HDCIHN(HNCS([HD[H] 10,000 | Inactive
[HIn2ne(cle([H]e([H])e(CHN)ne 1 [H])edc2e3e(c(HDe(HDe(CACCHI) [HNN(C(HI)HNCHD(HDHNCHNHDCHI(H

CHEMBL2007044 D[HDc3[HDCA(HD[H] 10,000 | Inactive
O=[S](=O)(N([H]e2e([HD)e IOC(HI)([HDC(HD(HDCHD(HDCHN(HDC(HD(HD)O3ne(N((HNC(=O)N([H])ele([H])e2[C

CHEMBL223460 1Dc([HDne3CHN)CTHD(HDH] 10,000 | Inactive
[Flede([H])e([H]e(e2nele(OC(HD(HDHne([H])e((H]n1c2e3ne(ne((H])e3[HPN(HDCHD(HNC(CHD(HDHIC(HD([H

CHEMBL1995832 DIHDCAHDIHDO[HDc([FDc4[H] 10,000 | Inactive

CHEMBL1375418 [HIC((HD(HDclc([HDe([HDe(c([H])c ITHPDCHD(HPN([H])c4nn2c(nnc2c3c([H])c([HDc([HD)e([H])e3[H])c([H])c4[H] 10,000 | Inactive
O=C(cle([HDe([HDe(e(c1 [HDN([H])e2ne([H])ne3c2e([H])nn3cde([H])e((HDe([H)e([HDe4HNC(HD(HDH)N([H])eSnoc([H])

CHEMBL259922 c5[H] 10,000 | Inactive

CHEMBL1983449 O=c2c(c(NJHDCHD(HDclc([HDe((H)e(c(c I THNDCTHDHDHDCIHD(HD[H])c2=O)N([H])c3c([H])c([H])nc([H])c3[H] 10,000 | Inactive
O=C(N([H])cIe((HDe(HDe([H])e(c1 [HDCHN([HNHDN([H]ede((HDe([HDe(c3e((H][s]e2e(CHCC(HI)HDN([HD[SI(=O0)(=

CHEMBL1994321 O)CHDUHD[HDc([HPne(NJHD[HDc23)c([Hc4[H] 10,000 | Inactive




CHEMBL2000508 [Flcdc([HDc([HDe(c2nel[s]c([H])e([Hn1c2c3c([H)c([HDnc([H])c3[H])e([H])c4[H] 10,000 | Inactive
[Fle2elne(n(cle([H])e(c2[H])e4e(ne3[s]e([HDe([H])n34)eSc((HDe([HDe([FDe([HD)eSIHNC(HD(HDC(HICHD(HDH)C((H

CHEMBL2004419 DAHDHDN(HD[H] 10,000 | Inactive
[Flede([H])e([H])e(e2nele(ne([H])e([H])nle2e3nc(ne([H))eA[HDN(HDC(HD(HDCCHDHDHD(CH)(HDHDC(HI)([H])

CHEMBL2007372 O[HDN(HDCUHDIHD[HDc(H]c4[H] 10,000 | Inactive
O=c2n(clnc(nc([H])cle([H])e20e3e((HDe([HDe([FDe([H)e3[FDN(HDCA(HDC(H)([HDC(HDHDOC(HI)(HDCA((HDH])

CHEMBL1230122 C(HD(HD[H] 10,000 | Inactive
HIC(H)(HD[C@]6(OHDC(HD(HDIC@](H)(e5nc(c2e([HN)e([H]ele((HDe([H)e(nele2[H])e3e([HD)e([He([HDe([H])e3[H

CHEMBL1996234 Dede(nc((HDc([HPn4SN(HDIHDCO6([HD[H] 10,000 | Inactive
[Flede([H])e([H]e(e2neloc([H])e([H])n1e2e3ne(ne([H)e3[HYN(HDC(H)(HDC(C(HN(HDNCHD(HDHDC(HD(HDIHI)

CHEMBL1968127 (CUHDIHDHDCTHDUHDIHDc([HDc4[H] 10,000 | Inactive

CHEMBL1970735 O=C(N([H))c1Inc(OC(HN(HDCIHN(HNDCHHNDHD[H]c(CH#N)c(c ITHDN(HDHDCHN(HD[H] 10,000 | Inactive
[Cl]cle(e([H)e((HDe(HDe I THNC(H)(HPN((HDe3ne(N(HNC(HN(HDIC@@]2((HDCHD(HDC(HD(HNIC@@I(HD(C(

CHEMBL246970 HD(HDPN{HDHDCTHDJHDC2(IHDIHDe(c(JHPDn3)[N+](=0)[O-] 10,000 | Inactive
[HIC(H])([H])ede(c2e((HDe(HDe([He(OC(HD([H])ele([H])e((HDe([H])e([H])e I [H])e2[H])e3c(ne([H])ne3n4{C@]6([H])C([H] ,

CHEMBL1968791 | Y(HD[C@I(HINCIHDIHPNSCHDIHDCIHDIHDCIHDIHDCSCHDHDCOHDIHDN(HD[H] 10,000 | Inactive
O=C(N([H]ecle((HDe(HDe([H])e(c1 [HDCHN(HDHDN(H]DeSe((HDe(HDe(cde((HD[s]e3e(c2e([Hnn(c2[HC(HD(HDIHI)

CHEMBL1967116 c([HDne(N(HD[HDc34)c([HDcS5[H] 10,000 | Inactive
O=C(N([HDC(HD([HDC(HDHDHNCH)([HNCHDHDHDC(HDHDC(H)(HDMHDC(H)=C([H])c4c([H)nc(N([HD[H]

CHEMBL2004716 )e3c(c2e([HDc([HPcINTHDC(=O)N([HDecle([HDc(IHDc([HDc(cHTHDCTHDIHD[HDc([HDc2[HDc([HD[s]c34 10,000 | Inactive
O=C(N([H])clc((HDe([HDne([HD)e I [HD[C@@]4([HDC(c2e([HDe([HDe((HDe(c2[HNC(HD(HDHD(e3e([HN)e([HDe([He(e3[
CHEMBL1999496 HDCUHD(HDIHDCA(HD[H] 10,000 | Inactive
CHEMBL2004871 [Fle3c([HDe([H]e(cInc([Hn(c1c2e([H)c([HDnc([HD2[HNCHNDHNCTHD(HDCHD(HDO[H]c([H])c3[H] 10,000 | Inactive
O=C(O[H])e3c(N([H])c Inc(nc([H])e I[HPN(HN)[C@@]2((HD[C@@](HDMN(HDHDCHD([HNCHDHDCHD(HDC2([H])
CHEMBL1985153 [HDc([HDc([HDc([HDc3[H] 10,000 | Inactive
O=c4c(N(H)C(HD(HDC(HI)HDe2e((HDe([H])e(Ocle([HDe((HDe([H)e((HDel [HDe(THDe2[He(N([H])e3e([H])e([Hne([

CHEMBL1999321 H])c3[H])c4=0 10,000 | Inactive
O=C2N(cle([H)nc(ncIN([C@@]2((HDC(H)([(HDC(HD(HDHD[C@]3(HDCHD(HDCHDHDCHD(HDCI(HDHDN( ,

CHEMBL2005375 | H])eSc(HDe(HNe(CEOIN(HD[C@@4(HNDCIHND(HDCIHDIHDCIHDIHDCIHDIHDCATHDHDe(HDeSOCTHDHDIH 10,000 | Inactive
O=C(N([HDC(HD[HDCHD(HDHCHN([HDCHDHDCHDHDCH[HDNHNCEO)N(Hele([HDe([H])e([H])ne1[H]

CHEMBL1998193 IN(JHDe2e(JHDe([HDc([HDnc2[H] 10,000 | Inactive

CHEMBL1982866 [Clle3c([HDe([H])c(c1nn(c([H])c1e2ne([Hnc([H])c2[HNCHD(HDCAHDHDOCTHN(HD[H])c([H])c3[H] 10,000 | Inactive
O=C(N([H])N=C2clc([H])e([H])e(O[HDe(cIC(HD(HDC(HIHDC2(HDHHDC(HIHDHDCHD([H])ede([HDe([HDe([H])e

CHEMBL1972659 3c([HDc([HDe(IHDe([HDc34 10,000 | Inactive
N#Cclne([H])c4ncIOC(HI)([HNC(HDHDCHDHDCHI([H)Oe3e([HN)e(N(HDCH([H])e2[s]e([Hne2[H])e([CI]e([H]

CHEMBL248757 )c3N([HDC(=O)N4[H] 10,000 | Inactive
O=C(N([H])e3nc([H])e([H]e(el[s]e(nclc2e([He([H)e((HDe(c2[HDC(HI)HDHDCHD(HNC(HD(HDH])e3[H])e4e([H])e(

CHEMBL363648 [HDc([HDc([HDc4[H] 10,000 | Inactive




O=C(O[HDC(C([HD(HDPN([H]eInc([HDe([HDe(nT)e3n2e([H])e([H]ne(c2ne3cde([H])e([HDe([FDe([H])c4[FNCHD(HDH])(C

CHEMBL1971149 | (HD(HDHDCIHD(HD[H] 10,000 | Inactive
CHEMBL1991143 | 0=c3c2c(nn(c1c((H)c([H]e(c((H]e I [HDCHD(HD[H])e2n(O[H])c4c3c([H]e([CIe((H)cA[HNC(H)(HD[H] 10,000 | Inactive
CHEMBL1999590 | [HIC(H]D([H]eInn(c(c1[H])e2e((HDe([H]e((H]([H])e2[H])e3nc([H]nc(c3[HYN(H)N=C([H])c4oc([H])c([H])c4[H] 10,000 | Inactive
CHEMBLI971186 ][;:C](C[SHC]()[CHS][)}ES[H])C(QHC100([H])C([H])n10203HC(HC([H])C3[H])N([H])C4([H])C([H])([H])C([H])([H])N([H])C([H])([H])C4([H])[H 10,000 | Tmactive
CHEMBL1991429 | CITI(TT)CACHTD TS B IO DT T e TRy OS] 10000 | active
CHEMBL1995916 | O=CON(H])C(H])(H][H])cInn([H])e(c1[H])e2e([HDe(H])e((H]([H])e2[H] 12,589.20 | Inactive
CHEMBL1969156 | [HIN(H])c3nc([HDe([H])c2e([HDne(clc((H]e([HDe(H]e((H])e 1 [H])n23 12,589.20 | Inactive
CHEMBL2003545 | 0=C(OC(H)(HD[H]2c((H)[s]clc((H]e([H])c(=0)n(H])c12 12,589.20 | Inactive
CHEMBL1965683 | [H]nlnc((H])c2¢1C(H)(H)CIHD(HD[C@@J2([HDe3c((HDe([HDe(H)e([H]c3[H] 12,589.20 | Inactive
CHEMBL2002480 | [HIN(H])c3nc2ne([H]e(clc([HDe([HDe((H]e((H]e 1 [H])e([H])n2n3 15,848.90 | Inactive
CHEMBL1997119 | [HIN(H])e3nc([HDe2e((HDe([HDe([H]e(c1c((HDe((H)e([HDe([H])e 1 [H]n23 15,848.90 | Inactive
CHEMBL1178727 | [HIN(H])c1nc2¢([s])CHD(H]e3e([H]e((HDe([He((H])e23 15,848.90 | Inactive
CHEMBL1989423 | [H]n3nc2clc([H))e([HD([HDe([H])e 1 C(H]D([H])c2c3[H] 19,952.60 | Inactive
CHEMBL1968460 | [HIC(H]D(H]Dn1c(nc2[s]c((H])e([H])eI2N(H][H] 19,952.60 | Inactive
CHEMBL1992673 | O=c3n(H])clc((HDe([H]e([CI))e([H])clc2ne([H])nn23 19,952.60 | Inactive
CHEMBL1971785 | [H]nlc(c(c(=0)oc1=0)c2c((H)([HDe([H]e((H)e2[HNC(H)(H][H] 19,952.60 | Inactive
CHEMBL2000879 | [H]nlnc([H])c3c1 C(H)(HDCIHD(HD[C@]([H](c2c([HDe(HDe((HDe([H]2[HDC3(H]D[H] 25,118.90 | Inactive
CHEMBL1992607 | 0=C2clc(nc([H])nc INCH)C(HD(HDCIHD(HDN2[HDN(H][H] 25,118.90 | Inactive
CHEMBL2002802 | 0=C(c2[s]c1nc(n(c1c2[HDCHDHDPHDN(HD[HDN(H][H] 25,118.90 | Inactive
CHEMBL1727312 | 0=CoaN([H))cIc([H])e((HD([HDe(H])e IN(H])e3c([HDe(H)e((H]c([H])c23 25,118.90 | Inactive
CHEMBL2001704 | [HIN(H])c3nnc2[s]elc((H]e([HDe([H])e([H])c1n23 31,622.80 | Inactive




CHEMBL1965838 | [HIC([H]D([H])c2c((H)[s]cInc(nn12)N(H])[H] 31,622.80 | Inactive
CHEMBL2003952 | [H]nlnc(c(c(c1=0)N(HD[H]COHN(CIHD(HDHDCHDHDHD2c([HDe(H])e((HDe((H]c2[H] 31,622.80 | Inactive
CHEMBL2001378 | [HIN(H])c2nnc(c1c([HDe((H]e([HDe([H])e 1 [HDem2)N(H][H] 39,810.70 | Inactive
CHEMBL1975911 | O=c3n(H])c((H])e([H]e2e([H]ne(clc((H]e((H]e([HDe([H])e 1 [H]n23 39,810.70 | Inactive
CHEMBL1971679 | 0=C(O[H])c2c([H])nc[s]c([H])c((H])n1c2=0 39,810.70 | Inactive
CHEMBL1980853 | N#Cclc([H])nc([CI])ncIN([H][H] 50,118.70 | Inactive
CHEMBL1970873 | 0=C2c1c(c([H)e([H]e(c1 [HNCHDHP[HPN(H]e3cN2[HDe([HDe((H]e([H])e3[H] 50,118.70 | Inactive
CHEMBL1998228 | [Cl]c3nc([H])n1c(nnclc2c((H)e([HDe(H]e([H]c2[H])e3[H] 63,095.70 | Inactive
CHEMBL1967612 | O=CIN(H])[S](=0)(=0)c2c([HDe([H])e([CI])e([H])c12 63,095.70 | Inactive
CHEMBL1991251 | [HIN([H])c1nonc1n2nnc(c2[H)C(H]D(H]O[H] 63,095.70 | Inactive
CHEMBL1966799 | [ClJc2c([H])c([H])e([H])eInne(N((H][H])n12 63,095.70 | Inactive
CHEMBL1991008 | [H]nlnc(N(H]D[H])c3clc(c2e((H)e([HDe(HDe((H)2[H]e((HDe([H])e3[H] 79,432.80 | Inactive
CHEMBL1994808 | N#Cclnc(nnclc2c((H)e([HDe(H]e([H)e2[HNCIHD(HD[H] 79,432.80 | Inactive
CHEMBL2004887 | [HIN(H])c3nc([H]e([H])e2ne(c1c([HDe(H]e([HDe([H]e 1 [HDe([H]n23 79,432.80 | Inactive
CHEMBL1980003 | [HIC(HD(H]eIc((HDe((HDe(H]e((H]ele3c((He([HDe([H])e2ne([H]e([H])n23 79,432.80 | Inactive




Table S6: Ordered NCI compounds, their fit values against the GFA-SVR ML-QSAR selected pharmacophores,
their ML activity prediction and the percentage of inhibition at 10 uM

LRCFs Fit values against
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. NCI N Predicti
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Table S6: Ordered NCI compounds, their fit values against the GFA-SVR ML-QSAR selected pharmacophores,
their ML activity prediction and the percentage of inhibition at 10 uM

LRCFs Fit values against %, Inhibition
. NCI Num Prediction ”°
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Table S6: Ordered NCI compounds, their fit values against the GFA-SVR ML-QSAR selected pharmacophores,
their ML activity prediction and the percentage of inhibition at 10 uM.

LRCFs Fit values against %, Inhibition
Hit gocdle Structure CHI 2 R?nugl:l6 LEU,4 ASP35 VALy,, Hypo Hypo Hypo I;Eif)h&tll\?[;l at 10 pM
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